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Table S1. List of test dataset of ALK inhibitors from ChemBL database

No. ID SMILES AGmL

1 CHEMBL1822515 | COclcceeel- -10.9196
clcec2enc(Ne3eee(NACCN(C)CC4)ec3)nnl2

2 CHEMBLI1821735 | CNI1CCN(c2cec(Ne3nccdeee(- -11.5663
cScecccSN(C)S(C)(=0)=0)n4n3)cc2)CC1

3 CHEMBL1822525 | COclcc(N2CCN(C[C@H](C)O)CC2)cccINclnec2eee(- -11.3466
c3ccecc3N(C)S(C)(=0)=0)n2nl

4 CHEMBL3912968 | CN1CCN(c2ccce(- -9.5013
c3cccd[nH]cSncec(N6CCC(Cc7ccccc7)CCh)cScdce3)ec?)
CCl1

5 CHEMBL454440 Cclc(0)c(O)ec2oc3cc(0)ec(0)e3c(=0)cl2 -8.4512

6 CHEMBL3651828 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(F)F)n2)c(OC | -10.0893
(O)C)cc1CICCN(C(=0)CN(O)O)CCT

7 CHEMBL3651832 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(F)F)n2)c(OC -10.5928
(C)C)ecl CICCN(C(=0)[C@@H]2CCCN2)CCl1

8 CHEMBL3651836 | CC(C)Oclcc2e(cclNelnce(Cl)e(Nc3ceccee3S(=0)(=0)C( -10.6908
C)C)n1)C(=O)N(CICCN(C(=0)[C@@H]3CCCN3)CC1)
C2

9 CHEMBL3651838 | CC(C)Oclcc2e(cc1Nelnce(Cl)e(Ne3eceee3S(=0)(=0)C( -10.8335
O)O)n1)C(=O)N(C1CCN(C(=O)[C@@H]3CCCN3C)CC
HC2

10 | CHEMBL3651840 | CC(C)Oclcc2c(ccINcelnce(Cl)e(Ne3ceeee3S(=0)(=0)C( -11.2343
CO)O)n1)C(=O)N(C1CCN(C(=0)C3CN(O)C3HCCH)C2

11 | CHEMBL3651851 | Cclce(Ne2nc(Ne3ceeee3S(=0)(=0)C(C)C)c3c(C)[nH]nc -10.4775
3n2)c(OC(C)C)ecl1 CICCN(C(=0)CN2CCOCC2)CCl1

12 | CHEMBL3651868 | Cclcc(Ne2nc(Ne3ceceee3S(=0)(=0)C(C)C)e3c(C)[nH]nc -9.8982
3n2)c(OC(C)C)ecl CICCN(C[C@@H](O)C(F)(F)F)CCl1

13 | CHEMBL3651869 | Cclcc(Ne2nc(Ne3ceeee3S(=0)(=0)C(C)C)c3c(C)[nH]nc -10.014
3n2)c(OC(C)C)cc1 CICCN(C[C@H](0O)C(F)(F)F)CC1

14 | CHEMBL2024000 | COclcc(Ne2neee(N3CCC[C@H](C(=O)NCc4ccee(Oc5c -9.5265
ccee5)e4)C3)n2)cc(0C)c10C

15 | CHEMBL2023990 | COclce(Ne2ncee(N3CCC[C@H](C(=O)NCc4cec(OC(F)( | -11.3466
F)F)cc4)C3)n2)cc(0OC)c10C

16 | CHEMBL4745400 | Cclcc(Ne2nec(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -6.8099
C(C)C)ecl C1CCN(CCC(=O)NCCCCCCNc2ccee3c2C(=
O)N(C2CCC(=O)NC2=0)C3=0)CCl1




17 | CHEMBL4752205 | Cclcc(Ne2nee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -7.0794
C(C)C)ecl C1CCN(CCC(=O)NCCOCCNc2ccec3e2C(=0
IN(C2CCC(=0)NC2=0)C3=0)CC1

18 | CHEMBLA4784856 | Cclcc(Ne2nec(Cl)e(Nc3eccee3S(=0)(=0)C(C)C)n2)c(O -7.4712
C(C)C)ecC1ICCN(CCC(=O)NCCOCCOCCOCECNCC(=
O)Nc2ccce3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CClI

19 | CHEMBL2023547 | COclcc(Ne2ncee(N3CCC[C@H](C(=O)Nc4cceec4)C3)n -8.6225
2)cc(0C)c10C

20 | CHEMBL2023546 | COclce(Ne2neecc(N3CCC[C@H](C(=O)NCc4cce(C)ced) -9.2022
C3)n2)cc(OC)cl

21 | CHEMBL3115500 | CN1CCN(c2cce(-c3cccdncScenece(- -9.5013
c6¢ccc(N7TCCN(C)CCT)ecb)n5c4ce3)cc2)CCl

22 | CHEMBL3093151 | Nclnce(-c2enn(C3CCNCC3)c2)ccl- -9.1745
clnc2ccc(N3CCCC3)cc201

23 | CHEMBL3352867 | CC(C)S(=0)(=0)clcceccclNclne(Ne2ceec(NC(=0)C3CN | -10.8984
C3)c2)ncclCl

24 | CHEMBL1164389 | CN1CCN(c2cce(- -8.9296
c3cencde(c3)N(Ce3e(Clheeee3C(F)(F)F)CCN4)en2)CCl

25 | CHEMBLI1163505 | CN1CCN(c2ccce(- -8.9816
c3cnc4c(c3)N(S(=0)(=0)c3cc(F)ccc3F)CCN4)en2)CCl1

26 | CHEMBL1165499 | CN1CCN(c2cce(- -9.5013
c3cencde(c3)N(Ce3ec(F)ecc3F)CCN4)en2)CCl

27 | CHEMBL3972466 | CN1CCN(c2ccce(- -8.1146
c3cccd[nH]cSncee(Nebeecec6[N+](=0)[O-

]eS5cdce3)ec2)CCl

28 | CHEMBL3975454 | CN1CCN(c2ccce(- -8.3976
c3ccc4[nH]cSncec(/C(=C/cbccecchd)cobeceecd)cScdc3)cc?)
CCl1

29 | CHEMBL2442124 | C[C@@H](Sclce(- -9.1585
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

30 | CHEMBL3104853 | COCclc(C)c(0)c(O)c(O)c1C=0 -7.1343

31 | CHEMBL1796241 | COclcc(N2CCOCC2)cccINclnee(Che(N[C@@H]2CCC -9.1928
C[C@@H]2NS(C)(=0)=0)n1

32 | CHEMBL1796244 | CCN1CCc2ccc(Ne3nee(Cle(N[C@@H]4CCCC[C@wH]4 -11.4115
NS(C)(=0)=0)n3)cc2CCl

33 | CHEMBLI1822523 | COclcc(N2CCN(N3CCN(C)CC3)CC2)ccclNclnec2ece(- | -11.4253
c3cceec30C)n2nl

34 | CHEMBLI1822527 | COclce(N2CCC(N3CCOCC3)CC2)ccclNclnec2ecc(- -11.5663
c3ccecc3N(C)S(C)(=0)=0)n2n1

35 | CHEMBL1642256 | COclcc2c(ccINelnce(Cl)e(Ne3cecc(N4CCOCC4)cc300) -10.2638
n1)CCN(CC(F)F)CC2

36 | CHEMBL1642253 | COclcc(N2CCOCC2)cccINclncc(Cl)e(Nc2eec(N3CCO -9.816
CC3)cc200C)nl

37 | CHEMBL1642261 | COclcc2c(cclNelnee(Cl)e(Ne3cee(C(N)=0)cc30C)n1)C | -10.1936
CN(CC(=O)N(O)O)CC2

38 | CHEMBL1642265 | COclcec(Ne2nc(Ne3ecde(ce30C)CCN(CC(=O)N(C)C)C -10.4927
C4)ncc2Cl)e(0OC)cl

39 | CHEMBL3109402 | COclce2ne(Coc2e(C[C@]2(C)[C@@H](C)CC[C@@]3 -7.7598

(C)C(C)=CCC[C@@H]23)c10




40 | CHEMBL3116050 | C[C@H](Nclnc(Nc2en(C)en2)c2ec[nH]c2nl)clncc(F)en -10.3552
1

41 | CHEMBL2418752 | Cnlcce(-c2ene3[nH]ce(-c4ecnn(CeScece(F)eS)c4)c3c2)enl -9.444

42 | CHEMBL2418748 | Cclnn(Cc2cc(F)ccc2F)c(C)cl-cle[nH]c2ncc(- -9.0327
c3cnn(C)c3)ccl?2

43 | CHEMBL2418760 | Cnlcc(-c2ene3[nH]cc(-c4enn(CeSceec(O)cS)cd)e3c2)enl -9.4998

44 | CHEMBL2418754 | Cnlcce(-c2cne3[nH]cc(-c4cnn(CcSceec(Cl)eS)c4)c3c2)enl -9.7079

45 | CHEMBL2418754 | Cnlcc(-c2cne3[nH]ce(-c4cnn(CcSceec(Cl)cS)cd)c3c2)enl | -10.6699

46 | CHEMBL2418750 | Cnlcce(-c2cne3[nH]ce(-c4cnn(CcSceceeS)cd)c3c2)enl -9.9932

47 | CHEMBL2403828 | Cclcc(Ne2nee(C)e(Ne3eeece3S(=0)(=0)C(C)C)n2)c(OC -10.207
(C)C)ec1 CICCN(CCO)CCI

48 | CHEMBL5283671 | Cclcc(Ne2nee(Cl)e(Ne3eeede(c3)B(0)OC4)n2)c(OC(C) -11.2552
C)cc1CICCNCCI

49 | CHEMBL5270423 | O=C(Nclccece(- -10.9984
n2cc(CNe3ccc(N4CCC(0)CC4)e(C(=O)N4CCCCC4)c3)
nn2)cl)clcc(F)cc(F)el

50 | CHEMBL5280251 | O=C(Nclcccc(- -11.1897
n2cc(CNc3eecc(N4CC(0)C4)c(C(=0)N4CCCCC4)c3)nn2
)el)elece(F)ee(F)el

51 | CHEMBL3263972 | CCCCCICN(C)CCc2ccc(Ne3ncc(Cl)e(Nedeccec4dC(=0) -11.5076
NC)n3)cc21

52 | CHEMBL3785384 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -9.437
n1)C(C)(C)/C(=N/N1CCOCC1)CC2

53 | CHEMBL3922762 | C/C(=N\Nclncc(Cl)c(Nc2ceecc2S(=0)(=0)C(C)C)nl)cl -10.1749
ccc(F)cel

54 | CHEMBL2023556 | COclce(Ne2ncee(N3CCC[C@H](C(=0O)NCc4ccec(OC(F -10.2533
)(F)F)c4)C3)n2)cc(OC)c10C

55 | CHEMBL1165421 | O=C1CNc2nce(- -9.6994
c3ccc(C(=O)N4CCC[C@H]J4CN4CCCC4)ce3)cc2N1Cel
cc(F)ccclF

56 | CHEMBL1164180 | CN1CCN(c2cece(- -11.3466
c3cencde(c3)N(Ce3ec(Cheee3C(F)(F)F)CCN4)en2)CCl

57 | CHEMBL2042983 | CCN1C(=0)CCCc2cc(Nc3nce(Cl)e(NedcceeedS(=0)(=0 -10.6699
)C(C)C)n3)c(OC)cc21

58 | CHEMBL2023556 | COclce(Ne2ncee(N3CCC[C@H](C(=O)NCc4ccec(OC(F -11.0571
)(F)F)c4)C3)n2)cc(OC)c10C

59 | CHEMBL2023545 | Cclcec(CNC(=0O)[C@H]2CCCN(c3cenc(NedeecSc(c4)O -8.2685
CCO5)n3)C2)ccl

60 | CHEMBL2023534 | COclce(Ne2ncee(N3CCC[C@H](C(=O)NCc4cee(C)cc4) -9.5871
C3)n2)cc(0C)c10C

61 | CHEMBL3983644 | CN1CCC(N2CCN(c3ccece(- -7.1917
cdccc5[nH]conecc(Ne7cceec7[N+](=0)[O-
])c6c5¢4)cc3)CC2)CC1

62 | CHEMBL2010872 | CC(C)Cnlc2ccc(Ne3nceen3)cc2e2c3ce(cde(c21)CCelnn( -9.7573
C)ccl-4)C(=0)NC3

63 | CHEMBLS5171152 | COclce(N2CCC3(CCN(C)CC3)CC2)c(Cl)ecINelnee(Cl) | -12.7649
c(Nc2cceee2P(C)(C)=0O)nl

64 | CHEMBL5172847 | COclce(N2CCC3(CCN(C)CC3)CC2)c(C)eccINelnee(Cl) -12.4381

c¢(Nc2ceeec2P(C)(C)=0O)nl




65 | CHEMBL5173297 | COclcc(N2CCC3(CCN(C)CC3)CC2)ceclNelnce(Cl)e(N -10.441
c2¢(F)cccc2P(C)(C)=0O)nl

66 | CHEMBL562943 Clclncec2cl- -7.1363
cl[nH]c3cce(Br)cc3c1 CCN2CCclce[nH]c2cccecl2

67 | CHEMBL2418752 | Cnlce(-c2enc3[nH]cc(-c4cnn(CeSceec(F)eS5)cd)e3c2)enl -9.7276

68 | CHEMBL2418753 | Cnlcc(-c2cne3[nH]cc(-c4cnn(CcScec(F)eeS)cd)e3c2)enl -7.6694

69 | CHEMBL3923844 | CN1CCN(c2cce(-c3ccc4[nH]cSncee(- -7.0916
c6ccc(N7TCCN(C)CCT)ecb)c5c4c3)cc2)CCl

70 | CHEMBL3947279 | CN1CCN(c2cece(- -9.294
c3ccc4[nH]cSnccc(/C=C/c6cccccONS(C)(=0)=0)c5c4c3)
cc2)CC1

71 | CHEMBL3961377 | CN1CCN(c2ccce(- -9.7667
c3cccd[nH]cSncec(CHCcbecc(F)ech)cS5c4ce3)cc2)CCl

72 | CHEMBL1940182 | CCCclcc2e(ccINICCC(N3CCOCC3)CCHC(CYC)cl[nH | -12.7062
Jc3ce(C#N)cee3c1C2=0

73 | CHEMBL1940177 | CC1(C)c2ccc(N3CCN(C4COC4)CC3)cc2C(=0)c2cl[nH] | -10.1542
clcec(C#N)ceee21

74 | CHEMBL2418747 | Cclnn(Cc2cccc(F)c2)c(C)cl-clc[nH]c2nee(- -10.6497
c3cnn(C)c3)ccl2

75 | CHEMBL2418758 | Cnlcc(-c2enc3[nH]cc(-c4cnn(CeSceec([N+](=0)[O- -10.148
DcS)c4)e3c2)enl

76 | CHEMBL2418757 | Cnlcc(-c2cne3[nH]cc(- -9.9407
c4enn(CeSceec(C(=0)0)c5)c4)c3c2)enl

77 | CHEMBL1946802 | COclce(N2CCN(C)CC2)c2cclNelncc(Cl)e(nl)Nelceee( -11.7735
c1)CC2

78 | CHEMBL1946804 | COclcc(N2CCN(C)CC2)c2cclNclInce(Cl)e(nl)Nelce(ee -13.1797
cIN(O)S(C)(=0)=0)CC2

79 | CHEMBL1946804 | COclce(N2CCN(C)CC2)c2cclNelnce(Cl)e(nl)Nelec(ee -11.3466
cIN(O)S(C)(=0)=0)CC2

80 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.9196
c2cnn(C3CCNCC3)c2)enclN)cle(Checc(F)cl1Cl

81 | CHEMBL2172337 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -9.8752
c(F)cc3)[nH]c3ccc(Ocdeccend)cc32)CCl

82 | CHEMBL2024001 | COclcc(Ne2ncee(N3CCC[C@H](C(=O)NCc4ccec(NSC -10.6497
COCC5)c4)C3)n2)cc(0C)c10C

83 | CHEMBL2023999 | COclecc(Ne2nece(N3CCC[C@H](C(=O)NCc4cee(- -9.7299
cScceeeS)ec4)C3)n2)ec(0C)c10C

84 | CHEMBL2023996 | COC(=0)clcccc(CNC(=0)[C@H]2CCCN(c3cene(Nedee -10.2327
(0OC)c(0OC)c(0C)c4)n3)C2)cl

85 | CHEMBL4067503 | CNCclecc(OC)e(Ne2nee(Cl)e(Ne3ececee3S(=0)(=0)C(C) -12.4381
C)n2)cclC

86 | CHEMBL2024002 | COclcc(Ne2neee(N3CCC[C@@H](C(=0)NCc4cee(C)ee -7.6378
4)C3)n2)cc(0OC)c10C

87 | CHEMBL2023540 | COclccece(Ne2neee(N3CCC[C@H](C(=O)NCc4ccc(C)ee -8.4977
4$)C3)n2)cl

88 | CHEMBL3608519 | COclcc2c(cclNelnce(Cl)c(Ne3eceee3S(=0)(=0)C(C)C) -12.0882
nl)CCCNC2=0

89 | CHEMBL2403369 | COclccc2e(cl)/C(=C/clec3e([nH]1)CCN(C(=O)N1CCN( -8.8782

C)CC1)C3)C(=0)N2




90 | CHEMBL2418747 | Cclnn(Cc2cccc(F)c2)c(C)cl-clc[nH]c2nece(- -9.3054
c3cnn(C)c3)ccl2

91 | CHEMBL3972807 | COclc(Nc2nec(Cl)e(N[C@H]3[C@@H](C(N)=O)[C@@ | -11.6821
H]4C=C[C@H]3C4)n2)ccc2c 1 CCC[C@H](N1CCN(CC
0)CC1C2

92 | CHEMBL3943236 | COclc(Nc2nee(Cl)e(N[C@H]3[C@@H](C(N)=0O)[C@@ | -11.6312
H]4C=C[C@H]3C4)n2)ccc2cl CCC[C@@H](N1CCN(C
CO)CCH)C2

93 | CHEMBL3961771 | COclc(Nc2nce(Cl)c(Ne3eeecee3N(C)S(C)(=0)=0)n2)ccc -12.2519
2c1CCCC(NICCN(O)CCI1)C2

94 | CHEMBL3934268 | COclc(Nc2ncc(Cl)e(Ne3ecccc3N(C)S(C)(=0)=0)n2)cce -12.338
2c1CCCC(NICCN(CCO)CCI)C2

95 | CHEMBL3934099 | COclc(Nc2ncc(Cl)c(Nc3ceecee3- -12.2519
n3ccen3)n2)ccc2cl CCCC(NICCN(CCO)CC1)C2

96 | CHEMBL3972653 | CNC(=O)clccccclNelne(Ne2cee3ce(c20C)CCC[C@@H] | -11.6928
(N2CCN(CCO)CC2)C3)ncclCl

97 | CHEMBL3823107 | COclce(N2CC[C@@H](N(C)C)C2)cccINclnee(Cl)e(Ne -13.4478
2cccec2P(C)C)=0)nl

98 | CHEMBL3823256 | COclcc(P(C)(C)=0O)ccclNelnee(Clc(Ne2eeeee2S(C)(= -13.4478
0)=0)nl

99 | CHEMBL601719 C[C@@H](Oclce(- -13.0398
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

100 | CHEMBL1922984 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2¢c(OCc3c(F)ccee3 -11.4115
F)ccee21

101 | CHEMBL1922969 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2ccec(OCc3ccc( -9.0743
F)ce3)cl2

102 | CHEMBL1922981 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2¢c(OCc3cccc(F)c3 -9.816
)eeee21

103 | CHEMBL3890636 | COclcc(N2CCNCC2)ccclNcelnee(C(F)(F)F)c(Nc2eee(N -12.0882
3CCN(C(C)=0)CC3)cc20C)n1

104 | CHEMBL3944539 | CCNC(=O)N1CCN(c2ccc(Ne3nee(C(F)(F)F)e(Nedcec(N -11.6612
SCCN(C(C)=0)CCS5)cc40C)n3)c(0C)c2)CC1

105 | CHEMBL3896263 | CCNC(=0O)N1CCN(c2cce(Ne3nec(C(F)(F)F)e(Nedcee(N -10.9196
SCCN(C(=0)NCC)CC5)cc40C)n3)c(0C)c2)CC1

106 | CHEMBL3974726 | COclcc(N2CCN(C(=0)CO)CC2)ccclNclInee(C(F)(F)F)c | -12.0882
(Nc2cec(N3CCN(C(=0)CO)CC3)cc20C)n1

107 | CHEMBL2042830 | CCN1C(=0)CCCc2cc(Ne3nee(Chec(N[C@H4[C@@H]( -11.5663
C(IN)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)cc21

108 | CHEMBL2042827 | CCN1C(=0)CCCc2clccec(Nelnee(Cl)ec(Ne3ceeee3C(=0) -9.5013
NC)nl)c20C

109 | CHEMBL2042830 | CCN1C(=0)CCCc2cc(Ne3nee(ChHc(N[C@H4[C@@H]( -10.4927
C(IN=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)cc21

110 | CHEMBL2042981 | CCN1C(=0)CCCc2cc(Nc3nce(Cl)c(NedeceecdS(=0)(=0 -10.6699
IN(C)C)n3)c(OC)cc21

111 | CHEMBLA4520341 | C=CC(=0)Nclcc(Nc2nec(Cl)c(Ne3eccec3P(C)(C)=0)n2) | -10.4927
c(OC)ccIN(C)CCN(O)C

112 | CHEMBL3980776 | CC1(C)c2cc(OC3CCOCC3)c(S(=0)(=O)N3CCOCC3)cc -11.3706
2C(=0)c2cl[nH]clcc(C#N)eec21

113 | CHEMBL3914907 | CC1(C)c2cc(N3CCN(C4CCS(=0)(=0)CC4)CC3)c(Br)cc -12.6875

2C(=0)c2c1[nH]clce(C#N)cec21




114 | CHEMBL1823361 | CC1(C)c2cc(N3CCN(C4COC4)CC3)c(CCC3CCCC3)cc2 | -109111
C(=0)c2cl[nH]clcc(C#N)cee21

115 | CHEMBL3931742 | CC(C)N1CCC(Cc2cce3c(c2)C(=0)c2c([nH]cdcc(CHN)ce -11.2483
c24)C3(C)C)CC1

116 | CHEMBL3736388 | CCclcc2c(cclC1=CCN(C(=0)C3CCOCC3)CC1)C(C)(C) | -12.4381
cl[nH]c3cc(C#N)cee3c1C2=0

117 | CHEMBL3973126 | CC1(C)c2cc(OC3CCNCC3)cec2C(=0)c2cl[nH]clec(C# -11.6908
N)c(F)ec21

118 | CHEMBL3948122 | COclcec2e(c1)C(C)(C)el[nH]c3c(N)c(C#N)cee3c1C2=0 | -12.3599

119 | CHEMBL2023995 | COclcc(Ne2ncee(N3CCCIC@H](C(=0O)NCc4cee([N+](= -7.8478
0)[O-]ecc4)C3)n2)cc(0C)c10C

120 | CHEMBL3357439 | CC(C)S(=0)(=O)clccecccINelne(Nc2eececc(NC(=O)CN)c -12.1531
2)ncclCl

121 | CHEMBLA4468747 | CCclcc2c(ccl- -11.2879
clceee(S(=0)(=0)F)c1)C(C)(C)cl[nH]c3ce(C#N)cec3el
C2=0

122 | CHEMBL2023555 | COclce(Ne2ncee(N3CCC[C@H](C(=0O)NCc4ccee(C)c4) -10.043
C3)n2)cc(0C)c10C

123 | CHEMBL2023538 | Cclcec(CNC(=0)[C@H]2CCCN(c3cene(Nedceee(Cl)cd) -8.0799
n3)C2)ccl

124 | CHEMBL2023998 | COclcc(Ne2ncee(N3CCC[C@H](C(=O)NCc4ccece(- -9.4315
cScceee5)c4)C3)n2)ec(0OC)c10C

125 | CHEMBL4066664 | FC(F)(F)CNclnc(Nc2ccc3en[nH]c3c2)nc2ccocl2 -7.2582

126 | CHEMBL2023996 | COC(=O)clcccc(CNC(=0)[C@H]2CCCN(c3cene(Ncdee -10.2429
(OC)c(OC)c(OC)c4)n3)C2)cl

127 | CHEMBL3397057 | COclec([C@@H]2CCNC[C@@H]20)ccc1Nelncc2ece( -9.816
-c3cccec30C)n2nl

128 | CHEMBL5204689 | CNC(=0)clcccccINelne(Ne2eee3e(NC(=0)CN4CCCC4 -11.9759
)n[nH]c3c2)ncclCl

129 | CHEMBL5192545 | CC(C)S(=0)(=O)clccccclINelnc(Ne2eee3c(NC(=O)CN( -11.7987
C)C)n[nH]c3c2)ncclCl

130 | CHEMBLA458997 CNC(=O)clcecccINelne(Ne2eec(N3CCOCC3)ec20C)ne | -11.7735
clCl

131 | CHEMBL2064722 | COclc(Ne2nee(CHe(N[C@H]3[C@@H](C(N)=0)[C@@ -12.068
H]4C=C[C@H]3C4)n2)ccc2cICCC(NICCN(C)CCHCC2

132 | CHEMBL2064722 | COclc(Ne2nee(Cl)e(N[C@H3[C@@H](C(N)=0)[C@@ | -11.0494
H]4C=C[C@H]3C4)n2)ccc2cICCC(NICCN(C)CCHCC2

133 | CHEMBL3785304 | Cclec(Ne2nene(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c(OC -9.864
2CC2)cclCICCN(O)CCI

134 | CHEMBL3787494 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)Cn2)c( -11.0571
OC2CC2)ccl [C@H]1CC[C@H](NS(C)(=0)=0)CC1

135 | CHEMBL3785934 | CCN(CC)[C@H]1CC[C@H](c2cc(OC3CC3)c(Nc3nee(Cl | -11.4115
)c(Ne4en(C)nedS(=0)(=0)C(C)C)n3)cc2C)CC1

136 | CHEMBL3786002 | Cclcc(Nc2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C(C)C) -8.6847
n2)c(OC(C)C)ecc1CICCNCCL1

137 | CHEMBL1642253 | COclcc(N2CCOCC2)cccINelInee(Cl)e(Ne2eecc(N3CCO -11.911
CC3)cc20C)nl

138 | CHEMBL1642255 | COCCNI1CCc2cc(Ne3ncc(Cl)c(Nedecc(NSCCOCCS)cc4 -11.5663

0C)n3)c(0C)ce2CC1




139 | CHEMBL1642257 | COclcc2e(ccINclncc(Cl)e(Ne3eee(N4CCOCC4)ec30C) -11.3466
n1)CCN(CCS(C)(=0)=0)CC2

140 | CHEMBL1642258 | COclcc2c(cclNelnee(Cl)c(Ne3cce(NACCOCC4)cc30C0) -11.911
n1)CCN(CC(=0O)N(C)C)CC2

141 | CHEMBL1642259 | COclcc2ce(cclNclnec(Cl)e(Nce3eece(N4CCOCC4)ee3)nl) -10.3677
CCN(CC(=O)N(O)O)CC2

142 | CHEMBL1642260 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee30C)n1)CCN(CC(= -11.911
ON(O)O)CC2

143 | CHEMBL1642261 | COclcc2c(cclNclnec(Cl)e(Ne3eee(C(N)=0)ce30C)n1)C | -11.6612
CN(CC(=O)N(O)O)CC2

144 | CHEMBL1642265 | COclcce(Nce2nc(Ne3ecdc(ce30OC)CCN(CC(=0O)N(C)C)C -11.7735
C4)ncc2Cl)c(0OC)cl

145 | CHEMBL1642257 | COclcc2e(ccINclncc(Cl)e(Ne3eee(N4CCOCC4)cec30C) -9.9283
n1)CCN(CCS(C)(=0)=0)CC2

146 | CHEMBL1642260 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee30C)n1)CCN(CC(= | -10.1936
ON(O)O)CC2

147 | CHEMBL1642262 | CNC(=0)CN1CCc2cc(Nc3nce(Cl)e(Necdecc(NSCCOCCS -9.9283
)cc40C)n3)c(OC)cc2CCl1

148 | CHEMBL3357466 | CC(C)S(=0)(=O)clcccecINelne(Nc2ecec(NC(=0)Ce3cc -9.9579
4ccecec4[nH]3)c2)ncclCl

149 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -12.6033
c2¢c(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ec21

150 | CHEMBL601719 Cl[C@@H](Oclcc(- -7.8253
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

151 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -11.6025
clenc(N)e(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

152 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCCH)CC3)cec2C(=0)c2cl | -11.9266
[nH]clcc(C#N)cee21

153 | CHEMBLA4092174 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -12.3695
nl)CCNICCNCC21

154 | CHEMBL4081925 | COclcc2c¢(cclNelnec(Cl)e(Ne3eeeee3S(=0)(=0)C(C)C) -11.7494
n1)CCN1C(=0)CNCC21

155 | CHEMBL4099922 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -12.4381
n1)CCCI=NN(C)CCNI12

156 | CHEMBL4091729 | COclcc2¢(cclNelnee(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -10.6908
n1)CCcln[nH]c(C)cl-2

157 | CHEMBLA4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2ec(F) -12.1763
ccc201

158 | CHEMBL3916480 | CN1CCN(c2cce(- -9.6388
c3cccd[nH]cSncee(/C=C/c6eccecc6C(F)(F)F)cScdce3)ec2)C
Cl

159 | CHEMBL3910396 | CN1CCN(c2cce(- -9.7667
c3cccd[nH]cSncec(CHCcbeccechd)cSc4c3)ec2)CCl

160 | CHEMBL3924528 | CNI1CCN(c2cce(-c3ccc4[nH]cSneee(- -10.4927
c6cec(Cc7cccecT)ech)cSc4ce3)ec2)CCl

161 | CHEMBL3946847 | COclcc(Cc2cccec2)c(O)ecl-cleenc2[nH]c3cece(- -7.6115
c4ccc(NSCCN(C)CCS)ecd)ec3cl2

162 | CHEMBL388978 CN[C@@H]1C[C@H]20[C@@](C)[C@@H]10C)nlc -11.5576

3ceccc3ce3cde(cS5checcecon2e5c31)C(=0)NC4




163 | CHEMBL3822645 | COclcc(- -12.934
c2cnn(C3CCNCC3)c2)ccc1Nelnee(Cl)e(Ne2eceec2P(C)(
C)=0O)nl

164 | CHEMBL3824290 | COclcc(N2CCC(N3CCCN(C)CC3)CC2)ceclNelnee(Cl) -13.2043
c¢(Nc2ceeec2P(C)(C)=0O)nl

165 | CHEMBL3823416 | COclcc(N2CCOCC2)cccINelInee(Cl)e(Ne2cceec2P(C)( -13.644
C)=0O)nl

166 | CHEMBL3823549 | COclcc(OCCCN2CCCC2)ccc1Nclnce(Cl)e(Nc2cceec2P -13.6976
(C)(C)=0)n1

167 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCCH)CC3)cec2C(=0)c2cl | -12.0111
[nH]clce(C#N)cec21

168 | CHEMBL2403108 | Cclcc(Ne2nce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -10.2032
C(C)C)eclCICCNCCI

169 | CHEMBL2403833 | Cclce(Ne2nee(Cl)e(Ne3eccee3S(=0)(=0O)N(C)C)n2)c(O -10.7822
C(C)C)eclCICCN(C)CCI

170 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.7118
3cecec3ce3cde(cScoeccecon2e5c31)C(=0)NC4

171 | CHEMBL601719 C[C@@H](Oclcc(- -8.7985
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

172 | CHEMBL3894726 | COclccc(/C=N/Nc2ncc(Cl)c(Nc3ceceee3S(=0)(=0)C(C)C | -10.0505
)n2)ccl

173 | CHEMBL2023993 | COclce(Ne2neee(N3CCC[C@H](C(=O)NCc4cce(Cl)ccsd -9.9599
)C3)n2)cc(0C)c10C

174 | CHEMBL3604631 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.9196
OC(C)C)eclCICCNCCI

175 | CHEMBL3651827 | COclcc(C2CCN(C(=0O)CN(C)C)CC2)c(C)celNelnee(Cl) -11.484
c¢(Nc2ceeee2S(=0)(=0)C(C)CO)nl

176 | CHEMBL3651837 | CC(C)Oclcc2c(cc1Nelnee(Cl)c(Ne3cceee3S(=0)(=0)C( -11.7735
O)O)n1)C(=O)N(CICCN(C(=0O)C3CCCN3C)CCHC2

177 | CHEMBL3651847 | COclcc(C2CCN(C(=O)CN(C)C)CC2)c(C)ccINelne(Ne2 | -11.7735
cccec2S(=0)(=0)C(C)C)e2c(C)[nH]nc2nl

178 | CHEMBL3651861 | Cclce(Nc2nc(Ne3ceeee3S(=0)(=0)C(C)C)c3c(C)[nH]nc -10.8335
3n2)c(OC(C)C)ecl CICCN(CCS(C)(=0)=0)CCl1

179 | CHEMBL3651871 | COclcc(C2CCN(CCS(C)(=0)=0)CC2)c(C)ccINclInc(Nc | -10.4481
2cceec2S(=0)(=0)C(C)C)c2c(C)[nH]ne2nl

180 | CHEMBL3651876 | Cclce(Nc2nc(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]nc -10.9845
3n2)c(OC(C)C)eclC1ICCN(C(=0)CCN(C)O)CC1

181 | CHEMBL5192545 | CC(C)S(=0)(=O)clcccccINelnce(Ne2eee3c(NC(=O)CN( -12.2005
C)CO)n[nH]c3c¢2)ncclCl

182 | CHEMBL601719 C[C@@H](Oclce(- -9.4426
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

183 | CHEMBL3961377 | CN1CCN(c2cce(- -8.5817
c3cccd[nH]cSncec(CHCcobecc(F)ech)eScdce3)cc2)CCl

184 | CHEMBL3958885 | CNICCN(c2cce(-c3ccc4[nH]cSneee(- -8.6173
c6cec(OcTeccecT)eechH)cS5c4e3)ec2)CCl

185 | CHEMBL3916988 | COclcceccl/C=C/clcenc2[nH]c3cce(- -9.8696
c4ccc(NSCCN(C)CCS)ecd)ec3cl2

186 | CHEMBL3961294 | CN1CCN(c2cece(- -9.816

c3ccc4[nH]cSncec(/C=C/c6ccc(C(F)(F)F)cc6)cScdc3)cc2)
CCl1




187 | CHEMBL3964686 | CN1CCN(c2cce(-c3ccc4[nH]cSncee(-coeee(- -10.3311
c7cccc8ececc78)cchH)eS5c4ce3)cc2)CCl

188 | CHEMBL3891424 | CN1CCN(c2cce(-c3ccc4[nH]cSneee(- -8.0529
c6cec(Cc7eccec?)e(C(F)(F)F)c6)c5c4e3)ec2)CCl

189 | CHEMBL3920297 | CN1CCN(c2cce(-c3cec4[nH]cSncee(- -9.1566
c6cec(COc7ccec(C(F)(F)F)c7)ech)c5c4c3)cc2)CCl

190 | CHEMBL3967225 | C/C(=C\clcccecl C(F)(F)F)cleenc2[nH]c3ccc(- -7.2607
c4ccc(NSCCN(C)CCS)ecd)ec3el2

191 | CHEMBL3967080 | CC(C)[Si](C#Cclcenc2[nH]e3cce(- -7.531
c4ccc(NSCEN(C)CCS)ecd)ee3c12)(C(O)O)C(O)C

192 | CHEMBL3913624 | CN1CCN(c2cce(-c3ccc4[nH]cS5ncee(-coece(- -8.5287
c7cccecT)ccoF)c5c4c3)cc2)CCl

193 | CHEMBLI1822524 | COclcc(N2CCN(C)CC2)ceclNcelncc2ccee(- -11.4115
c3ccecc3N(C)S(C)(=0)=0)n2nl

194 | CHEMBL3608313 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -8.2602
n1)CN(C1CCOCC1)CCC2

195 | CHEMBL3582441 | O=C(O)CNI1CCN(c2cc(- -8.0243
c3cencdecc(NSCCC[C@@H]5c5ccec(F)c5)nn34)cen2)CC
1

196 | CHEMBL3604653 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.6908
OC2CC2)cc1C(=0)C(O)C

197 | CHEMBL3604634 | Cclcc(Ne2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)Cn2)c( -12.338
OC2CC2)cc1CICCN(C)CCI

198 | CHEMBL3604637 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.3466
OC(CF)CF)cclC1ICCN(C)CCI1

199 | CHEMBL1796242 | COclcc(N2CCOCC2)cccINelnee(Cl)e(N[C@@H]2CCC | -10.1936
C[C@H]2NS(C)(=0)=0)n1

200 | CHEMBL1795355 | CCN1CCc2ccc(Ne3nee(Che(N[C@@H]4CCCC[C@H]4 -9.1224
NC(E=O)N(C)C)n3)ec2CCl

201 | CHEMBL3608641 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -7.7935
n1)CCN(CCO)CC2

202 | CHEMBL4159769 | CCNC(=0)c1noc(-c2cc(C(C)C)c(O)cc20)cl- -11.3284
cleec(CNCC(=O)Nc2ceec(Ne3nee(Cl)e(NedceceeedS(=0)
(=0)C(C)C)n3)c2)ccl

203 | CHEMBLA4754657 | COclcc2c(cclNelnee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -12.0882
nl)CN(C)CC2

204 | CHEMBL4794087 | CCN1CCc2cc(OC)c(Nc3ncc(Cl)c(Ncdececec4S(=0)(=0) -11.3466
C(C)C)n3)cc2Cl

205 | CHEMBLA4762215 | COclcc2c(cclNelnee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -12.0295
n1)CC[N+](C)(C)C2.[1-]

206 | CHEMBLA4765052 | CCN1CCc2cc(Ne3nee(Cl)c(NedeeeecdS(=0)(=0)C(C)C) -10.9196
n3)c(0OC)cc2Cl1

207 | CHEMBLA4743579 | COclcc2c(cclNelnee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -13.2568
n1)CNCC2

208 | CHEMBLA4760438 | CNICCN(Cc2nc3ccc(Ncdnce(Cl)e(NeSceeeeSNS(C)(=0) -11.9759
=0)n4)cc3[nH]2)CC1

209 | CHEMBLA4790721 | CNICCN(Cc2nc3ccc(Nednee(Cl)e(NeSceeee5SC(=O)N(C) | -12.1531
C)n4)cc3[nH]2)CC1

210 | CHEMBL2403108 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)Cn2)c(O -12.0484

C(C)C)cc1C1CCNCCI




211 | CHEMBL201638 CN1CCN(Cc2ccc(N(C)C(=0)c3ce(- -7.704
c4cee5¢(c4)OCOS5)enc3O)ec2)CCl

212 | CHEMBL199723 CNICCN(CCc2cec(NC(=0)c3cc(- -9.0743
cdcec5c(c4)OCOS)enc30)cc2)CCl

213 | CHEMBLA4159909 | C=CC(=O)Nclcc(Nc2nee(Cl)e(Ne3ceeec3S(=0)(=0)C(C -11.359
)C)n2)c(OC)ccIN1CCCN(C)CCI

214 | CHEMBLA4794942 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -11.3466
nl)CN(CCO)CC2

215 | CHEMBL4739896 | COclcc2ce(cclNclncc(Cl)e(Nc3eceee3S(=0)(=0)C(C)C) -10.148
n1)CCN(S(N)(=0)=0)C2

216 | CHEMBLA4782674 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -11.3466
nl)CCNC2

217 | CHEMBL5176751 | COclec(N2CCC3(CCN(C)CC3)CC2)ceclNclnce(Che(N | -12.0111
c2ccc(F)ec2P(C)(C)=0O)nl

218 | CHEMBLA4101954 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -11.4614
n1)CCCI=NNCCNI12

219 | CHEMBL3959170 | CC1(C)c2cc(OC3COC[C@@H]30)ccc2C(=0)c2cl[nH]c -9.3131
Ice(Br)cec?l

220 | CHEMBL3983337 | CCOclecc2c(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)eln -12.2792
H]c3cc(C#N)cee3c1C2=0

221 | CHEMBL4165540 | Cclcec(CNC(=0)c2ccec(C(C)Oc3cenc(NN4CCN(C)CC4 -7.3113
)c3)e2)ccl

222 | CHEMBL3115502 | COclccce(-c2enee3ncdecce(- -6.8844
c5ccc(N6CCN(C)CChH)ccS)cc4n23)ecl

223 | CHEMBL3115497 | COclcce(-c2cc3ncdcec(Br)cc4n3cen2)cecl -7.1565

224 | CHEMBL3115503 | COclcee(-c2cnec3ncédece(/C=C/cScececS)ccdn23)ecl -7.7383

225 | CHEMBL3115499 | Cleclence2nc3cec(Br)ec3nl2 -8.0243

226 | CHEMBL601719 C[C@@H](Oclce(- -8.2204
c2cnn(C3CCNCC3)c2)enclN)cle(Cheec(F)cl1Cl

227 | CHEMBL4159909 | C=CC(=O)Nclcc(Nc2nee(Cl)e(Ne3ceeec3S(=0)(=0)C(C | -13.0899
)C)n2)c(OC)ccIN1CCCN(C)CCI

228 | CHEMBL4448434 | Cclcce(- -11.1393
n2ccc3cce(N[C@@H](C)cdeee(F)cc4F)ne32)[nH]nl

229 | CHEMBL4516124 | Cclce(- -10.9196
n2¢cc(S(=0)(=0)C3COC3)c3cce(N[C@@H](C)cdceee(F)e
n4)nc32)n[nH]1

230 | CHEMBLA4458269 | Cclce(- -12.3695
n2¢cc(C3=CCOCC3)c3cce(N[C@@H](C)cdcec(F)end)nc3
2)[nH]n1

231 | CHEMBLA4849606 | CC(C)S(=0)(=O)clcccccINelne(Nc2ecc(C(=O)NCCCC -11.8664
CCC(=0O)NO)cc2)ncclCl

232 | CHEMBL1823222 | CCCclcc2e(ccINICCN(C3COC3)CC1)C(CY(C)el[nH]c3 | -11.0927
cc(C#N)cee3el1C2=0

233 | CHEMBL1823221 | CCclcc2c(ccINICCN(C3COC3)CC)C(C)(C)ecl[nH]c3c -12.1091
c(C#N)cce3cel1C2=0

234 | CHEMBL3608524 | COclcc2ce(cclNclncc(Cl)e(Nc3eceee3S(=0)(=0)C(C)C) -12.4754
nl)CCNCC2

235 | CHEMBL3787494 | Cclce(Ne2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)Cn2)c( -10.9196

0C2CC2)ce [C@H]LCC[C@H](NS(C)(=0)=0)CC1




236 | CHEMBL3787297 | Cclnc(S(=0)(=0)C(C)C)c(Nc2nc(Nc3ee(C)e(C4CCN(C) -11.6612
CC4)cc30C3CC3)ncc2Chsl

237 | CHEMBL3786148 | Cclce(Nc2nec(Cl)e(Ne3en(C)nc3C#N)n2)c(OC2CC2)ecl | -12.0882
CICCN(O)CC1

238 | CHEMBL3604631 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.6612
OC(C)C)eclCICCNCCI

239 | CHEMBL1834657 | CCN1CCN(c2cce(Ne3ce(N(C)C(=0)Ncace(Cl)e(OC)ec(O -7.8174
C)c4Clhnen3)cc2)CC1.0=P(0)(0)O

240 | CHEMBL3604654 | Cclce(Ne2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.4115
0OC2CC2)cc1S(C)(=0)=0

241 | CHEMBL2158522 | C[C@H](O)CN1CCN(c2ce(F)c(Ne3necdecce(- -9.9864
cScceccSN(C)S(C)(=0)=0)n4n3)cc2F)CC1

242 | CHEMBL3735811 | CCclcc2c(ccINC(=O)NI1CCC(C(C)(C)O)CC1)C(C)(C)e -10.8896
1[nH]c3cc(C#N)cee3c1C2=0

243 | CHEMBL3786763 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -10.9845
n1)CC/C(=ENWNC(EN)N)C2(C)C

244 | CHEMBL3785299 | COclcc2ce(cclNclncc(Cl)e(Ne3eceee3S(=0)(=0)C(C)C) -11.8809
n1)CCC(INC(=0)CN(C)O)C2(C)C

245 | CHEMBL3735510 | CCclcc2ce(ccl- -11.8249
clenn(CC(O)CO)c1)C(C)(C)el[nH]c3cc(C#N)cee3c1C2=
0

246 | CHEMBLA4856927 | O=C(Nclcce(N2CCOCC2)c(C(=O)N2CCSCC2)c)[C@ -11.0197
@H]1CCCNIclnc(Nc2ee(F)ee(F)c2)neclCl

247 | CHEMBLA4853913 | CN1CCN(c2cce(NC(=0)[C@@H]3CCCN3c3nc(Ncdee( -10.6112
F)cc(F)c4)nce3CHec2C(=0)N(C)C)CCl1

248 | CHEMBLA4855319 | CC(C)S(=0)(=O)clcccceclNelnc(Ne2eecc(NC(=0)CCCC -12.4381
CCC(=0)NO)cc2)ncclCl

249 | CHEMBLA4449858 | CCOclcc(C2CCN(C)CC2)cecINelnee2e(nl)N(Celee(C) -8.975
csH[C@H](CC)C(=0)N2C

250 | CHEMBLA4075917 | Ccln[nH]c2ccc(-c3cc(N[C@@H](CO)cdcccccd)enc3- -9.6563
c3ccc(F)ee30)ccl2

251 | CHEMBL3928179 | COclnc(C)cccl- -11.1393
clc(CO)sc2enc(Ne3cec(C)e(N4CCN(C)CC4)ee30C(C)C)
ncl2

252 | CHEMBL3787367 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -8.3133
n1)C(C)(C)C(=0)CC2

253 | CHEMBL3785115 | COclecc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -9.947
n1)C(C)(C)/C(=N/NC(N)=0)CC2

254 | CHEMBL3785538 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -10.4927
n1)CC/C(=N\N1CCOCC1)C2(C)C

255 | CHEMBLA4172048 | COclcec(NC(=0O)CNC(=0)c2cc(C(C)C)c(0O)cc20)cclINe -11.7735
Incc(Cle(Ne2eeccc2P(C)(C)=0)nl

256 | CHEMBL3785928 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.4115
OC2CC2)ccl [C@H]1CC[C@H](NC(C)C)CC1

257 | CHEMBL3786171 | Cclce(Nc2nec(Cl)e(Ne3en(C)nc3S(=0)(=0)C(C)C)n2)c( -10.9512
OC2CC2)cc1CICCOCCI

258 | CHEMBL3786714 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C3CC3)n2)c -9.0743
(OC(C)C)ecc1CICCNCCI

259 | CHEMBL3785711 | Celce(Ne2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)CC(C)C)n2) -12.0882

¢(0C(C)C)cc1C1CCNCC




260 | CHEMBL4065208 | Oclcee(Oc2cenc3cc(-c4cnn(CSCCNCCS)ce4)cec23)ecl -11.2605

261 | CHEMBL4065208 | Oclcee(Oc2cenc3cc(-c4cnn(CSCCNCCS)ce4)cec23)ecl -11.3913

262 | CHEMBL4091441 | Cclcec(Oc2cenc3ee(-c4enn(CSCCNCCS)cd)eec23)cecl -9.7166

263 | CHEMBLA4087615 | COclcec(Oc2cenc3ce(-c4enn(CSCCNCCS)cd)ceec23)ecl -9.6583

264 | CHEMBLA4103197 | clccc(Ne2cenc3cee(-c4enn(CSCCNCCS)cd)cee23)ecl -8.1479

265 | CHEMBLA4104111 | clecc(Ne2cenc3ece(-c4cccod)ccc23)ecel -7.3

266 | CHEMBL4091441 | Cclcee(Oc2ceenc3cc(-c4enn(CSCCNCCS)ce4)ecc23)cecl -7.1278

267 | CHEMBLA4073257 | Fcleee(Oc2cenc3cc(-c4enn(CSCCNCCS)cd)cce23)ecl -10.47

268 | CHEMBLA4073990 | Fclece(Nc2cene3ce(-c4enn(CSCCNCCS)cd)ecc23)eclF -9.5628

269 | CHEMBL4084608 | FclccceclNceleenc2ec(-c3cnn(C4CCNCC4)ce3)cecl2 -9.4454

270 | CHEMBL4100102 | Fclcee(Ne2cene3cc(-c4enn(CSCCNCCS5)c4)cec23)ccl -8.2672

271 | CHEMBL1922980 | Cnlcce(/C=C2\C(=0O)NN=C2c2nccs2)c2c(OCc3ccccc3F)c -10.4066
ccc2l

272 | CHEMBL3822611 | COclce(N2CCN(C)CC2)cccl1Ncelnee(Cl)e(Ne2ceece2P( -13.8212
C)(C)=0)nl

273 | CHEMBL3823916 | COclcc(OC2CCN(C)CC2)cccINcelnce(Cl)e(Nc2eceec2P -13.1445
(C)(C)=0O)n1

274 | CHEMBL3735650 | CCclcc2e(ccINICCN(C(=0)C3CNC3)CC1HC(C)(C)el[n | -11.8958
H]c3cc(C#N)cee3c1C2=0

275 | CHEMBL1922967 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3ccecc -9.0743
c3F)cl12

276 | CHEMBL3735794 | CCclcc2e(ccINICCN(C[C@@H]3CCC(=0O)N3)CC1)C( -12.6033
C)(C)cl[nH]c3cc(C#N)cec3e1C2=0

277 | CHEMBL3604641 | CC(C)S(=0)(=O)clnn(C)cclNclInc(Nc2eec(C3CCN(C)C -11.7735
C3)cc20C2CC2)ncclCl

278 | CHEMBL3604632 | Cclcce(Nc2nee(Cl)e(Ne3en(C)nc3S(=0)(=0)C(C)C)n2)c( -11.484
OC(C)C)cc1CICCN(O)CC1

279 | CHEMBL3604652 | Cclce(Nc2nec(Cl)e(Ne3en(C)nc3S(=0)(=0)C(C)C)n2)c( -12.338
OC2CC2)cc1CCN(C)C

280 | CHEMBL3604648 | Cclce(Nc2nee(Cl)e(Ne3en(C)nc3S(=0)(=0)C(C)C)n2)c( -11.5663
OC(C)C)cclCICCN(O)C1

281 | CHEMBL3735581 | CCclce2c(ccINC(=0)C1CCn3c(nnc3C(F)(F)F)C1)C(C)( -10.5243
C)cl[nH]c3cc(C#N)eee3c1C2=0

282 | CHEMBL3330869 | CC(C)S(=0)(=O)clcccccINelne(Ne2ne(C(=O)NCCN3C -9.8108
COCC3)cs2)ncclCl

283 | CHEMBL3330853 | CC(C)S(=0)(=O)clccecccINelne(Ne2ne3e(s2)CCN(C)C -8.6685
C3)ncclCl

284 | CHEMBL4089527 | COclcc(CC#N)c(C)cclNelnee(Cl)e(Ne2eeceec2S(=0)(= -10.8896
0)C(C)O)nl

285 | CHEMBLA4778565 | COclcc2c(=0)c3cdcec(CHN)ec4[nH]c3n(C(C)C)c2e(F)cl | -12.6033
CICCN(C2CCOCC2)CC1

286 | CHEMBLA4780297 | CCCnlc2cc(N3CCN(C)CC3)c(OC)cc2c(=0)c2c3cec(CH -11.1617
N)cc3[nH]c21

287 | CHEMBL4743579 | COclcc2ce(cclNclnec(Cle(Ne3eceee3S(=0)(=0)C(C)C) -12.6033
nl)CNCC2

288 | CHEMBL3735859 | CCclcc2c(ccl- -11.2446

clenn(C3CCOC3)c1)C(C)(C)cl[nH]c3cc(CH#N)cee3c1C2
=0




289 | CHEMBL1172147 | N#Cclc(N)nc(SCC(=0)c2ccc(Cl)cc2)e(C#N)cl-cleesel -7.1104

290 | CHEMBL3397057 | COclec([C@@H]2CCNC[C@@H]20)ccc1Ncelnec2ece( -11.484
-c3cceec30C)n2nl

291 | CHEMBLA4099922 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -11.4764
n1)CCCI=NN(C)CCNI12

292 | CHEMBL3943236 | COclc(Ne2nee(Cl)e(N[C@H]3[C@@H])(C(N)=0O)[C@@ | -10.3552
H]4C=C[C@H]3C4)n2)ccc2cl CCC[C@@H](N1CCN(C
CO)CC1)C2

293 | CHEMBL3934268 | COclc(Nc2ncc(Cl)e(Ne3ceceee3N(C)S(C)(=0)=0)n2)ccc -10.6699
2¢1CCCC(NICCN(CCO)CC1)C2

294 | CHEMBL3961598 | COclc(Nc2ncc(Cl)c(Nc3ceeeee3- -10.3552
c3ncen3C)n2)ecc2¢c1CCCC(IN1ICCN(CCO)CCIC2

295 | CHEMBL3897774 | CCclcc2c(ccINTCCN(CC3(0)CC(C)OC(O)C3)CCHC(C | -12.2256
)(C)c1[nH]c3ce(C#N)cee3c1C2=0

296 | CHEMBL4562879 | Cclece(- -12.338
c2cnc3cce(N[C@@H](C)cdece(F)ec4F)nn23)[nH]n1

297 | CHEMBL3786976 | Cclce(Ne2nee(Cl)e(Ne3en(C4CC4)nc3S(=0)(=0)C(C)C) | -11.2343
n2)c(OC(C)C)cc1CICCNCCI1

298 | CHEMBL3785665 | Cclce(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.4115
0C2CC2)ccl[C@H]1CC[C@H](NC2CC2)CC1

299 | CHEMBL3786830 | CNC(=0)cInn(C)cc1Nclne(Ne2ee(C)e(C3CCN(C)CC3)e | -11.2343
c20C2CC2)ncclCl

300 | CHEMBL4464582 | [2H]C([2H])([2H])Oclcc(C2CCNCC2)c(C)ecINelnee(Cl | -10.5439
)e(Nc2ceeeee2S(=0)(=0)C(C)O)nl

301 | CHEMBL3913363 | CC1(C)c2cc(OCCN3CCCCCC3)cec2C(=0)c2cloclcccce -8.6522
21

302 | CHEMBL3961889 | CC1(C)c2cc(OCCN3CCNCC3)cec2C(=0)c2clocleccec2 -8.9268
1

303 | CHEMBL5208148 | CC(C)S(=0)(=O)clccccclINelnc(Ne2eee3c(NC(=0)CN4 -12.4754
CCCC4)n[nH]c3c2)ncclCl

304 | CHEMBLA4067503 | CNCclcc(OC)c(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C) -12.2792
C)n2)cclC

305 | CHEMBL5186340 | CC1(C)c2cc(OCCN3CCOCC3)ccc2C(=0)c2cloclec(CH -7.8757
Cc3cc(OCC4CC4)cen3)cec2l

306 | CHEMBL4067168 | clcce(Nc2cenc3cec(-c4cceecd)cec23)ccl -7.7057

307 | CHEMBL4086648 | Oclccc(Nc2cenc3cc(-c4cnn(CSCCNCCS)c4)eec23)ccl -10.3442

308 | CHEMBL4073990 | Fclccc(Ne2cenc3ee(-c4ecnn(CSCCNCCS)cd)cec23)ceclF -10.2638

309 | CHEMBL4091078 | clcce(Cc2cence3cce(-c4enn(CSCCNCCS)cd)cce23)ecl -9.3839

310 | CHEMBL4070113 | clcce(Oc2cenc3ec(-c4cnn(CSCCNCCS)e4)cec23)ccl -9.7859

311 | CHEMBL3608534 | COclcc2c(cclNclnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -8.7296
n1)CCCN(CCO)C2

312 | CHEMBL5269433 | C[C@H]1Nc2cce3nce(n3n2)C(=0)NC2(CCC2)COc2ccc( | -11.5156
F)cc21

313 | CHEMBL5286123 | CCN1Cc2cc(F)cec2OCC(C)(C)NC(=0)c2enc3ceclnn23 -10.8609

314 | CHEMBL1171912 | N#Cclc(SCc2ccccc2)nc2c(cl-cleces1)CCCC2 -8.0529

315 | CHEMBLA4159104 | CCNC(=0O)clnoc(-c2cc(C(C)C)c(0O)cc20)cl- -10.0248

clcec(CN2CCN(CC(=0)Nc3cec(OC)c(Nednee(Cl)e(Nes
cceecSS(=0)(=0)C(C)C)nd)c3)CC2)ccl




316 | CHEMBL4169444 | CCNC(=0)c1noc(-c2cc(C(C)C)c(O)cc20)cl- -11.5752
clccc(CN2CCN(CC(=O)NCC(=0O)Nc3ccc(OC)c(Nednee(
Clhc(NeSceeee5S(=0)(=0)C(C)C)n4)c3)CC2)ccl

317 | CHEMBLA4760370 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -10.4927
n1)CCN(C)C2

318 | CHEMBL4745560 | CCC(C)Oclcc2e(cclINclncc(Cl)e(Nc3eceee3S(=0)(=0) -12.2519
C(C)C)n1)CCNC2

319 | CHEMBLA4780333 | CC(C)COclcc2e(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0) -12.6526
C(O)O)n1)CCNC2

320 | CHEMBL560446 C[C@@H](clcccccl)N1CCce2¢([nH]c3cce(Br)cc23)- -7.2064
c2c()cene2l

321 | CHEMBL3894726 | COclcce(/C=N/Nc2ncc(Cl)e(Nc3ceecc3S(=0)(=0)C(C)C | -11.7987
)n2)ccl

322 | CHEMBL3735064 | CC1(C)c2cc(C3CCN(CCA4COC4)CC3)cec2C(=0)c2cl[n -11.4764
H]clee(C#N)ceec21

323 | CHEMBL601719 C[C@@H](Oclce(- -8.5224
c2cnn(C3CCNCC3)c2)encIN)ele(Cleee(F)c1Cl

324 | CHEMBLA4755011 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -6.8099
C(C)C)eclC1CCN(CCC(=O)NCCCCNC(=0)COc2ccec3
c2C(=0)N(C2CCC(=0O)NC2=0)C3=0)CC1

325 | CHEMBLA4204920 | CCCNC(=0)clcc(Oc2cce(NC(=0)c3ccdecencdn(- -9.5453
cdcec(F)eed)e3=0)cc2)cenl

326 | CHEMBL1796254 | COCCNI1CCc2cc(Ne3nce(CHe(N[C@@H]J4CCCC[C@H | -10.1936
JANS(C)(=0)=0)n3)c(OC)cc2CC1

327 | CHEMBL496862 CCN(C)C(=0)clcee2e(c1)NC(=0)/C2=C(\Nclccc(CN2C -7.656
CCCC2)ccl)cleccecd

328 | CHEMBLA4747513 | CN(C)Cclnc2ccc(Ne3nee(Cl)e(NedceeccdNS(C)(=0)=0) | -11.4688
n3)cc2[nH]1

329 | CHEMBL3687214 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -11.8958
3)c(C)e2)nc INC1CCC(O)C(C)O)CCI

330 | CHEMBLA4786817 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -6.6708
C(C)C)cc1CICCN(CCC(=O)NCCCCCCCCNe2cceee3ce2
C(=O)N(C2CCC(=0)NC2=0)C3=0)CCl1

331 | CHEMBLA4764130 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.5437
C(C)C)eclC1ICCN(CCC(=O)NCCOCCOCCNCC(=0O)Nc
2cecc3c2C(=0)N(C2CCC(=O)NC2=0)C3=0)CC1

332 | CHEMBL4762634 | Cclcc(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.4712
C(C)C)eclC1CCN(CCC(=O)NCCCCCCCCNC(=0)COc
2ccec3c2C(=0)N(C2CCC(=O)NC2=0)C3=0)CC1

333 | CHEMBL2006765 | CCCNC(=O)clcce(Ne2nc(NCC(F)(F)F)c3cc[nH]c3n2)ce -9.3256
1

334 | CHEMBL3785774 | COclcc2c(cclNelnee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -13.1919
n1)CC/C(=N\N1CCN(C)CC1HC2(C)C

335 | CHEMBL3786831 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -8.8246
n1)C(C)(C)/C(=N/0)CC2

336 | CHEMBL3949819 | COclcc(N2CCN(C(C)=0)CC2)cccl1Nelnec(C(F)(F)F)e( -11.911
Nc2eecc(N3CCN(CCO)CC3)cc20C)n1

337 | CHEMBL3919579 | COclcc(N2CCN(C(C)=0)CC2)ceclNclnce(C(F)(F)F)c( -10.3677

Nec2cee(N3CCN(C(C)=0)CC3)cc200)n]




338 | CHEMBL4562805 | COclcc(NC(=O)N2CCOCC2)cccINclnce(Cl)c(Nc2eeeee | -12.3079
2NC(C)=0)nl

339 | CHEMBLA4468370 | COclcc(NC(=O)N2CCN(CCO)CC2)ccclNclnce(Cl)e(Ne | -12.1531
2ccecc2NC(C)=0)nl

340 | CHEMBL4162738 | COclccc(CNC(=0)c2ccec(C(C)Oc3cene(Nedenn(C5CC -8.1479
N(C)CC5)c4)c3)c2)ecclOC

341 | CHEMBLA4165058 | Cclcec(CNC(=0)c2cecec(C(C)Oc3ceenc3Nn3cenne3)c2)ce -7.1774
1

342 | CHEMBL3925752 | CC1(C)c2cc(OC[C@@H](O)CN3CCCCC3)ccc2C(=0)c2 -8.4192
cloclecccec21

343 | CHEMBL4539723 | Oclcce(-c2ccc3c(-c4ccc(O)ccd)n[nH]c3n2)ccl -9.7671

344 | CHEMBLA4111037 | CC1(C)c2cc(OC[C@H](0)CO)c(0O)cc2C(=0)c2c1[nH]cl -10.4829
cc(Cheec21

345 | CHEMBL3894115 | CC1(C)c2cc(OCC3CCN(S(C)(=0)=0)CC3)ccc2C(=0)c2 -9.0542
cl[nH]clce(Br)cec21

346 | CHEMBL4112744 | CC1(C)c2cc(OC[C@@H](O)[C@H](0O)CO)ccc2C(=0)c2 -7.8728
c1n(CC(=0)0O)clcc(Br)ccc2l

347 | CHEMBL3986700 | CCclecc2e(ccINICCN(C(=0)CN(C)C)CC1)C(C)(C)el[n -13.3293
H]c3cc(C#N)cee3c1C2=0

348 | CHEMBL4107288 | CCCC1(N2CCN(c3ccde(en3)C(=0)c3c([nH]cS5cc(C(N)= -9.7082
0)ccc35)C4(C)C)CC2)CCCl

349 | CHEMBL4573193 | COclcc(N2CCN(CC(N)=0)C2=0)ccc1Nclnce(Cl)c(Nc2 -12.1531
cceee2S(=0)(=0)C(C)C)nl

350 | CHEMBL1230609 | COclecc2e(Oc3cec(NC(=0)C4A(C(=0O)Nc5cee(F)ecS)CC4) -7.7973
cc3F)cenc2cclOCCCNICCOCCI

351 | CHEMBL4470581 | COclcc(N2CCN(C)CC2)cccINclee(N2CCC[C@H](C(= -8.9468
O)NCc3cec(OC(F)(F)F)ec3)C2)cenl

352 | CHEMBL4434659 | COCclen(- -1.8757
c2cc(C)n[nH]2)c2nc(OC(C)c3cec(F)en3)cecl2

353 | CHEMBL3948073 | CC1(C)c2cc(OCCN3CCN(C(=0)CO)CC3)cecc2C(=0)c2c -7.8815
loclcceec21

354 | CHEMBL3893252 | CN(C)CCCNC(=0)COclecc2e(cl)C(C)(C)eloc3ceeec3ce -7.809
1C2=0

355 | CHEMBL4108197 | CC1(C)c2cc(OC[C@@H](0O)[C@H](0)CO)ccc2C(=0)c2 -9.0443
cloclec(OC[C@H](0O)CO)ccc2l

356 | CHEMBL4159909 | C=CC(=O)Nclcc(Nc2nee(Cl)e(Ne3ceeec3S(=0)(=0)C(C | -12.7649
)C)n2)c(OC)ccIN1ICCCN(C)CCI

357 | CHEMBL4074115 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -8.901
nl)c(=0)[nH]clcceecl2

358 | CHEMBL4062803 | Ccln[nH]c2cc(Nc3nc(NC4CC4)cdocccdn3)cecl2 -7.4125

359 | CHEMBL3604647 | Cclce(Ne2nec(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC(C)C)cclCICCNCI

360 | CHEMBL5173501 | C[C@H]1CNC(=0)c2cnn3cc(cnc23)N[C@H](C)c2ec(F) -12.6226
cc(c2)01

361 | CHEMBLA4791837 | Cclce(Ne2nee(Cl)e(Ne3eecee3S(=0)(=0)C(C)C)n2)c(O -7.0109

C(C)C)cc1C1CCN(CCC(=0)NCCOCCOCCOCCOCCNe
2ceec3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC]1




362 | CHEMBL4740690 | Cclce(Ne2nee(Cl)e(Ne3eccee3S(=0)(=0)C(C)C)n2)c(O -8.2602
C(C)C)ecl CICCN(CCC(=O)NCCOCCOCCOCECNC(=0)
COc2cccc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CCl1

363 | CHEMBL3651854 | Cclce(Nc2nc(Ne3ceeee3S(=0)(=0)C(C)C)c3c(C)[nH]nc -11.911
3n2)c(OC(C)C)ec1C1ICCN(C)CC1

364 | CHEMBL3734798 | C[C@@H](Oclcc(- -11.5663
c2cen(C3CCNCC3)n2)enclN)cle(Cheee(F)c1Cl

365 | CHEMBLS5176898 | CNC(=O)clccccclNelne(Ne2ceec3c(NC(=O)CN(C)C)n[n -11.6025
H]c3c2)ncclCl

366 | CHEMBL3091723 | C[C@@H](Oclcc(- -10.5083
c2ccc3c(c2)NC(=0)C32CCN(C)CC2)encIN)clc(Cleee(

F)c1Cl

367 | CHEMBL4174031 | COclccc(NC(=0)C(Cc2ccccc2)NC(=0)c2ec(C(C)C)e(0) | -10.0581
cc20)cc1NclIncc(Cl)e(Nc2eceec2S(=0)(=0)C(C)C)nl

368 | CHEMBL4172048 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)e(O)cc20)eccINe | -11.4996
Incc(Cl)e(Nce2cccec2P(C)(C)=0)nl

369 | CHEMBL4747513 | CN(C)Cclnc2cce(Ne3nce(Cl)e(NcdececcdNS(C)(=0)=0) -11.959
n3)cc2[nH]1

370 | CHEMBLA4746688 | CN(C)C(=0O)clcceecINelne(Ne2eee3nc(CN4CCCC4)[n -11.7377
H]c3c2)ncclCl

371 | CHEMBL4790721 | CN1CCN(Cc2nc3ccc(Nednee(Cl)e(NeSceececSC(=O)N(C) | -11.6928
C)n4d)cc3[nH]2)CC1

372 | CHEMBL3808519 | CCclcc(NC(=O)Nc2cee(- -8.6436
c3cc(NC(=0)cdccc(CNSCCN(C)CCS)ec4)[nH]n3)ec2C)n
ol

373 | CHEMBL3398172 | COclecc(C2CCN(C)CC20)ccclNelnec2ceec(- -10.6699
c3ccecc30C)n2nl

374 | CHEMBL3398171 | COclcec([C@@]2(O)CCN(CC(N)=0)C[C@@H]20)cccl -11.6612
Nclnece2eee(-c3cceec30C)n2n1

375 | CHEMBL3398168 | COclec([C@@]2(0O)CCNC[C@@H]20)ccc1Nclnec2ee -11.6612
c(-c3ccecc3IN(O)S(C)(=0)=0)n2nl

376 | CHEMBL4779307 | COclcc2c(=0)c3cdecc(CH#N)ccd[nH]e3n(C(C)C)c2e(F)el | -12.1763
NICCNC(C)(O)C1

377 | CHEMBL1823219 | Cclcc2c(ccIN1CCN(C3COC3)CC)C(C)(C)el[nH]e3ce( | -11.3107
C#N)ccc3c1C2=0

378 | CHEMBL1822513 | CN1CCN(c2ccc(Ne3necdeee(-c5ceeeeS)ndn3)ec2)CCl -10.3804

379 | CHEMBL4177227 | CC(Oclcenc(Nc2enn(C)c2)cl)clecec(C(=O)NCc2ccc(C# -7.3383
N)cc2)el

380 | CHEMBL4176767 | COclccc(CNC(=0)c2ccec(C(C)Oc3cene(Nedenn(C)cd)e -7.7209
3)c2)cc10C

381 | CHEMBL4161643 | Cclenc(Ne2necec20OC(C)c2ecec(C(=0O)NCc3ccc(F)ce(Cl) -7.1845
c3)c2)sl

382 | CHEMBL1822521 | COclce(N2CCN(C[C@@H](C)O)CC2)ceclNclIncc2eee( | -11.9426
-c3cceec30C)n2nl

383 | CHEMBLA4752172 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.911
n1)CN(C(=0)CO)CC2

384 | CHEMBL4794087 | CCN1CCc2cc(OC)c(Ne3nce(Cl)c(NedeceeedS(=0)(=0) -12.7649
C(C)C)n3)cc2Cl

385 | CHEMBL4083964 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.2879

n1)CCN1C(N)=NCC21




386 | CHEMBL4101954 | COclcc2ce(cclNclnec(Cl)e(Ne3eceee3S(=0)(=0)C(C)C) -13.4478
nl)CCCI=NNCCNI12

387 | CHEMBL3823218 | COclec(N2CCC(CN3CCC3)CC2)ccclNclnee(Cl)e(Ne2e | -12.8437
cccc2P(C)(C)=0)nl

388 | CHEMBL3951972 | COCCNCI1CCCc2c(cce(Ne3nee(Cl)e(N[C@H)4[C@w@H -11.5663
J(C(IN)=0)[C@@H]5C=C[C@H]4C5)n3)c20C)C1

389 | CHEMBL3736182 | CCclcc2c(cclC1=CCN(C(=0O)C3CNC3)CCHC(C)(CO)cl] -12.068
nH]c3cc(C#N)cee3c1C2=0

390 | CHEMBL3735241 | CCclcc2c(ccINC(=0)CNIC[C@@H]3C(CO)[C@@H]3 -10.8335
C1C(C)(C)el[nH]e3cc(C#N)eee3c1C2=0

391 | CHEMBL3786792 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -10.434
n1)C(C)(C)/C(=N/N1CCN(C)CC1)CC2

392 | CHEMBL3785480 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.4654
nl)CC/C(=N\O)C2(C)C

393 | CHEMBL3785497 | COclcc2c(cclNelnee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -10.8896
n1)CC/C(=N\NC(C)=0)C2(C)C

394 | CHEMBL3786431 | COclcc2c(cclNcelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.9664
n1)C(C)(C)C(N)CC2

395 | CHEMBL3786270 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -10.8896
n1)CCC(0)C2(O)C

396 | CHEMBL3608529 | COclcc2c(cclNcelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -8.1146
n1)CCCN(C(C)=0)C2

397 | CHEMBL3608521 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -11.7494
n1)CCNC(=0)C2

398 | CHEMBL3608643 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -7.9455
n1)CN(CICCNCC1)CCC2

399 | CHEMBL3608645 | COclcc2c(cclNelnee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C) -8.083
n1)CCCN(C1COC1)C2

400 | CHEMBL4091928 | CNCCclce(OC)c(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C | -12.3695
)O)n2)cclC

401 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceece3S(=0)(=0)C(C)C)n2)c(O -12.5152
C(C)C)eclC1CCNCCI

402 | CHEMBL4105099 | COclcc(C(C)(C)N(C)C)e(C)eclNelnee(Cl)e(Ne2eeeee2S | -12.1307
(=0)(=0)C(C)O)nl

403 | CHEMBL4096452 | COclcc(C(C)(C)NC=0)c(C)cclNcelnee(Cl)e(Ne2eceee2S | -12.3079
(=0)(=0)C(C)O)nl

404 | CHEMBL3604651 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -11.3466
0OC2CC2)ccl1C1COCI

405 | CHEMBL3604655 | CCNC(=0)clcc(OC2CC2)c(Ne2nee(Cl)e(Ne3en(Chne3S( -11.911
=0)(=0)C(C)C)n2)cclC

406 | CHEMBL2023534 | COclcc(Ne2neecc(N3CCC[C@H](C(=O)NCc4cce(C)ccd) -9.0995
C3)n2)cc(0C)c10C

407 | CHEMBL2023549 | COclcc(Nc2necc(N3CCC[C@H](C(=O)NCCc4cccecd)C -9.1427
3)n2)cc(0OC)c10C

408 | CHEMBL3608644 | COclcc2c(cclNclnee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C) -8.3976
n1)CCCN(C1CCOCC1)C2

409 | CHEMBL4174347 | COclcce(- -12.0882

n2cc(CN3CCN(C)CC3)nn2)ccc1Nelnee(Cl)e(Nc2eccee2
S(=0)(=0)C(C)C)nl




410 | CHEMBL3398172 | COclcc(C2CCN(C)CC20)ccclNelncc2ecc(- -12.0882
c3ccccc30C)n2nl

411 | CHEMBL3398169 | COclcc([C@@]2(0O)CCNC[C@@H]20)ccc1Nclncc2cc -11.911
c(-c3ccecc30C)n2nl

412 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4A4CCOCCH)CC3)cec2C(=0)c2cl | -11.4467
[nH]clcc(C#N)cee21

413 | CHEMBLA4747187 | Cclcc(Ne2nec(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -6.0893
C(C)C)cclC1CCN(CCC(=0O)NCCCCCCNCC(=0)Nc2cce
cc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CCl1

414 | CHEMBLI1808100 | COC(=0)clcce(OC)cclOclnc[nH]c(=0)c1/C=C/C(C)=0O -7.0806

415 | CHEMBL1778721 | Cclcce(- -10.1631
c2ccc(N)ee2)e(/C=C2\C(=0O)Nc3ccc(N)ec32)[nH]1

416 | CHEMBL3934754 | CCclcc2¢(ccINICCN(CC(O)(CCC(=0)0)CC(=0)0)CC -11.0161
1)C(C)(C)cl[nH]c3cc(C#N)cec3e1C2=0

417 | CHEMBLI1823361 | CC1(C)c2cc(N3CCN(C4COC4)CC3)c(CCC3CCCC3)cc2 -9.546
C(=0)c2cl[nH]clcc(C#N)eec21

418 | CHEMBL1779202 | CC1(C)c2cc(C3CCN(C4COC4)CC3)ccc2C(=0)c2c1[nH] -12.5152
clcc(C#N)eee21

419 | CHEMBL3785497 | COclcc2c(cclNclnee(Cl)e(Nc3ceceee3S(=0)(=0)C(C)C) -10.4927
n1)CC/C(=N\NC(C)=0)C2(C)C

420 | CHEMBL1642264 | COclcc2c(cc1Nclnce(Cl)e(Ne3cec(C#N)cc30C)n1)CCN | -10.1936
(CC=EON(O)O)CC2

421 | CHEMBL2386794 | CN1CCN(Cc2cce(C(=0O)Nc3ce(- -8.6028
c4ccc(NC(=0)Nc5ce(C(C)(C)C)onS)ecd)n[nH]3)cc2)CCl1

422 | CHEMBL3604637 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.8335
OC(CF)CF)cclC1ICCN(O)CCI1

423 | CHEMBL3604639 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.8609
C(F)(F)F)cc1C1CCN(CO)CCl1

424 | CHEMBL3397291 | Cclcc(O)ce(-c2nn(CC#N)cc2-c2cc(NCCCCO)nc(- -7.6333
c3ccenc3)n2)cl

425 | CHEMBL3330874 | CC(C)S(=0)(=0)clcccceINelne(Ne2ne(C(=0)N3CC4C -9.7037
CC(C3)04)cs2)ncclCl

426 | CHEMBL3330858 | CC(C)S(=0)(=0O)clcccecINelne(Ne2ne3e(s2)CCN(CC2 -10.9845
CCOCC2)CC3)ncclCl

427 | CHEMBL4168868 | COclccc(NC(=0O)CNC(=0)c2cc(C(C)C)c(0)cc20)ccINe | -12.2792
Incc(Che(Ne2eeeec2S(=0)(=0)C(C)C)nl

428 | CHEMBL4168868 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)c(0O)cc20)cclINe -12.1531
Incc(Che(Ne2eeeec2S(=0)(=0)C(C)C)nl

429 | CHEMBL4168868 | COclccc(NC(=0O)CNC(=0)c2cc(C(C)C)c(0)cc20)ccINe | -11.3107
Incc(Clhe(Ne2eeeec2S(=0)(=0)C(C)C)nl

430 | CHEMBL4162252 | COclcce(Nc2nee(Cl)e(Nc3ceecee3S(=0)(=0)C(C)C)n2)c -12.1763
cINC(=O)CNC(=0)clce(C(C)C)c(O)cclO

431 | CHEMBL3608526 | CCN1CCCc2cc(Nc3nce(Cl)e(NcdceceeedS(=0)(=0)C(C) -8.3027
C)n3)c(0OC)cc2Cl1

432 | CHEMBL3608643 | COclcc2c(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -7.5973
n1)CN(CICCNCCI1)CCC2

433 | CHEMBL3958173 | CCclcc2e(ccIN1ICCN(CC3(0)CCOCC3)CCH)C(C)(C)cl -11.8809
[nH]c3ce(C#N)cee3c1C2=0

434 | CHEMBL3913728 | CC(C)S(=0)(=0O)clcccecINelne(N/N=C/c2ccc(OC(F)(F) | -10.0735

F)cc2)neclCl




435 | CHEMBLA4849206 | CCclcc2c(ccINICCC(N3CCN(C(=0O)CNcdccecSc4CN( -5.7348
C4CCC(=0)NC4=0)C5=0)CC3)CC1HC(C)(C)c1[nH]c3c
c(C#N)ccc3cl1C2=0

436 | CHEMBL3604652 | Cclcc(Ne2nee(Cle(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -11.7735
OC2CC2)cc1CCN(C)C

437 | CHEMBL3604650 | COCCclcc(OC2CC2)c(Ne2nee(Cle(Ne3en(C)ne3S(=0)( | -11.5663
=0)C(C)Cn2)cclC

438 | CHEMBL3604643 | CC(C)S(=0)(=0)cInn(C)ccINcInc(Nc2ee(Cl)e(C3CCN( -11.3466
C)CC3)cc20C2CC2)ncclCl

439 | CHEMBL3604639 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.3677
C(F)(F)F)cc1CICCN(O)CC1

440 | CHEMBL3604638 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.3466
OC(F)(F)F)cc1CICCN(C)CCl1

441 | CHEMBL3604636 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.3804
OCC2CC2)cc1CICCN(C)CCI

442 | CHEMBL3604635 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.3466
OCC2CC2)cc1CICCNCCI1

443 | CHEMBL3604643 | CC(C)S(=0)(=0)cInn(C)ccINcInc(Nec2ee(Cl)e(C3CCN( -11.911
C)CC3)cc20C2CC2)ncclCl

444 | CHEMBL2042983 | CCN1C(=0)CCCc2cc(Nc3ncce(Cl)e(NedeeeecdS(=0)(=0 -12.1531
)C(C)C)n3)c(OC)cc21

445 | CHEMBL2042696 | CN1C(=0)CCCc2cc(Nec3nce(ChHec(N[C@@H]J4CCCC[C -8.5099
@@H]4C(N)=0)n3)ccc21

446 | CHEMBL2042828 | CCN1C(=0)CCCc2cc(Nc3nce(Cl)c(NcdcececcdC(=O)NC -10.4927
)n3)c(0OC)ec2l

447 | CHEMBL3823296 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ceclINclInce(F)e( -13.3449
Nc2ceeec2P(C)(C)=0)nl

448 | CHEMBL4162661 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)e(0)cc20C)ccl -10.3804
Nelnee(Che(Ne2eeeee2S(=0)(=0)C(C)C)nl

449 | CHEMBL4175908 | COclcce(NC(=0)CNC(=0)c2ccc(0)c(C(C)C)e2)ccINcl -11.6511
ncc(Cle(Ne2eceee2S(=0)(=0)C(C)C)nl

450 | CHEMBL4168701 | COclccc(NC(=O)CNC(=0)c2cc(C(C)C)c(0O)cc20)cclINe | -12.6033
Incnc(Nc2ceecec2S(=0)(=0)C(C)C)nl

451 | CHEMBLA4176561 | CC(C)Oclccc(NC(=O)CNC(=0)c2cc(C(C)C)c(O)cc20)c -11.8809
cINclnccc(Nc2eeeee2S(=0)(=0)C(C)CO)nl

452 | CHEMBL4466920 | COclcc(N2CCN(CCCN)C2=0)ccclNclncc(Cl)e(Nc2eee -11.7613
cc2S5(=0)(=0)C(C)C)nl

453 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceece3S(=0)(=0)C(C)C)n2)c(O -12.338
C(C)C)eclCICCNCCI

454 | CHEMBL4519408 | COclcc(N2CCN(CC(=O)N(C)C)C2=0)cccINclnece(Cl)e -11.959
(Nc2cceee2S(=0)(=0)C(C)C)nl

455 | CHEMBL4061549 | COclce(C(C)(C)CNC=0)c(C)ccl1NclInce(Cl)e(Ne2ceeeee -11.6511
2S5(=0)(=0)C(C)C)nl

456 | CHEMBL4105099 | COclcc(C(C)(C)N(C)C)e(C)cclNelnee(Cl)e(Ne2eeeec2S | -12.5152
(=0)(=0)C(C)O)nl

457 | CHEMBL2403108 | Cclcc(Ne2nece(Cle(Ne3eeeee3S(=0)(=0)C(C)C)n2)c(O -11.185
C(C)C)eclCICCNCCI

458 | CHEMBLA4755723 | COclcc2c(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -12.338

n1)CCN(C(C)=0)C2




459 | CHEMBL4089672 | CNCC(C)(C)clee(OC)c(Ne2nee(Cl)e(Ne3eecee3S(=0)(= -12.5152
0)C(C)C)n2)cclC

460 | CHEMBL3263981 | CCC(=0)N1CCc2ccc(Nc3nce(Cl)c(Nedeeecec4C(=O)NC) -10.3552
n3)cc2C(C)Cl1

461 | CHEMBLA4853913 | CN1CCN(c2cce(NC(=0)[C@@H]3CCCN3c3nc(Ncdece( -11.4467
F)cc(F)c4)nce3CHec2C(=0)N(C)C)CCl1

462 | CHEMBL1822519 | COclcc(N2CCN(C)CC2)ceclNclnee2ccee(- -11.4115
c3cceec30C)n2nl

463 | CHEMBL4169444 | CCNC(=0)clnoc(-c2cc(C(C)C)c(O)cc20)cl- -10.5508
clccc(CN2CCN(CC(=O)NCC(=0O)Nc3ccc(OC)c(Nednee(
Clhc(NeSceeee5S(=0)(=0)C(C)C)n4)c3)CC2)ccl

464 | CHEMBL4091441 | Cclcce(Oc2ceenc3ee(-c4enn(CSCCNCCS)cd)eec23)cecl -10.5732

465 | CHEMBLA4087745 | clccc(Nc2ceene3cece(-cdecesd)ecc23)ecl -7.6216

466 | CHEMBL4104111 | clcee(Nc2eene3cec(-c4ecco4)cec23)ccl -7.2779

467 | CHEMBL4084608 | FclccecclNclcenc2ece(-c3ecnn(C4CCNCC4)c3)cecl2 -10.2227

468 | CHEMBL4105497 | COclcce(Nc2eenc3cc(-c4enn(CSCCNCCS)ce4d)eec23)ccl -8.4717

469 | CHEMBL4100102 | Fclcee(Nc2eenc3ce(-c4enn(CSCCNCCS)ce4)ecc23)cel -8.4654

470 | CHEMBL3785825 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.3466
0C2CC2)ccl[C@H]1 CCIC@@H])INC(C)C)CCI

471 | CHEMBL3604634 | Cclcc(Ne2ncce(Clhe(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC2CC2)cc1CICCN(O)CCI

472 | CHEMBL3604631 | Cclce(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.0571
OC(C)C)eclCICCNCCI

473 | CHEMBL3669138 | COclccccecl- -11.5663
clc(C(N)=0)sc2cne(Nc3enc(C4CCN(C)CC4)ec30C(C)C
)ncl2

474 | CHEMBL3669144 | COclnccecl- -12.0882
clc(C(N)=0)sc2cne(Nc3ee(F)e(C4CCN(C)CC4)cc30C(C
)C)ncl2

475 | CHEMBL3736073 | CCclcc2e(ccINC(=O)N1CCC(N3CCOCC3)CC1)C(C)(C -10.6301
)cl[nH]c3ee(C#N)cec3c1C2=0

476 | CHEMBL3735794 | CCclcc2e(ccINICCN(C[C@@H]3CCC(=0O)N3)CC1)C( -11.8384
C)(C)cl[nH]c3cc(CH#N)cec3e1C2=0

477 | CHEMBL3736021 | CCclce2¢(ccINICCN(CC3(CO)COC3)CC)C(CY(C)el[n | -12.4029
H]c3cc(C#N)cee3c1C2=0

478 | CHEMBL3735064 | CC1(C)c2cc(C3CCN(CC4COC4)CC3)cec2C(=0)c2cl[n -11.7037
H]clee(C#N)ecc21

479 | CHEMBL3950479 | COclcce(/C(C)y=N/Nc2nce(Cl)c(Ne3eeece3S(=0)(=0)C( -11.786
C)CO)n2)ccl

480 | CHEMBL3608642 | COclcc2c(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -8.7296
n1)CCCN(CICCNCC1)C2

481 | CHEMBL3608528 | CCN1CCc2cc(Nc3nce(Cl)e(NedceeeedS(=0)(=0)C(C)C) -8.5099
n3)c(0C)cc2CCl1

482 | CHEMBL3608529 | COclcc2c(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -7.8981
n1)CCCN(C(C)=0)C2

483 | CHEMBL3608533 | COclcc2c(cclNclnee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C) -7.0916
n1)CCN(C(=0)CO)CC2

484 | CHEMBL3608646 | COclcc2c(cc1Nclnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -7.7561

n1)CN(C1COC1)CCC2




485 | CHEMBL1940177 | CC1(C)c2cce(N3CCN(C4COC4)CC3)cc2C(=0)c2cl[nH] -11.2082
clcc(C#N)eee2l

486 | CHEMBL3929113 | N#Cclccc2e3c([nH]c2¢1)C1(CCOCCT)elec(OCCN2CC -10.6162
OCC2)ccclC3=0

487 | CHEMBL3263973 | C=C1CNCCc2ccc(Nc3ncc(Cl)c(Ncdeeceec4C(=O)NC)n3) -10.9512
cc21

488 | CHEMBL3940191 | CC#Cclcc2e(ccINICCC(N3CCOCC3)CC)C1(CCOoCC -12.8298
1)cl[nH]c3cc(C#N)cee3c1C2=0

489 | CHEMBL4111072 | CC1(C)c2cc(OC[C@H](0O)CO)ccc2C(=0)c2clocleccec? -8.21
1

490 | CHEMBLA4551774 | COclcc(N2CCN(C(C)C)CC2)ceel-cIn[nH]c2nc(- -10.3184
c3ccc(O)ce(F)c3)cecl2

491 | CHEMBL2403108 | Cclcc(Nc2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -10.758
C(C)C)eclC1ICCNCCI

492 | CHEMBL1822526 | COclcc(N2CCN(C[C@@H](C)O)CC2)ccclNelnec2eee( | -11.0968
-c3ccecc3N(C)S(C)(=0)=0O)n2n1

493 | CHEMBL4464582 | [2H]C([2H]([2H])Oc1cc(C2CCNCC2)c(C)eclNelnee(Cl | -10.9604
)c(Nc2ceeee2S(=0)(=0)C(C)C)nl

494 | CHEMBL1642262 | CNC(=O)CN1CCc2cc(Nc3nce(Cl)c(Nedeee(NSCCOCCS -11.6612
)cc40C)n3)c(OC)cc2CCl1

495 | CHEMBL1642263 | COCCOclcce(Ne2ne(Ne3ecde(cc30C)CCN(CC(=0)N(C -10.4927
)C)CC4)nec2Cl)c(OC)cl

496 | CHEMBL3115501 | COclcce(-c2ence3ncdecc(- -6.7296
c5ccc(NC(C)=0)ccS)ccdn23)ccl

497 | CHEMBLA4523063 | COclcc(N2CCNCC2)ccclNelee(N2CCC[C@H](C(=0) -9.5871
NCc3cec(OC(F)(F)F)ce3)C2)cenl

498 | CHEMBL2418748 | Cclnn(Cc2cc(F)ccc2F)c(C)cl-clc[nH]c2nee(- -10.2129
c3cnn(C)c3)ccl2

499 | CHEMBL2418759 | Cnlcc(-c2ene3[nH]cc(-c4enn(CeScece(N)cS5)cd)e3c2)enl -10.7124

500 | CHEMBL3398170 | COclec([C@@]2(0O)CCN(CC(N)=0)C[C@@H]20)cccl -11.0968
Nclncc2eee(-c3ccecc3N(C)S(C)(=0)=0)n2nl

501 | CHEMBL4162098 | Cclcec(CNC(=0)c2ccec(C(C)Oc3cenc(Neden(C)ne4C)e3 -7.7383
)c2)eel

502 | CHEMBL2023554 | COclcc(Nc2neee(N3CCC[C@H](C(=0)NCc4cccec4C)C -9.1726
3)n2)cc(0C)c10C

503 | CHEMBLA4451065 | CCOclcc(C2CCN(C)CC2)ccclINclIncc2e(nl)N(Celeecece( -9.2724
Br)c)[C@H](CC)C(=0)N2C

504 | CHEMBL2172332 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)cc3)[nH]c3cce(Cndencnd)cc32)CC1

505 | CHEMBL2172323 | COC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3ccccc3) -12.0882
[nH]c3ccc(CN4CCCCC4)ec32)CCl

506 | CHEMBL3939763 | CC1(C)c2cc(OCCCCCC(=0)0O)ccc2C(=0)c2cloclcecce -7.413
21

507 | CHEMBL3927296 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)c(Nc2cece -10.6112
(N3CCN(C(C)=0)CC3)cc20C(C)C)nl

508 | CHEMBL5290783 | CC(C)N1Cc2cc(F)ccc20CC(C)(C)NC(=0)c2enc3ccclnn -9.6994
23

509 | CHEMBL3785322 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.8752

n1)C(C)(C)C(0)CC2




510 | CHEMBL3787262 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.4982
n1)C(C)(C)/C(=N/NC(C)=0)CC2

511 | CHEMBL4535072 | Cclece(- -12.0295
n2cc(S(C)(=0)=0)c3ccc(N[C@@H](C)c4cce(F)end)nc32
)n[nH]1

512 | CHEMBL4437605 | Cclec(- -12.2005
n2cc(C(=O)N3CCOCC3)c3cce(N[C@@H](C)cdcee(F)en
$)nc32)[nH]nl

513 | CHEMBL4437605 | Cclece(- -10.8335
n2cc(C(=0)N3CCOCC3)c3cce(N[C@@H](C)cdcee(F)en
4)nc32)[nH]nl

514 | CHEMBL4584172 | COclcc(N2CCN(C(C)C)CC2)cccl-cIn[nH]e2nc(- -10.7336
c3cce(O)ec3)ceccl2

515 | CHEMBL4444118 | OCCICCCCNI1Cclcee(-c2n[nH]c3nc(- -8.8584
cdcec(O)ecd)ecc23)ol

516 | CHEMBL3218860 | NC(=O)[C@@H]1[C@H](Nc2c(Br)cnc3[nH]c(- -10.6908
c4ccc(NSCCOCCS)ccd)nc23)[C@H]2C=C[C@@H]1C2

517 | CHEMBL4279457 | COclcc2c(Oc3cec(NC(=0)c4ccSceenesdn(- -9.5022
cScec(F)ee5)e4=0)cc3F)cenc2cc IOCCCNITCCN(C)CCl

518 | CHEMBL2172314 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
cc(F)c3)[nH]c3ccc(CN4CCC(C(C)(C)O)CC4)cec32)CC1

519 | CHEMBL2172309 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.1763
c(F)cc3)[nH]c3ccc(CNACCC[C@H]4C(C)(C)O)ce32)CC
1

520 | CHEMBL4519408 | COclcc(N2CCN(CC(=0)N(C)C)C2=0)ccclNclnce(Cl)e -11.5933
(Nc2cceee2S(=0)(=0)C(C)O)nl

521 | CHEMBL3922369 | CC1(C)c2cc(OC[C@@H](0)CO)ccc2C(=0O)c2cloclcece -8.06
c2l

522 | CHEMBL3934533 | CC1(C)c2cc(OCC(=0)NCCOCCO)ccc2C(=0)c2cloclcee -7.3074
ccc2l

523 | CHEMBL3943525 | CC1(C)c2cc(OCC(=O)NCCN(CCO)CCO)ccc2C(=0)c2c -7.7036
loclcccec21

524 | CHEMBL3902232 | CN(C)CC(=O)NCCOclcce2e(c1)C(C)(C)cloc3eccee3cl -7.9341
C2=0

525 | CHEMBL3977582 | CCN(CC)CCOclccc2e3c(oc2c1)C(C)(C)elee(OC)ecclC -7.4454
3=0

526 | CHEMBL4111292 | CC1(C)c2cc(OC[C@H](0)CO)ccc2C(=0)c2cloclec(OC -6.7482
C(=0O)Nc3cceec3)cec2l

527 | CHEMBL3785322 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -10.5928
n1)C(C)(C)C(O)CC2

528 | CHEMBL3786916 | Cclnc(Nc2ne(Ne3cee(C)e(CACCN(C)CC4)ec30C3CC3)n -12.0882
cc2Che(S(=0)(=0)C(C)CO)sl

529 | CHEMBL3604656 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.5663
OC2CC2)cc1CICCCN(O)CI

530 | CHEMBL2403377 | CC(=O)N1CCc2[nH]c(/C=C3\C(=0O)Nc4ccc(C#N)cc43)c -8.2204
c2Cl

531 | CHEMBL3604633 | Cclec(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)Cn2)c( -11.911
OC2CC2)cc1CICCNCCI

532 | CHEMBL2403370 | COclccc2ce(cl)/C(=C/clec3c([nH]1)CCN(C(=O)N1CCO -8.7659

CC1)C3)C(=0)N2




533 | CHEMBL3604641 | CC(C)S(=0)(=0O)c1nn(C)cc1Nclnc(Nc2cee(C3CCN(C)C -12.0882
C3)cc20C2CC2)ncclCl

534 | CHEMBL3786148 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3C#N)n2)c(OC2CC2)ccl -11.2879
CICCN(O)CC1

535 | CHEMBL3604646 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -12.338
OC(C)C)ecl1CICN(O)C1

536 | CHEMBL1823223 | CC(C)clec2c(ccINICCN(C3COC3)CC1)C(C)(C)el[nH] -10.1805
c3cc(C#N)eee3el1C2=0

537 | CHEMBL3128074 | Ccln[nH]ccl-clene(N)c(O[C@H](C)c2cc(F)ccce2- -10.2429
n2nccen2)cl

538 | CHEMBL3128073 | COclccc(F)ecl[C@@H](C)Oclee(-c2¢[nH]nc2C)encIN -10.1568

539 | CHEMBL3286823 | Cclnn(C)c2cl- -13.7262
clenc(N)e(n1)O[C@H](C)elcc(F)eccl C(=0)N(C)C2

540 | CHEMBL2418763 | Cnlcc(-c2cnce3[nH]ce(- -11.6612
c4cnn(Cc5ce(F)ee(F)eS)e4)c3c2)enl

541 | CHEMBL3398170 | COclcc([C@@]2(0O)CCN(CC(N)=0)C[C@@H]20)cccl -9.5013
Nclnece2eee(-c3cceec3N(C)S(C)(=0)=0)n2nl

542 | CHEMBL3398175 | COclec([C@H]2CCN(CCO)C[C@@H]20)ccc1Nclnec2 -11.7735
cce(-c3ceccc30C)n2nl

543 | CHEMBL3398166 | COclcc([C@@]2(O)CCN(C)C[C@@H]20)ccc1Nclnce -12.0882
2cce(-c3cecec30C)n2nl

544 | CHEMBL1922962 | CclnnsclC1=NNC(=0)/C1=C\clen(C)c2cccc(OCc3ccce -9.6465
n3)cl2

545 | CHEMBL1922978 | CN(C)c1nnc(C2=NNC(=0)/C2=C\c2cn(C)c3ccec(OCcdc -7.5699
ccecd)c23)sl

546 | CHEMBL3357453 | CC(C)S(=0)(=O)clcccecINelnc(Nc2ecce(NC(=0O)CN3C | -10.9914
COCC3)c2)ncclCl

547 | CHEMBL2023541 | COclcce(Ne2nece(N3CCC[C@H](C(=O)NCc4cce(C)ecd -7.813
)C3)n2)ccl

548 | CHEMBL3978878 | CC1(C)c2cc(N3CCC(NS(C)(=0)=0)CC3)c(Cl)cc2C(=0) -12.3813
c2cl[nH]clcc(C#N)cee21

549 | CHEMBL3397288 | COclcc(C)ee(-c2nn(CC#HN)ce2- -7.3841
c2cc(NCCCN3CCOCC3)nc(-c3ccenc3)n2)cl

550 | CHEMBL564365 Cclec2e(c(=0)[nH]1)- -6.7296
cl[nH]c3ccecc3c1CCN2CCelecceecl

551 | CHEMBL2172306 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.5577
c(F)cc3)[nH]c3ccc(CNACCC(C(N)=0)CC4)cc32)CC1

552 | CHEMBL2172335 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.6526
c(F)ce3)[nH]c3cec(CN4CCC(CN)CC4)cc32)CCI

553 | CHEMBL3128063 | Cclnc(C(C)(C)O)cecl- -9.2022
clenc(N)c(O[C@H](C)c2ec(F)ecc2-n2ncen2)cl

554 | CHEMBL4476859 | Cclcce(- -11.641
n2cc(C(=0)N3CCOCC3)c3cecc(OC(C)cdece(F)end)ne32)[
nH]nl

555 | CHEMBL4443507 | Oclccce(-c2ccc3ce(-c4ccc(NSCCCCCS)ec4)n[nH]c3n2)ccl -9.1772

556 | CHEMBL4168868 | COclccc(NC(=O)CNC(=0)c2cc(C(C)C)c(O)cc20)ccINe | -11.7613
Incc(Che(Ne2eeecc2S(=0)(=0)C(C)C)nl

557 | CHEMBL4177038 | CC(C)clec(C(=O)NCC(=0)Nc2cce(F)e(Ne3nee(Cl)e(Ne -11.0766

4cceccdS(=0)(=0)C(C)C)n3)c2)c(O)cclO




558 | CHEMBL4167072 | COclcc(- -12.2519
c2nc(CN3CCN(C)CC3)cs2)ceclNelnee(Cl)e(Ne2eecee2
S(=0)(=0)C(C)O)nl

559 | CHEMBL2403108 | Cclcc(Nc2nce(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.0111
C(C)C)eclCICCNCCI

560 | CHEMBL4174347 | COclcc(- -12.1307
n2cc(CN3CCN(C)CC3)nn2)cec1Nelnee(Cl)e(Nc2eccee2
S(=0)(=0)C(C)O)nl

561 | CHEMBL2403108 | Cclece(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.8249
C(C)C)cclC1ICCNCCI

562 | CHEMBL3805009 | CN1CCN(c2ccc(C(=O)Nc3n[nH]c4cec(CeSce(F)ee(F)eS) -8.7439
cc34)c(Nc3ceeeee3)c2)CCl1

563 | CHEMBL3805020 | CN1CCC(Nc2cc(N3CCN(C)CC3)cecc2C(=0)Ne2n[nH]c3 -11.0968
ccc(Cedec(F)ee(F)ed)ec23)CCl

564 | CHEMBL198399 Cclec(CN2CCN(C)CC2)cee INC(=0)clec(- -6.8627
c2ccc3¢e(c2)OCO03)enclO

565 | CHEMBL3808520 | Cclec(NC(=0)Nc2cece(- -7.4442
c3cc(NC(=0)c4ccc(CNSCCN(C)CCS)ccd)[nH]n3)cc2C)n
ol

566 | CHEMBL2418762 | Cnlcc(-c2cence3[nH]ce(- -7.7745
c4cnn(Cc5cec(F)e(F)ceS)e4)c3c2)enl

567 | CHEMBLA4855319 | CC(C)S(=0)(=O)clcccecINeclne(Ne2eece(NC(=0)CCCC -12.3079
CCC(=0)NO)cc2)ncclCl

568 | CHEMBL4849606 | CC(C)S(=0)(=O)clcccecINelnc(Ne2eee(C(=O)NCCCC -12.7649
CCC(=0)NO)cc2)ncclCl

569 | CHEMBL1642258 | COclcc2c(cclNelnee(Cl)c(Ne3cce(NACCOCC4)cc30C0) -10.6699
n1)CCN(CC(=0O)N(C)C)CC2

570 | CHEMBL3786818 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.484
0C2CC2)ccl [C@H]1 CC[C@@H](NC2CC2)CC1

571 | CHEMBL3786976 | Cclcc(Ne2nec(Cl)e(Ne3en(C4CC4)ne3S(=0)(=0)C(C)C) | -11.6612
n2)c(OC(C)C)ecc1CICCNCC1

572 | CHEMBL1779195 | CC1(C)c2cc(OCCNC(N)=0)ccc2C(=0)c2cl[nH]clcc(C# | -10.7533
N)cce21

573 | CHEMBL3604649 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -12.338
OC2CC2)cc1CICCN(C(O)YO)CCI

574 | CHEMBL2172308 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.911
c(F)ce3)[nH]c3cec(CN4CCC(C(CY(C)O)CCA)ec32)CCl

575 | CHEMBL2172331 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)ce3)[nH]c3ccc(CN4ACCS(=0)(=0)CC4)cc32)CCl1

576 | CHEMBL2172325 | CCNC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cccce -12.338
3)[nH]c3ccc(CN4CCCCC4)cc32)CC1

577 | CHEMBL563080 Cclce(Cl)e2e(n1)N(CCceleecccl)CCele-2[nH]c2ccccc]2 -6.9897

578 | CHEMBL556596 C[C@@H](clcceec1)N1CCce2¢([nH]c3cce(Br)cc23)- -7.4272
c2clcenc2Cl

579 | CHEMBL4469087 | CCOclcc(C2CCN(C)CC2)ccclNelnee2e(nl)N(Celeeece -10.0284
D[C@H](CC)C(=O)N2C

580 | CHEMBL3286809 | CNC(=O)clccc(F)ccl[C@@H](C)Oclec(- -8.1959
c2cn(C)nc2C)encIN

581 | CHEMBL3286825 | COclnn(C)c2cl- -12.3079

clenc(N)e(c1)O[C@H](C)clee(F)cec1C(=O)N(C)C2




582 | CHEMBL2172305 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)cce3)[nH]c3ccc(CN4CCC(C(=0)0O)CC4)cc32)CCl

583 | CHEMBL3651882 | Cclecc(Nc2nc(Ne3cceee3S(=0)(=0)C(C)C)e3c(C)e[nH]c -11.6612
3n2)c(OC(C)C)cc1CICCN(CCO)CC1

584 | CHEMBL3357437 | CNC(=O)clccceccINelnc(Ne2eecee(NC(=O)CNC(=0)C3 -10.0634
CCCN3)c2)ncclCl

585 | CHEMBL3357457 | CC(C)S(=0)(=O)clcccccINelnc(Ne2ccee(NC(=0)CN3C -11.786
CN(C4COC4)CC3)e2)ncclCl

586 | CHEMBL3357458 | CC(C)S(=0)(=O)clccccclNelnce(Ne2ececc(NC(=0O)CN3C | -12.9846
CN(C(=0)/C=C/CN(C)C)CC3)c2)ncc1Cl

587 | CHEMBL3357460 | CC(C)S(=0)(=O)clccccclNeclnc(Ne2ccce(NC(=0)CN3C | -12.2519
C4CC3CN4)c2)necl Cl

588 | CHEMBL3908208 | CCclcc2c(ccIN1CCC(OCCC3CCCCC3)CC1)C(C)(C)el -10.8682
[nH]c3cc(C#N)cee3c1C2=0

589 | CHEMBL3981662 | CCclcc2c(ccINICCC(NCC3CC3)CC1)C(C)(C)el[nH]c3 -12.8924
cc(C#N)cee3e1C2=0

590 | CHEMBL3914305 | CCN(CC)CCOclccec2e(cl)C(C)(C)ele(e3cec([N+](=0)[ -7.6225
0O-]ece3nl CCN(CC)CO)C2=0

591 | CHEMBL2023550 | COclcc(Ne2neee(N3CCC[C@H](C(=O)NCCCc4cceecd) -7.3374
C3)n2)cc(0C)c10C

592 | CHEMBL2024001 | COclce(Ne2neee(N3CCC[C@H](C(=O)NCc4cccc(NSC -10.7124
COCC5)c4)C3)n2)cc(0C)c10C

593 | CHEMBL2042695 | CN1C(=0O)CCCc2cc(Nc3ncc(Cl)e(N[C@HJ4[C@@H](C -9.9283
(N)=0)[C@@H]5C=C[C@H]4C5)n3)ccc21

594 | CHEMBL3896252 | CC1(C)c2ccc(C3=CCNCC3)cc2C(=0)c2cl1[nH]clce(C# -12.8797
N)cee21

595 | CHEMBL4112041 | COCCCCOclcec2ce3c(oc2el)C(C)(C)elec(OCIC@@H]( -8.0243
O)[C@H](0)CO)cccl1C3=0

596 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.9196
C(C)C)cclC1ICCNCCI

597 | CHEMBL1822511 | COclcc(Ne2nece3ccee(-c4eccec4)n3n2)cc(OC)c10C -9.4654

598 | CHEMBL4081925 | COclcc2¢(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.959
n1)CCNI1C(=0)CNCC21

599 | CHEMBL3809934 | CC(C)(C)clee(NC(=0)Nc2cce(- -8.3976
c3cc(NC(=0)cdccc(OCCCNSCCCCS)ccd)[nH]n3)cc2)no
1

600 | CHEMBL4070113 | clcce(Oc2cenc3ec(-c4cnn(CSCCNCCS)e4)cec23)ccl -9.8263

601 | CHEMBL4091441 | Cclcee(Oc2cenc3cc(-c4enn(CSCCNCCS)ce4)cec23)cecl -9.6426

602 | CHEMBL3104852 | COC10C(=0)c2c(0)c(O)c(O)c(C)c21 -7.1066

603 | CHEMBL3694578 | Clclenc2nclNCelceece(c1)OCCcelecee(cl1)N2 -8.248

604 | CHEMBL2042697 | CN1C(=0O)CCCc2cc(Nc3ncc(Cl)e(N[C@@H]4CCCC[C -8.0416
@H]4C(N)=0)n3)ccc21

605 | CHEMBL1946612 | CN1CCN(c2ccc3cc2CCc2cccc(c2)Ne2ne(nec2CI)N3)CC -9.9796
1

606 | CHEMBL3893810 | CC(C)S(=0)(=O)clccecccINelnc(N/N=C/c2ccc(C(F)(F)F -11.9759
)ec2)neclCl

607 | CHEMBL3934594 | CC(C)S(=0)(=O)clcccccINelne(N/N=C/c2cccc(C(F)(F) -10.1568

F)c2)ncclCl




608 | CHEMBL1940179 | CCclecc2e(ccIN1ICCN(C3CCC3)CC1)C(C)(C)cl[nH]c3c -12.2256
¢(C#N)ccc3c1C2=0

609 | CHEMBL3786763 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -10.5407
n1)CC/C(=ENWNC(EN)N)C2(O)C

610 | CHEMBL3785093 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.0571
n1)C(C)(C)/C(=N/NC(=N)N)CC2

611 | CHEMBL1796245 | COCCNI1CCc2ccc(Ne3nee(Cl)e(N[C@@H]4CCCC[C@ -10.1221
HJ4ANS(C)(=0)=0)n3)cc2CC1

612 | CHEMBL3921664 | CC(C)S(=0)(=O)clccccclNelnc(N/N=C/c2cce(F)ce2)ne -10.4201
clCl

613 | CHEMBL3913823 | CCclcc2c(ccIN1ICCN(CC3(0)CCCCC3)CCHC(CY(C)el -11.5663
[nH]c3cce(C#N)cee3c1C2=0

614 | CHEMBL3925858 | CCclec2e(ccINICCN(CC3(0O)CCNCC3)CC1)C(C)(C)el -12.5577
[nH]c3cc(C#N)cee3c1C2=0

615 | CHEMBL2418754 | Cnlcc(-c2enc3[nH]cc(-c4cnn(CeScecc(Cl)eS)cd)c3c2)enl -8.5189

616 | CHEMBL2418752 | Cnlcc(-c2enc3[nH]cc(-c4cnn(CeScecc(F)c5)cd)c3e2)enl -11.7037

617 | CHEMBL4099660 | COclcc(CCN(C)C)c(C)eclNelnee(Clhc(Ne2eeeee2S(=0) | -12.5577
(=0)C(C)O)nl

618 | CHEMBL4091928 | CNCCclcc(OC)c(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C | -12.5152
)O)n2)cclC

619 | CHEMBL4061549 | COclcc(C(C)(C)CNC=0)c(C)cclINclnce(Cl)c(Ne2ceeee -11.4996
25(=0)(=0)C(C)C)nl

620 | CHEMBL2172327 | NC(=O)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3ccccc3)[n | -10.9845
H]c3ccc(CN4CCCCC4)ec32)CC1

621 | CHEMBL2172324 | CCOC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cccce -12.7649
3)[nH]c3ccc(CN4CCCCC4)cc32)CCl1

622 | CHEMBL2403376 | CC(=O)N1CCc2[nH]c(/C=C3\C(=O)Ncdccc(C(F)(F)F)cc -7.1232
43)cc2Cl

623 | CHEMBL2172316 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
nce3)[nH]e3cec(CNACCC(C(C)(C)O)CC4)ce32)CCI

624 | CHEMBL2172312 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.5152
c(F)cc3)[nH]c3ccc(CN4CC(C(C)(C)O0)C4)cc32)CC1

625 | CHEMBL2172308 | CC(C)NC(=0O)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
c(F)cc3)[nH]c3ccc(CNACCC(C(C)(C)O)CC4)cc32)CCl

626 | CHEMBL3785722 | Cclec(Ne2nee(C)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -11.6612
OC2CC2)cc1CICCN(C)CCI

627 | CHEMBL3786171 | Cclec(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.4115
OC2CC2)cc1CICCOCCI

628 | CHEMBL3330852 | CC(=0O)N1CCc2nc(Nc3ncc(Cl)c(NedeeeccdS(=0)(=0)C( -9.9345
C)C)n3)sc2CCl1

629 | CHEMBL3604634 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -12.7649
OC2CC2)cc1CICCN(C)CCI

630 | CHEMBL3787103 | CCnlcc(Nc2ne(Ne3ee(C)e(C4CCNCC4)ce30C(C)C)nee -10.9196
2CHe(S(=0)(=0)C(C)O)n1

631 | CHEMBL1922976 | Cnlcc(/C=C2\C(=0O)NN=C2c2nccs2)c2c(OCc3ccccc3)ce -10.4066
cc21

632 | CHEMBL1922961 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCce3ccce -8.7753

c3)cl2




633 | CHEMBL1922972 | Cclnnsc1C1=NNC(=0)/C1=C\clen(C)c2cccc(OCc3c(F)e -9.5013
ccc3Cl)cl2

634 | CHEMBL1922973 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3c(F)e -9.2516
cc(F)c3CI)cl2

635 | CHEMBL1922984 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c¢(OCc3c(F)cccc3 -9.9283
F)ceee2l

636 | CHEMBL1922961 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCce3ccce -10.8335
c3)cl2

637 | CHEMBL1779187 | CCN(CC)CCOclcec2e(cl)C(C)(C)ecloc3ee(Cl)ecec3clC2 -8.7659
=0

638 | CHEMBL1779188 | CCN(CC)CCOclcec2e(cl)C(C)(C)ecloc3ce(C(F)(F)F)cce -7.7436
3¢1C2=0

639 | CHEMBL1796245 | COCCNI1CCc2ccc(Nc3nee(Cl)ye(N[C@@H]4CCCC[C@ -11.4115
HJ4ANS(C)(=0)=0)n3)cc2CC1

640 | CHEMBL1796247 | COCCNI1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@ -9.9283
HJ4NC(=O)C(F)(F)F)n3)cc2CCl1

641 | CHEMBL1796250 | COCCNI1CCc2ccc(Nc3nee(Cl)ye(N[C@@H]4CCCC[C@ -9.7667
HJ4ANS(=0)(=0)C(C)C)n3)cc2CCl1

642 | CHEMBL1796253 | CCN1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@H]4 -10.1936
NC(C)=0)n3)cc2CCl1

643 | CHEMBL2042693 | CNC(=0O)clccec(Ne2ne(Ne3eeede(c3)CCCC(=0)N4C)ne -8.8584
c2Clcl

644 | CHEMBL3263975 | C/C=CI\CN(C)CCc2ccc(Nc3nce(Cl)c(NedceeecdC(=O)N | -11.0197
C)n3)cc2l

645 | CHEMBL3263979 | CNC(=0O)clcccec1Nelnc(Ne2eee3ce(c2)C(C)CNCC3)nce -11.4918
1Cl

646 | CHEMBL3263980 | CNC(=O)clccceelNelne(Ne2eee3e(c2)C(C)CN(CC(=0) -10.5243
N(C)C)CC3)neclCl

647 | CHEMBL3263990 | CCICN(C)CCc2ccc(Ne3nce(Cl)c(NedeceeedS(=0)(=0)C | -11.9932
(O)C)n3)ce21

648 | CHEMBL3735784 | CC1(C)c2cc(- -10.4881
c3cnn(C4CCOCC4)c3)ccc2C(=0)c2cl[nH]clec(C#N)cce
21

649 | CHEMBL3965090 | CCN(CC)CCOclcee2e(cl)C(C)(C)ecle(e3cec(NC(=0)Ce -6.6256
4cceeccd)ec3n1 C)C2=0

650 | CHEMBLA4754109 | COclce(S(=O)(=0)CC(=O)N2CCN(C)CC2)ccclNclnee( -11.4918
CDc(Ne2ceeee2S(=0)(=0)C(C)C)nl

651 | CHEMBL3932266 | CCN(CC)CCOclcc2e(cclC(C)y=0)C(=0)clc([nH]c3cc(C -13.156
#N)ccc13)C2(C)C

652 | CHEMBL3604644 | CC(C)S(=0)(=O)clnn(C)cc1NclInc(Nc2cc(C#N)c(C3CC -11.185
N(C)CC3)cc20C2CC2)ncclCl

653 | CHEMBL3913728 | CC(C)S(=0)(=O)clcccecINelne(N/N=C/c2ccc(OC(F)(F) | -11.7148
F)cc2)neclCl

654 | CHEMBL4465558 | COclcc(N2CCNC2=0)cccINclnce(Cl)c(Ne2cceee2S(=0 | -11.5404
)EO)C(C)CO)nl

655 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -12.2519
C(C)C)eclCICCNCCI

656 | CHEMBLA4464571 | COclcc(N2CCN(CC(=O)N3CCC(=0)CC3)C2=0)cccIN -11.0727

clncc(Cl)e(Nc2eceec2S(=0)(=0)C(C)C)nl




657 | CHEMBL2386792 | CC(C)(C)clec(NC(=0)Nc2ecec(- -8.8682
c3cc(NC(=0)c4ccc(OCCNSCCCCS)ec4)[nH]n3)cc2)nol

658 | CHEMBL3810070 | CC(C)clcc(NC(=0O)Nc2cee(- -8.6064
c3cc(NC(=0)cdccc(CNSCCN(C)CCS)ecd)[nH]n3)cc2)no
1

659 | CHEMBL5172782 | CNC(=O)clccccclNelnc(Ne2eee3c(C(=0)N(C)C)e(C)[n -12.1091
H]c3c¢2)ncclCl

660 | CHEMBL2023991 | COclcc(Ne2neee(N3CCC[C@H](C(=0O)NCc4cccec4Cl) -8.8381
C3)n2)cc(0C)c10C

661 | CHEMBL3608527 | CCN1CCCc2cc(OC)c(Ne3nce(Cl)c(NedeceecdS(=0)(=0 -8.083
)C(C)C)n3)cc2C1

662 | CHEMBL4081656 | COclcc(CCN)c(C)eclNclncc(Cle(Nc2eeeee2S(=0)(=0) | -12.1531
C(O)O)nl

663 | CHEMBL4099660 | COclcc(CCN(C)C)c(C)ecelNclnee(Cl)e(Ne2cceee2S(=0) | -13.3293
(=0)C(C)O)nl

664 | CHEMBL4084168 | COclcc(C(C)(C)CN(C)C)e(C)eclNclInee(Cl)e(Ne2eeceee -12.2792
25(=0)(=0)C(C)C)nl

665 | CHEMBL4088751 | COclcc(CNC=0)c(C)cc1Nclnce(Cl)e(Ne2eceee2S(=0)( -11.8117
=0)C(C)C)nl

666 | CHEMBL2403836 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.4764
C(O)C)eclCICCN(CCO)CCI

667 | CHEMBL2403829 | COCCNICCC(c2cc(OC(C)C)e(Ne3nce(C)e(NedeceeedS( -10.434
=0)(=0)C(C)C)n3)cc2C)CC1

668 | CHEMBL4070217 | COclcc(CN)c(C)eclNelnece(Cl)e(Ne2eeeec2S(=0)(=0)C -12.3695
(©)CO)nl

669 | CHEMBL2403847 | Cclcc(Ne2nee(Cl)c(Ne3ceceee3S(=0)(=0)C3CCC3)n2)c( -10.5226
OC(C)C)eclCICCNCCI

670 | CHEMBL4758571 | CNC(=0O)clccceclNelnc(Ne2eee(- -11.1663
n3cccc3C(=0)NCCO)cc20C)ncclCl

671 | CHEMBL3805741 | CN(C)CCN(C)C(=O)clecc(C(=0O)Ne2n[nH]c3ccc(Cedee( | -11.0968
F)ce(F)c4)ec23)c(NC2CCOCC2)cl

672 | CHEMBL1778707 | Ccl[nH]c(/C=C2\C(=0O)Nc3ccc(F)ce32)c(C)c1C(=0)0 -8.568

673 | CHEMBL4470529 | COclcc(N2CCN(CCN(C)C)C2=0)cccINclInce(Cl)c(Nc2 -12.9588
cceee2S(=0)(=0)C(C)C)nl

674 | CHEMBL1922983 | CC(Oclccec2elc(/C=CIN\C(=O)NN=Clclnccsl)cn2C)clc | -10.4626
ccecl

675 | CHEMBL1922986 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c(OCc3cccc(F)c3 -9.9932
F)ccee2l

676 | CHEMBL1922224 | Cclcec(O)ccl CC[C@@H]1[C@@H](O)CC[C@]2(C)[C -7.1343
@@H]([C@H](C)/C=C/CC(C)C)CC[C@@H]12

677 | CHEMBL5198349 | CC(C)S(=0)(=O)clccccclNclcenc2[nH]c3cee(- -7.6408
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

678 | CHEMBL1923569 | C[C@H](O)CN1CCN(c2cec(Ne3nccdeee(- -10.6699
cScceccSN(C)S(C)(=0)=0)n4n3)cc2)CCl1

679 | CHEMBL1922966 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCCN(C) -9.2703
C)cl2

680 | CHEMBL1922969 | CclnnsclC1=NNC(=0)/C1=C\clen(C)c2ccec(OCe3cee( -11.2343

F)ce3)cl2




681 | CHEMBL3669149 | COclnccccl- -10.4481
clc(C(N)=0)sc2cnc(Ne3ccec(N4CCN(C)CC4)e30C(C)C
)ncl2

682 | CHEMBL3104851 | Cclc(O)c(0)c2c(c1C=0)[C@@H]10[C@H](02)c2c(C)c -9.5662
(0)c(0)c(0)c2C1=0

683 | CHEMBL4750810 | CCN1CCN(CCS(=0)(=0)c2ccc(Ne3nce(Cl)c(Nedeceecd -11.185
S(=0)(=0)C(C)C)N3)c(OC)c2)CC1

684 | CHEMBL385872 CNI1CCN(c2cee(C(=O)Ne3n[nH]c4c3CN(C(=0)[C@H]( -9.9864
O)c3ccecc3)C4)cc2)CCl

685 | CHEMBLA4447747 | COclcc(N2CCN(CC(=O)N3CCN(C)CC3)C2=0)ccclNc -11.3284
Incc(Cle(Ne2eeecc2S(=0)(=0)C(C)C)nl

686 | CHEMBL3357449 | CC(C)S(=0)(=O)clccceclINelnc(Ne2ecece(NC(=0O)CCN) -12.068
c2)ncclCl

687 | CHEMBL5173501 | C[C@H]1CNC(=0)c2cnn3cc(cnc23)N[C@H](C)c2ec(F) -12.7175
cc(c2)01

688 | CHEMBL3330850 | CNC(=O)clccccclNelnce(Ne2ne3e(s2)CCNCC3)neclCl -10.2247

689 | CHEMBL3824301 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cle( | -12.4793
Nc2ceeec2C(C)=0)nl

690 | CHEMBL3823078 | COclcc(N2CCC(N3CCN(C)CC3)CC2)c(F)eccINclInee(Cl | -12.7467
)c(Nc2cecec2P(C)(C)=0)nl

691 | CHEMBL3824130 | COclcc(N2CCCN(C)CC2)ceclNclnce(Cl)e(Ne2cceec2P -12.9673
(C)(C)=O)nl

692 | CHEMBL3824304 | COclcc(P(C)(C)=0O)ccclNclInce(Cl)e(Ne2ceeec2S(=0)(= | -13.4863
0)C(C)O)nl

693 | CHEMBL4096452 | COclcc(C(C)(C)NC=0)c(C)cclNclnce(Cl)e(Nc2eeeee2S | -12.2005
(=0)=0)C(C)O)nl

694 | CHEMBL2403108 | Cclece(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.5577
C(C)C)cclCICCNCCI

695 | CHEMBL3805002 | CN1CCN(c2ccc(C(=0O)Nc3n[nH]c4cec(CeSceec(F)eS)ee3 | -10.6699
4)c(NC3CCOCC3)c2)CCl1

696 | CHEMBL2172309 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.185
c(F)ce3)[nH]c3cec(CNACCC[C@H]J4C(C)(C)O)cc32)CC
1

697 | CHEMBL2418753 | Cnlcc(-c2enc3[nH]cc(-c4cnn(CeScec(F)ce5)cd)c3c2)enl -10.148

698 | CHEMBL2403368 | COclccc2e(cl)/C(=C/clcc3e([nH]1)CCN(C(=0O)clcnocl -8.3027
C)C3)C(=0)N2

699 | CHEMBL398610 CCOclccec2ele(/C=CINC(=O)NN=Clclsnnc1C)cn2C -9.2516

700 | CHEMBL1922970 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3c(F)e | -11.2343
ccc3F)cl2

701 | CHEMBL1922973 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3c(F)e | -11.1393
cc(F)c3Cl)cl2

702 | CHEMBL1922985 | Cnlcc(/C=C2\C(=0)NN=C2c2nccs2)c2¢c(OCc3c(F)ceec3 -11.185
Cl)cecece2l

703 | CHEMBL1922971 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2ccec(OCc3ccc( -9.5013
F)cc3F)cl2

704 | CHEMBL1922987 | Cnlcc(/C=C2\C(=0)NN=C2c2nccs2)c2¢c(OCc3cc(F)cce3 -9.5013
F)ceee21

705 | CHEMBL3104854 | Cclc(0)c(O)c(0O)c2c1COC2=0 -7.5161




706 | CHEMBL3357444 | CC(C)S(=0)(=O)clccceccINeclne(Nc2ecee(NC(=0)[C@H | -12.4029
J(C)N)c2)ncclCl

707 | CHEMBL1922981 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2¢c(OCc3cccc(F)c3 -10.7822
)ecee21

708 | CHEMBL601719 C[C@@H](Oclce(- -10.5838
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

709 | CHEMBL1922977 | Cnlcc(/C=C2\C(=O)NN=C2c2nc(C(F)(F)F)cs2)c2c(OCc -7.0916
3ceecc3)ccec2]

710 | CHEMBL3735386 | CCclec2e(cclCI1=CCN(CC3CCOCC3)CC1)C(CYC)cl[n -11.2768
H]c3cc(C#N)cee3c1C2=0

711 | CHEMBL3735980 | CCclcc2c(ccl- -10.7325
clenn(CC(N)=0)c1)C(C)(C)cl[nH]c3cc(C#N)cee3e1C2=
0

712 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -11.4115
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

713 | CHEMBL3128067 | Cclnc(C2(O)CCOC2)scl- -10.2638
clene(N)c(O[C@H](C)c2cec(F)eec2-n2ncen?)cl

714 | CHEMBL5182390 | COclcc(CN2CCN(c3cee(-c4cccS[nH]coneee(- -7.1232
c7cec(Ce8ccece8)cec7)c6e5¢4)ce3)CC2)ec(0C)c10C

715 | CHEMBL3608533 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -8.0529
n1)CCN(C(=0)CO)CC2

716 | CHEMBL3608645 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -7.9707
nl)CCCN(C1COC1)C2

717 | CHEMBL3734938 | CCclcc2c(ccINTCCN(C(=0)C3COCCN3)CC1H)C(C)(C)e | -12.9024
1[nH]c3cc(C#N)cee3c1C2=0

718 | CHEMBLS5174132 | Ccl[nH]c2cc(Ne3nce(Cl)e(NcdcccccdNS(C)(=0)=0O)n3)c | -11.6025
cc2c1C(=0)N1CCOCCI

719 | CHEMBL4168868 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)c(O)cc20)ccINe | -12.4381
Incc(Cle(Ne2eeeec2S(=0)(=0)C(C)C)nl

720 | CHEMBL4172925 | COclccc(NC(=0)C(C)NC(=0)c2cc(C(C)C)c(O)cc20)ce -12.9846
INcInce(Cl)c(Ne2eeeee2S(=0)(=0)C(C)C)nl

721 | CHEMBL4168049 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)ccc20)ccINelne | -12.9846
c(Chc(Ne2eeeee2S(=0)(=0)C(C)C)nl

722 | CHEMBL1796247 | COCCNI1CCc2ccc(Ne3nee(Che(N[C@@H]4CCCC[C@ -10.8609
HJ4NC(=O)C(F)(F)F)n3)cc2CC1

723 | CHEMBL3917178 | C[C@@H]1CN(c2cc3c(ce2Br)C(=0)c2c([nH]cdcc(CH#N) -13.5065
ccc24)C3(C)C)C[C@H](CN1C1CCC1

724 | CHEMBL1778724 | Ccl[nH]c(/C=C2\C(=0O)Nc3ccceec32)c(C)cl- -8.82
clccec(NCCN)el

725 | CHEMBL1778717 | CC1CN(Cc2c(-c3cccs3)[nH]c3ncecc23)CC(C)0O1 -7.137

726 | CHEMBL1778711 | COclce(-c2nc3cc(C)een3c2/N=C/c2cc(Cl)ccc20)cec1O -7.9707

727 | CHEMBL1642263 | COCCOclccc(Ne2ne(Ne3ceede(cc30C)CCN(CC(=O)N(C -11.911
)C)CC4)ncc2Clc(0OC)cl

728 | CHEMBL2172329 | CC(C)NC(=O)[C@H]1CC[C@@H](n2/c(=N/C(=0O)c3cc -9.691
c(F)cc3)[nH]c3cceecc32)CCl

729 | CHEMBL2172326 | CCN(CC)C(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3c -8.8649
ccee3)[nH]e3ccc(CN4CCCCC4)cc32)CCl

730 | CHEMBL3806280 | CN1CCN(c2cec(C(=0O)Nc3n[nH]cdcee(CeSce(F)ce(F)ceS) -10.1749

cc34)c(NCC3CN(C)C3)c2)CC1




731 | CHEMBL2172326 | CCN(CC)C(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3c | -10.8073
ccee3)[nH]c3cecc(CN4CCCCC4)cc32)CCl

732 | CHEMBL2158516 | COclcc(C2CCN(CC(N)=0)CC2)cceclNclnce2ccec(- -11.0968
c3ccccc3N(CO)S(C)(=0)=0)n2nl

733 | CHEMBL2172307 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)cce3)[nH]c3cce(CN4CCCI[C@H]4C(N)=0)cc32)CCl1

734 | CHEMBLA4087615 | COclcec(Oc2cenc3ce(-c4enn(CSCCNCCS)c4)cec23)ecl -10.6001

735 | CHEMBLA4102556 | FclecccclOcleenc2ec(-c3cnn(C4CCNCC4)ce3)cccl2 -10.5679

736 | CHEMBLA4095317 | N#Cclcce(Oc2cenc3cec(-c4cnn(CSCCNCCS)cd)cec23)ccl -9.4125

737 | CHEMBL4067908 | N#Cclcce(Nc2ceenc3cec(-c4cnn(CS5CCNCCS)ce4)cec23)ecd -8.5573

738 | CHEMBL4087615 | COclcec(Oc2cenc3ce(-c4enn(CSCCNCCS)c4)ecec23)ecl -10.7036

739 | CHEMBL2172327 | NC(=O)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3ccccc3)[n -10.434
H]c3cee(CN4CCCCC4)cc32)CCl

740 | CHEMBL2403108 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.8541
C(C)C)eclC1ICCNCCI

741 | CHEMBLA4281394 | COclnc(N2CC(O)C2)ccclNelnce(Cl)e(Nc2ecece2NS(C) -7.4944
(=0)=0)nl

742 | CHEMBL3961414 | COclcc(N2CCN(C(C)=0)CC2)cccINclnee(Cl)c(Ne2eee -10.2032
(N3CCN(C(C)=0)CC3)cc2)nl

743 | CHEMBL3916647 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)c(Ne2ece -11.5663
(N3CCN(C(C)=0)CC3)cc2Chnl

744 | CHEMBL3925957 | COclcc(N2CCN(C(C)=0)CC2)cccINelnee(Cl)c(Ne2eee -10.4481
(N3CCNCC3)cc20C)nl

745 | CHEMBL2172312 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)cc3)[nH]c3ccc(CN4CC(C(C)(C)O)C4)cc32)CCI

746 | CHEMBL2172307 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.484
c(F)ce3)[nH]c3ccc(CN4ACCC[C@H]4C(N)=0)cc32)CCl1

747 | CHEMBL2172330 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.911
c(F)cc3)[nH]c3ccc(CN4CCCCC4)cec32)CC1

748 | CHEMBL2403373 | CN1CCC(Nc2cee3e(c2)/C(=C/c2cc4c([nH]2)CCN(C(=0) | -10.0973
N2CCOCC2)C4)C(=0)N3)CC1

749 | CHEMBL4461630 | CC(C)N1CCN(c2cce(-c3n[nH]c4nc(- -10.3881
cScec(O)cecS)cec34)cec2)CCl

750 | CHEMBL5197072 | CNC(=O)clcccccINelne(Ne2eee3e(C(=O)N4CCC(O)CC | -11.3344
4)c(C)[nH]c3c2)ncclCl

751 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -13.7563
clene(N)e(O[C@H](C)c2cc(F)cec2-n2ncen2)cl

752 | CHEMBL3128061 | COclncceel-clene(N)e(O[C@H](C)c2ce(F)cee2- -9.3492
n2ncen2)cl

753 | CHEMBLA4476089 | [2H]C([2H])([2H])C([2H])(Oclec(C2CCNCC2)c(C)ecIN -9.6021
cInce(Cl)e(Ne2eceec2S(=0)(=0)C(C)C)n1)C([2H])([2H]
)[2H]

754 | CHEMBL3357452 | CC(C)S(=0)(=O)clcccccINelne(Nc2ececc(NC(=O)C3CN | -12.9024
(C(=0)CCCN(C)C)C3)e2)neel Cl

755 | CHEMBL2064664 | COCCNCI1CCc2cc(Ne3nce(CHe(N[C@HJ4[C@@H](C( -10.1936
N)=0)[C@@H]5C=C[C@H]4C5)n3)c(0OC)cc2CCl

756 | CHEMBL1642258 | COclcc2c(cclNelnee(Cl)c(Ne3cce(NACCOCC4)cc30C0) -11.911

n1)CCN(CC(=0)N(C)C)CC2




757 | CHEMBL3948508 | CCN(CC)C(=0)COclcec2e(c1)C(C)(C)cloc3ececc3c1C2 -7.2451
=0

758 | CHEMBL4111239 | COCnlcencl- -8.1479
cleec2e3c([nH]e2c1)C(C)(C)elec(OC[C@H](0)CO)ccecl
C3=0

759 | CHEMBL3894804 | CC1(C)c2ccc(C3=CCN(C4CC4)CC3)cc2C(=0)c2cl[nH] -11.9172
clec(C#N)cec2l

760 | CHEMBL3939011 | CCN(CC)CCOclecc2e(cl)C1(CCOCCT)cloc3cecce3clC -8.6849
2=0

761 | CHEMBL3608534 | COclcc2c(cclNcelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -8.8246
nl)CCCN(CCO)C2

762 | CHEMBL3823016 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINcelnee(Clye( | -11.8026
Nc2ceeec2C(=0O)N(C)C)nl

763 | CHEMBL3823224 | CC(C)Oclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnee( -13.0025
Clhc(Ne2cceec2P(C)(C)=0)nl

764 | CHEMBL3823872 | CNC(=0)CNI1CCN(c2ccc(Ne3nee(Cl)e(NedeccecdP(C)( -12.068
C)=0)n3)c(0C)c2)CCl1

765 | CHEMBL3736182 | CCclcc2c(cclC1=CCN(C(=0O)C3CNC3)CCHC(C)(C)cl[ | -12.7649
nH]c3cc(C#N)cee3c1C2=0

766 | CHEMBL3735386 | CCclec2e(cclC1=CCN(CC3CCOCC3)CC1)C(CYC)cl[n -12.2519
H]c3cc(C#N)cee3c1C2=0

767 | CHEMBL2403834 | CCN1CCC(c2cc(OC(C)C)e(Ne3nee(Cl)e(NedecceedS(= -10.6282
0)(=0)C(C)Cn3)cc2C)CCI

768 | CHEMBL2403845 | CC(C)Oclcc(C2CCNCC2)ccclNelnee(Cl)e(Ne2eceee2S( | -11.3107
=0)(=0)C(C)C)nl

769 | CHEMBL1946614 | COclccc2ec1Nclnc(ncclCl)Neleee(N3CCN(C)CC3)e(cl -12.068
)CC2

770 | CHEMBL1947001 | COclcc(N2CCN(C)CC2)c2ccl1Nclnee(Cl)e(nl)Ncelee(ce -11.5663
cIN(C)S(C)(=0)=0)/C=C\2

771 | CHEMBL3609312 | CC[C@@H]1C(=O)N(C)c2cnc(Nc3cee(C(=O)NCACCN( -8.1831
C)CC4)cc30CC(C)C)nc2N1CICCCCI

772 | CHEMBL4448214 | CCOclcc(C2CCN(C)CC2)ccclNclncc2e(nl)N(Celeeee( -9.4713
CDc)[C@H](CC)C(=0)N2C

773 | CHEMBL4097778 | CNI1C(=0)[C@@H](N2CCc3cn(CC4CCS(=0)(=0)CC4) -8.5099
nc3C2=0)COc2ccccc2l

774 | CHEMBL3953362 | CCclcc2c(ccIN1CCOCCT)C(C)(C)cl[nH]e3nc(C(=0O)N4 -9.1997
CCOCC4)ccc3clC2=0

775 | CHEMBL3582439 | Fclcecee([C@H]2CCCN2c2ccc3ncc(-c4cceend)n3n2)cl -7.3762

776 | CHEMBL4111362 | N#Cclcec2e3e([nH]c2c1)C1(CCCCl)clec(OC[C@H](O) | -11.6473
CO)cccl1C3=0

777 | CHEMBL1778720 | Cclcc(- -10.3454
c2ccec(N)e2)e(/C=C2\C(=O)Nc3ccc(N)cc32)[nH]1

778 | CHEMBL1779183 | CCN(CC)CCOclcee2e(cl)C(C)(C)cloc3ee(OC)ecc3clC -8.0588
2=0

779 | CHEMBL1779184 | CCCOclcce2c3c(oc2c])C(C)(C)eclece(OCCN(CC)CC)ecc -7.953
1C3=0

780 | CHEMBL3115496 | Brclcee2ne3cc(Ncdecceed)nen3ce2cel -5.9019

781 | CHEMBL3115492 | clccc(Nc2cc3ncdceccec4n3cen?)cecel -7.0916

782 | CHEMBL3115497 | COclcce(-c2cc3ncdccc(Br)cc4n3cen2)ccl -7.0916




783 | CHEMBL564679 Oclcec(CCN2CCce3c([nH]c4ccee(Br)cc34)- -7.3026
c3c2cenc3Clcel

784 | CHEMBL1779186 | CCN(CC)CCOclcec2e(c1)C(C)(C)cloc3ce(Br)ecc3cl1C2 -8.6709
=0

785 | CHEMBL3906824 | CCNC(=0O)N1CCN(c2ccc(Ne3nc(Nedecc(NSCCN(C(C)= | -10.6497
0)CC5)cc40C)ncc3F)c(0C)c2)CC1

786 | CHEMBL3958376 | COclcc(N2CCN(C(C)=0)CC2)ccclNelnee(F)c(Ne2eee( -10.6908
N3CCN(S(C)(=0)=0)CC3)cc20C(F)F)nl

787 | CHEMBL3981035 | COclcc(N2CCN(C(C)=0)CC2)ccclNelnce(F)e(Ne2ceee( -10.6497
N3CCN(C(=0)CO)CC3)cc20C)n1

788 | CHEMBL3948834 | COclcc(N2CCN(C(C)=0)CC2)ccclNelnee(F)c(Ne2eee( -10.3677
N3CCNCC3)cc20C(F)F)nl

789 | CHEMBL3913998 | COclcc(N2CCN(C(=0)OC(C)(C)C)CC2)ccclNclnee(Cl) -8.8782
c¢(Nc2ccc(N3CCN(C(C)=0)CC3)cc20C)n1

790 | CHEMBL3959161 | COclcc(N2CCN(C(C)=0)CC2)cccINelnce(Cl)c(Ne2eee -9.294
(N3CCN(C(C)=0)CC3)cc2F)nl

791 | CHEMBL3899182 | COC(=0)N1CCN(c2ccc(Ne3nce(Cl)e(Nedece(NSCCN(C -9.9664
(C)=0)CC5)cc40C)N3)c(0C)c2)CCl1

792 | CHEMBL3969585 | COC(=O)N1CCN(c2cce(Ne3nce(C(F)(F)F)c(Ncdcec(NS -9.6388
CCN(C(=0)OC)CC5)cc40C)N3)c(0OC)c2)CC1

793 | CHEMBL3973750 | COclcc(N2CCN(CCO)CC2)cccINelInce(Cl)e(Ne2eee(N -12.338
3CCN(C(C)=0)CC3)cc20C)n1

794 | CHEMBL3917284 | COclcc(N2CCN(S(C)(=0)=0)CC2)cccINclnce(Cl)c(Ne -11.3466
2¢cc(N3CCN(C(C)=0)CC3)cc20C)n1

795 | CHEMBL3917268 | CCOclcc(N2CCN(C(C)=0)CC2)ccclNclnc(Ne2eee(N3 -9.3713
CCN(C(C)=0)CC3)cc2)ncclCl

796 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCC4)CC3)cec2C(=0)c2cl -11.959
[nH]clcc(C#N)cee21

797 | CHEMBL3961598 | COclc(Nc2nce(Cl)e(Nce3cceee3- -11.7735
c3ncen3C)n2)cec2c CCCC(N1ICCN(CCO)CC)C2

798 | CHEMBL1796251 | COCCN1CCc2ccc(Nce3nee(Cl)e(N[C@@H]4CCCC[C@ -10.6497
HJ4NS(=0)(=0)CC(F)(F)F)n3)cc2CCl1

799 | CHEMBL1684800 | COclcec(Cn2nec(NC(=0)c3cc(NC(=0O)Ncdcee(Clc(C(F -12.1508
)J(F)F)e4)cec3C)e2N)ecl

800 | CHEMBL3785825 | Cclec(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.7735
OC2CC2)ccl[CwH]1CC[C@@H](NC(C)C)CC1

801 | CHEMBL3785607 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -12.0882
OC2CC2)cclCICCS(=0)(=0)CCl1

802 | CHEMBL3787638 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=O)N(C)C)n2)c( -7.3399
OC(C)C)eclCICCNCCI

803 | CHEMBL3787598 | Cclcc(Ne2nee(F)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -12.338
OC2CC2)ccICICCN(O)CC1

804 | CHEMBL3785665 | Cclec(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.9845
OC2CC2)ccl [CawH]ICC[C@H](NC2CC2)CC1

805 | CHEMBL4173466 | CC(Oclcenc(NN2CCN(C)CC2)cl)clccee(C(=0O)NCce2cc -7.1104
c(CHe(C(F)(F)F)c2)cl

806 | CHEMBL4078406 | CNC(C)(C)clec(OC)c(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0 | -12.6526
)C(C)C)n2)cclC

807 | CHEMBL4081656 | COclcc(CCN)c(C)eclNcelnee(Cl)e(Ne2ceceee2S(=0)(=0) | -12.4381

C(C)C)nl




808 | CHEMBL1163567 | COCICCN(C(=0)c2ccce(- -10.4927
c3cnc4c(c3)N(Ce3cc(Clheec3C(F)(F)F)CCN4)cc2)CCl

809 | CHEMBL1796257 | COCCNICCc2cc(Nc3nce(Cl)e(N[C@@H]4CCCC[C@H | -11.0968
JAN(C)S(C)(=0)=0)n3)c(OC)cc2CC1

810 | CHEMBL1796260 | COCCN1CCc2ccc(Nc3nee(Cl)e(N[C@H4CC[C@@H]( -9.4426
NS(C)(=0)=0)CC4)n3)cc2CCl1

811 | CHEMBL4543331 | CCOclcc(C2CCN(C)CC2)cec1Nclnec2e(nl)N(Celsceel -10.2129
O)[C@H](CC)C(=0)N2C

812 | CHEMBL2172336 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -9.7037
c(F)cce3)[nH]c3ccc(CN4CCCCC4C(=0)0)cc32)CC1

813 | CHEMBL5204689 | CNC(=O)clccccclNelne(Ne2eee3e(NC(=0)CN4CCCC4 -11.8523
)n[nH]c3c2)ncclCl

814 | CHEMBL5176898 | CNC(=0O)clccccclNelnce(Ne2eee3c(NC(=O)CN(C)C)n[n -12.2005
H]c3c2)ncclCl

815 | CHEMBL5204689 | CNC(=O)clccccclNelne(Ne2eee3e(NC(=0)CN4CCCC4 -12.3079
)n[nH]c3c¢2)ncclCl

816 | CHEMBL4448400 | COclcc(NC(=O)N2CCCC2)ccclNclnce(Cl)c(Nc2eceec?2 -11.959
NC(C)=0O)nl

817 | CHEMBL5183055 | CNC(=0)clcccec1Nelnc(Ne2eee3c(C(=0)O0C)c(C)[nH]e -12.0882
3c¢2)ncclCl

818 | CHEMBL5202722 | Ccl[nH]c2cc(Nc3ncee(Cl)e(NcdeccecdNS(C)(=0)=O)n3)c | -11.4614
cc2c1C(=0)N1CCC(C)CC1

819 | CHEMBL5183055 | CNC(=0)clcccec1Nelne(Ne2eee3c(C(=0)OC)c(C)[nH]e -11.6312
3c¢2)ncclCl

820 | CHEMBL5196885 | C[N+]1(C)CCN(c2ccc(- -8.5287
c3cccd[nH]cSncec(CH#Ccobeccec6C(F)(F)F)cScdc3)ec2)CC
1

821 | CHEMBL5203625 | COclcce(-c2ccc3[nH]cdncee(/C=C/c5ccecc5)cde3c2)ccl -8.4512

822 | CHEMBL5268149 | COclcc(N2CCC(N(C)C)CC2)ceclNelnee(Cl)e(Ne2eeee( -9.6575
B(0)O)c2)nl

823 | CHEMBL5268149 | COclcc(N2CCC(N(C)C)CC2)ceclNelnee(Cl)e(Ne2ecee( | -11.0234
B(0)0O)c2)nl

824 | CHEMBL5269028 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnec(Cl)e( | -11.4047
Nc2ceee3¢2B(0)0OC3)nl

825 | CHEMBL4448434 | Cclcce(- -9.721
n2ccc3cce(N[C@@H](C)cdece(F)ec4F)nc32)[nH]nl

826 | CHEMBL3747525 | CCclcc2c(ccIN1CCNCCI)C(C)(C)el[nH]c3cc(C#HN)cee -9.2118
3c¢1C2=0

827 | CHEMBLA4753933 | C=CC(=0O)NCCOCCNC(=0O)CCNICCC(c2cc(OC(C)C)e -12.5577
(Nc3nee(Cl)e(NedeeeeedS(=0)(=0)C(C)C)n3)cc2C)CCI

828 | CHEMBL5185835 | COclcc(N2CCC3(CCN(C)CC3)CC2)c(F)cc1Nclnee(Cl)e -12.338
(Nc2cceec2P(C)(C)=0O)nl

829 | CHEMBL5200942 | CN1CCC2(CC1)CCN(clece(Ne3nee(Cl)e(NedeceecdP(C -11.9266
)(C)=0)n3)c(OC(F)F)c1)CC2

830 | CHEMBL5200942 | CN1CCC2(CC1)CCN(clcec(Ne3nee(Cl)c(NedeceecdP(C -12.338
)(C)=0)n3)c(OC(F)F)c1)CC2

831 | CHEMBL4516287 | C=CC(=0)Nclcc(Nc2necc(Ne3ceceee3S(=0)(=0)C(C)C) -9.9101
n2)c(0OC)cc IN(C)CCN(C)C

832 | CHEMBL5268953 | COclcc(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Ne2ecce -11.7261

3¢2B(0)OC3)nl




833 | CHEMBLA4277936 | COclnc(N2CCN(C)CC2)ccclNelnee(Cl)c(Ne2cececc2NS -8.0529
(C)(=0)=0)nl

834 | CHEMBL4285785 | COclnc(N2CCN(C)CC2)ccclNclnce(Cl)e(Nc2ecccc2NS -7.6716
(=0)(=0)C2CC2)nl

835 | CHEMBLA4279793 | CC(C)Oclnc(N2CCN(C)CC2)cccl1NclInee(Cl)e(Ne2ceeee -7.626
c2NS(C)(=0)=0)nl

836 | CHEMBL3950830 | CCCC(=O)N(C)clecc(N2CCN(C(C)=0)CC2)ceclNelne( -7.5835
Nc2cec(N3CCN(C(C)y=0)CC3)cc20C)ncclCl

837 | CHEMBL3975774 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(C(F)(F)F)c( -11.5663
Nc2cee(N3CCN(C)CC3)cc20C)n1

838 | CHEMBL3959706 | COclcc(N2CCN(C(=0)OC(C)(C)C)CC2)cccINelInce(C( -10.6497
F)(F)F)c(Nc2cee(N3CCN(C(C)=0)CC3)cc20C)nl

839 | CHEMBL3961414 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)c(Ne2ece -9.1992
(N3CCN(C(C)=0)CC3)cc2)nl

840 | CHEMBL3962445 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Clye(Nc2ece -9.853
(N3CCN(S(C)(=0)=0)CC3)cc20C)n1

841 | CHEMBL3909864 | CC1(C)c2cc(N3CCC(N4CCCC4)CC3)e(S(=0)(=0)N3C -11.4286
CCC3)cc2C(=0)c2c1[nH]clcc(C#N)cec2 1

842 | CHEMBL3916287 | CN(C)S(=0)(=0O)clcc2c(ccIN1CCN(CCO)CC1HC(C)(C) -11.7612
cl[nH]c3cc(C#N)cee3c1C2=0

843 | CHEMBL3983750 | CC1(C)c2cc(C(=0O)NC3CCS(=0)(=0)C3)ccc2C(=0)c2cl | -10.7382
[nH]clce(C#N)cec21

844 | CHEMBL3651850 | Cclecc(Ne2ne(Ne3eccee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.6908
3n2)c(OC(C)C)cc1C1ICCN(C(=0)Cn2ccnc2)CCl1

845 | CHEMBL3651865 | Cclee(Ne2ne(Nc3eccec3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.8896
3n2)c(OC(C)C)ec1 CICCN(CCC(=O)N2CCC2)CCl1

846 | CHEMBL3357439 | CC(C)S(=0)(=O)clccceclINelnc(Ne2ecce(NC(=0O)CN)e -12.1531
2)ncclCl

847 | CHEMBL1922982 | Cnlcc(/C=C2\C(=0)NN=C2c2nccs2)c2c(OCc3ccc(F)cc3 -10.2129
)eeee21

848 | CHEMBL2042694 | CNS(=0)(=0O)clccceclNelne(Ne2eee3e(c2)CCCC(=0O)N -12.7649
3C)ncclCl

849 | CHEMBL2042696 | CN1C(=0O)CCCc2cc(Nc3ncc(Cl)e(N[C@@H]4CCCC[C -9.5662
@@HJAC(N)=0)n3)ccc21

850 | CHEMBL2042828 | CCNI1C(=0)CCCc2cc(Ne3nce(Cl)c(NedeccecdC(=0)NC -11.7735
)n3)c(0OC)cc21

851 | CHEMBL602074 Cclee(C)e(/C=C2\C(=0O)Nc3ccc(-c4ccencd)cc32)[nH] 1 -7.6876

852 | CHEMBLA4577227 | CC(C)N1CCN(c2cce(-c3n[nH]c4nc(- -12.4832
cScec(O)e(F)cS)eee34)cec2)CC1

853 | CHEMBL4087745 | clcce(Nc2eenc3cece(-c4ccesd)cec23)ecl -7.686

854 | CHEMBL4075012 | CCnlncccl-clcec2e(Ne3cceee3)cenc2el -6.5732

855 | CHEMBL4091441 | Cclcee(Oc2cenc3cc(-c4enn(CSCCNCCS)ce4)cec23)cecl -10.3528

856 | CHEMBL4064669 | Fclceee(Oc2cenc3cc(-c4cnn(CSCCNCCS)cd)cec23)cl -10.2554

857 | CHEMBL5286123 | CCN1Cc2cc(F)ccc20OCC(C)(C)NC(=0O)c2enc3ccclnn23 -10.7348

858 | CHEMBL5291345 | C[C@H]1Nc2cce3nce(n3n2)C(=0)NC2(CC2)COc2ccece -9.9407
21

859 | CHEMBL5287224 | CCC[C@H]1Nc2ccc3nec(n3n2)C(=0)NC2(CC2)COc2cc -8.5099

c(F)cc2l




860 | CHEMBL5279319 | C=CC[C@H]1Nc2ccc3ncc(n3n2)C(=0)NC2(CC2)COc2¢ | -10.2032
cc(F)cc21

861 | CHEMBL5274362 | Cclece2nec3n2ncI N[C@H](C)clec(F)ecclOCC1(CC1)N -10.3933
C3=0

862 | CHEMBL5267527 | CC1(C)COc2ccc(F)cc2CN(C2CCC2)c2cec3nce(n3n2)C( -9.5013
=0)N1

863 | CHEMBL4160182 | CC(OclccenclNclenn(C)el)clecee(C(=O)NCc2cce(F)c( -7.1232
CDc2)cl

864 | CHEMBL4163543 | COclccec(CNC(=0O)c2ccec(C(C)Oc3ccenc3Nc3enn(C)ce3 -7.1845
)c2)el

865 | CHEMBL2064667 | COclcc2e(cclNelnee(Ce(N[C@H3[C@@H](C(N)=0) | -10.4927
[C@@H]4C=C[C@H]3C4)n1)CCC(N1CCOCCI1)CC2

866 | CHEMBL4456099 | CC[C@@H]1C(=0O)N(C)c2cnc(Nc3cee(C4CCN(C)CC4) -9.2724
cc30C)nc2N1CICCCCI1

867 | CHEMBL5291435 | COclcc(N2CCN(C)CC2)ccclNelnee(Cl)e(Ne2eece3e(c2) -10.8866
B(0)OC3)nl

868 | CHEMBL3651843 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.7735
n1)C(=O)N(CICN(C(=0)[C@@H]3CCCN3C)C1)C2

869 | CHEMBL3651858 | COCCNICCC(c2cc(OC(C)C)e(Ne3nc(NedeceeedS(=0)( -11.2343
=0)C(C)C)c4c(C)[nH]nc4n3)cc2C)CC1

870 | CHEMBL3651866 | Cclce(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -11.0968
3n2)c(OC(C)C)ec I CICCN(CCC(=O)N(C)O)CC1

871 | CHEMBL3651874 | Cclcc(Ne2nc(Ne3eccee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.9845
3n2)c(OC(C)C)ecl CICCN([C@@H]2CCS(=0)(=0)C2)
CCl1

872 | CHEMBL1172697 | N#Cclc(SCc2ccc(F)cc2)nc2e(cl-cleces1)CCCC2 -7.656

873 | CHEMBL5170703 | COclcc(N2CCC3(CCNCC3)CC2)ccclNelnee(Chc(Ne2e | -11.6511
cccc2P(C)(C)=0)nl

874 | CHEMBL5195006 | COclcc(N2CCC3(CC2)CNC3)cec1Nclnee(Cl)e(Ne2ccee -11.9266
c2P(C)(C)y=0O)n1

875 | CHEMBL5280251 | O=C(Nclcecc(- -11.6821
n2cc(CNe3ecc(N4CC(0)C4)c(C(=0)N4CCCCC4)c3)nn2
)el)elee(F)ee(F)el

876 | CHEMBL4440381 | Cclcce(- -10.7348
n2¢cc(C(=0)N3CCO[C@@H](C)C3)c3ccc(O[C@@H](C)
c4cec(F)end)ne32)n[nH]1

877 | CHEMBLA4536955 | COclcc(N2CCCNC2=0)ccclNclnce(Cl)c(Ne2eccee2NC -11.8117
(C©)=0O)nl

878 | CHEMBL4174347 | COclcc(- -11.8249
n2cc(CN3CCN(C)CC3)nn2)cec1NcInce(Cl)e(Nc2eccee2
S(=0)(=0)C(C)O)nl

879 | CHEMBLA4468370 | COclcc(NC(=O)N2CCN(CCO)CC2)ccclNclnee(Cl)e(Ne | -11.6312
2ccccc2NC(C)=0)nl

880 | CHEMBL4083663 | Fclcee(Oc2cenc3cc(-c4enn(CSCCNCCS)cd)ecc23)eclF -10.751

881 | CHEMBL4079865 | Nclcce(-c2ccc3c(Nedeeceed)eenc3e2)enl -7.8981

882 | CHEMBL1779202 | CC1(C)c2cc(C3CCN(C4COC4)CC3)ccc2C(=0)c2cl[nH] -12.5152
clec(C#N)cec2l

883 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.4754

3cecec3ce3cde(cScoeccecon2e5c31)C(=0)NC4




884 | CHEMBL1796248 | COCCNI1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@ -8.7475
H]4N)n3)cc2CCl

885 | CHEMBL1796249 | CCS(=0)(=O)N[C@@H]1CCCC[C@H]1NcInc(Nc2cce3 | -10.3552
c(c2)CCN(CCOC)CC3)ncclCl

886 | CHEMBL5177248 | CNC(=O)clccccclNelnc(Ne2eee3c(C(=0)N4CCC(C)CC | -11.9266
4)c(C)[nH]c3c2)neclCl

887 | CHEMBL3356906 | CNC(=0)clccceclNelnc(Ne2ecee(NC(=0)CN)c2)neclC -10.6149
1

888 | CHEMBL1808093 | CC(=0)/C=C/clc(Oc2ccc(NC(C)=0)cc2)nc[nH]c1=0 -7.3438

889 | CHEMBLI1822514 | COCCNI1CCc2ccc(Nc3nccdeee(-cSceeeeS)ndn3)cc2CCl -10.5243

890 | CHEMBL1822518 | CN1CCN(c2ccc(Ne3nccdeee(- -9.3397
c5ccecccSNS(C)(=0)=0)n4n3)cc2)CCl1

891 | CHEMBL3397287 | COclcc(C)ce(-c2nn(CC#N)ce2- -7.0794
c2cc(NCCN3CCOCC3)nc(-c3ccenc3)n2)cl

892 | CHEMBL3398168 | COclcec([C@@]2(O)CCNC[C@@H]20)ccc1Nelnec2cec -8.9369
c(-c3ccecc3N(CO)S(C)(=0)=0)n2nl

893 | CHEMBL1940178 | CCclce2c(ccINICCN(C3CC3)CC1)C(C)(C)el[nH]c3cce( -11.7494
C#N)ccc3c1C2=0

894 | CHEMBLS5200942 | CN1CCC2(CC1)CCN(clece(Ne3nee(Cl)e(NedeceecdP(C -12.2005
)C)=0)n3)c(OC(F)F)c1)CC2

895 | CHEMBLS5179104 | COclcc(C2CCC3(CC2)CCN(C)CC3)ceelNelnee(Cl)e(N -11.8809
c2ccecc2P(C)(C)=0)nl

896 | CHEMBL1922967 | CclnnsclC1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3ccce -11.185
c3F)cl2

897 | CHEMBL1922964 | CclnnsclC1=NNC(=0)/C1=C\clen(C)c2ccecc(OCe3cenc -8.2204
c3)cl2

898 | CHEMBL1922965 | Cclnc(COc2ccce3c2e(/C=C2\C(=O)NN=C2c2snnc2C)cn -7.8334
3C)csl

899 | CHEMBLA4466920 | COclcc(N2CCN(CCCN)C2=0)ccclNclnee(Cl)e(Ne2eee -11.2394
cc2S5(=0)(=0)C(C)C)nl

900 | CHEMBL4849206 | CCclcc2c(ccINICCC(N3CCN(C(=0O)CNcdccecS5c4CN( -7.5567
C4CCC(=O)NC4=0)C5=0)CC3)CCHC(C)(C)cl[nH]c3c
¢(C#N)ccc3c1C2=0

901 | CHEMBL2158517 | COclec(C2CCN(CC(N)=0)CC2)ccclNelnce2e(O)cee(- -11.2879
c3cceee3N(C)S(C)(=0)=0)n2nl

902 | CHEMBL2158511 | CNC(=0O)CNI1CCC(c2ccc(Ne3nccdeee(- -11.3466
cScceec500)Nn4n3)c(0C)c2)CCl1

903 | CHEMBL3286820 | Cclnn(C)c2cl- -12.9846
clenc(N)ce(c1)O[C@H](C)clee(F)eec1C(=O)N(C)C2

904 | CHEMBLA4791950 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -6.6866
C(C)C)ecl C1CCN(CCC(=O)NCCCCNe2ceeee3c2C(=0)
N(C2CCC(=0)NC2=0)C3=0)CCl

905 | CHEMBLA4741115 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.2064
C(C)C)ecl C1CCN(CCC(=O)NCCCCNCC(=0O)Nc2cceee3
c2C(=0)N(C2CCC(=O)NC2=0)C3=0)CCl

906 | CHEMBLA4787978 | Cclce(Nc2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.5699

C(C)C)ce1C1CCN(CCC(=0)NCCOCCNCC(=0)Nc2ccee
3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC]




907 | CHEMBL4785681 | Cclcc(Ne2nee(Cl)c(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -8.3027
C(C)C)eclC1CCN(CCC(=O)NCCOCCNCCC(=0O)Nc2cce
cc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CCl

908 | CHEMBL3985471 | COC(=0O)N1CCN(c2cec(Ne3nc(Nedecc(NSCCN(C(C)=0 | -10.9512
)CC5)cc40C)ncc3F)c(0C)c2)CCl

909 | CHEMBL4091729 | COclcc2ce(cclNclnec(Cl)e(Nc3eceee3S(=0)(=0)C(C)C) -9.6014
nl1)CCcln[nH]c(C)cl-2

910 | CHEMBL3980825 | COcle(Ne2nec(C)e(N[C@H3[C@@H](C(N)=0)[C@@ | -11.4115
H]4C=C[C@H]3C4)n2)ccc2c 1 CCC[C@@H](N1CCN(C)

CC1)C2

911 | CHEMBL2403831 | CC(C)Oclnc(C2CCNCC2)nccINclnee(Cl)c(Ne2cceece2S -10.5508
(=0)(=0)C(C)O)nl

912 | CHEMBL3823836 | COclcc(N2CCC(N3CCN(C)CC3)CC2)c(C)eclNelnee(C -12.8578
1)c(Nc2ceeec2P(C)(C)=0)nl

913 | CHEMBL1778712 | Oclccc(Ne2nenc3ccc(Br)cc23)cecl -7.8648

914 | CHEMBL2403837 | COCCNI1CCC(c2cc(OC(C)C)e(Ne3nee(Cl)e(NedececeedS -10.441
(=0)(=0)C(C)C)n3)cc2C)CC1

915 | CHEMBL4079865 | Nclcee(-c2eec3c(Ncdeeceed)cenc3c2)enl -7.8353

916 | CHEMBL4088426 | clcce(Nc2cenc3cec(-c4cenecd)cec23)ecl -7.3485

917 | CHEMBL4087615 | COclccc(Oc2cenc3ece(-c4enn(CSCCNCCS)cd)eec23)ecl -7.1627

918 | CHEMBLA4086648 | Oclccc(Ne2cenc3ece(-c4ecnn(CSCCNCCS)cd)cec23)ecl -10.7486

919 | CHEMBL3263974 | C=C1CN(C)CCc2ccc(Nc3nec(Cl)e(NedeecccdC(=O)NC) -10.2429
n3)cc21

920 | CHEMBLA4084421 | COclcc2c(cclNelnee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C) -11.7987
n1)CICNCCNICC2

921 | CHEMBL1822516 | CNICCN(c2cce(Nc3necdceec(- -8.7072
cSceeecSC(N)=0)n4n3)cc2)CClI

922 | CHEMBL3929368 | CCN(CCO)CCOclcec2e(c1)C(C)(C)cloc3ceecee3c1C2=0 -8.653

923 | CHEMBL3906889 | CC1(C)c2cc(OC3CCCNC3)ccc2C(=0)c2clocleccec2l -9.4831

924 | CHEMBL3952250 | N#Cclcec2e3c([nH]c2¢1)C1(CCOCC1)clcc(N2CCN(C4 -11.865
CCC4)CC2)c(F)cc1C3=0

925 | CHEMBL3931121 | CCclcc2c(ccINICCC(N3CCOCC3)CC1)C(CY(C)cl[nH] -9.0372
c3cc(NC(=0)c4cccccd)cec3c1 C2=0

926 | CHEMBL3972807 | COcle(Ne2nee(Cl)e(N[C@H]3[C@@H](C(N)=0O)[C@@ | -10.6699
H]4C=C[C@H]3C4)n2)ccc2c 1 CCC[C@H](N1CCN(CC
0)CC1)C2

927 | CHEMBLA4166436 | COclcc(- -12.0882
n2cc(CN3C[C@@H](C)N[C@@H](C)C3)nn2)ccc1Ncln
cc(Cl)e(Nc2eeeee2S(=0)(=0)C(C)C)nl

928 | CHEMBL1778715 | Oclcccecl-clnc(Ne2cee(Cl)ee2)c2ceccee2nl -7.3608

929 | CHEMBLA4537507 | C[C@@H](Oclcc(- -10.4481
c2cen(Cc3cccee3)ce(=0)c2)enc1N)elc(Clyeec(F)elCl

930 | CHEMBL1946608 | COclccceclNelne(Ne2ecc(N3CCN(C)CC3)ee2)neclCl -10.8609

931 | CHEMBL1946799 | CNC(=0)clccc2ecINelne(ncclCl)Neleee(N3CCN(C)C -8.3976
C3)c(c1)CC2

932 | CHEMBL4065208 | Oclcec(Oc2cenc3cc(-c4cnn(CSCCNCCS)ce4)cec23)ecl -11.0494

933 | CHEMBL4067168 | clcce(Nc2cenc3cec(-c4cceecd)ccc23)ccl -7.9027

934 | CHEMBL4092349 | Fclcece(Ne2cene3cc(-c4enn(CSCCNCCS)cd)cec23)cl -8.932




935 | CHEMBL1946799 | CNC(=0O)clccc2ecINelne(nccl ClI)Neleee(N3CCN(C)C -10.5749
C3)c(c1)CC2

936 | CHEMBL3651834 | CC(C)Oclcc2c(ccINelnee(Cl)c(Ne3ceeee3S(=0)(=0)C3 -10.6112
CCCCC3)n1)C(=O)N(CICCN(C(=O)CN(O)YO)CCHC2

937 | CHEMBL1922974 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3c(F)e | -11.7735
cc(Cl)c3F)cl12

938 | CHEMBL1922987 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2¢c(OCc3cc(F)cce3 -11.0197
F)ccee2l

939 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3eccee3S(=0)(=0)C(C)C)n2)c(O -12.2005
C(C)C)eclCICCNCCI

940 | CHEMBLA4559485 | C[C@@H](Oclcc(- -10.4201
c2cen(CCN(C)C)e(=0)c2)encIN)elce(Cl)eee(F)c1Cl

941 | CHEMBLA4559485 | C[C@@H](Oclcc(- -10.8609
c2cen(CCN(C)C)e(=0)c2)enc1N)elce(Cl)eee(F)e1Cl

942 | CHEMBLA4586704 | C[C@@H](Oclcc(- -10.8896
c2cen(C)e(=0)c2)encIN)elc(Cleee(F)c1Cl

943 | CHEMBL5283829 | COclcc(Ne2nce(Ne3eecc(NACCC(N(C)C)CC4)ee30C)nce -10.0965
2Cce(B(0)0O)cl

944 | CHEMBLA4875115 | CCclcc2e(ccIN1CCN(C(=0)CNc3ccecdc3C(=O)N(C3C -6.9009
CC(=0)NC3=0)C4=0)CC1)C(C)(C)c1[nH]c3cc(C#N)cc
c3c1C2=0

945 | CHEMBL3945332 | COcle(Ne2nee(Che(N[C@H3[C@@H])(C(N)=0)[C@@ | -11.5663
H]4C=C[C@H]3C4)n2)ccc2c 1 CCC[C@H](N1CCOCCTI)
C2

946 | CHEMBL4536955 | COclcc(N2CCCNC2=0)ccc1Nclnce(Cl)e(Ne2eccce2NC -11.7613
(C)=0)nl

947 | CHEMBL4067908 | N#Cclcce(Ne2cene3cc(-c4enn(C5CCNCCS)cd)cec23)cecl -8.1963

948 | CHEMBL3889838 | CCclnc(C(N)=0)c(Nc2eec(OC)c(N3CCN(C)CC3)ce2)ncl -13.6702
N[C@H]1CC[C@H](O)CC1

949 | CHEMBL601719 C[C@@H](Oclce(- -10.7822
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

950 | CHEMBL3934099 | COclc(Nc2nce(Cl)e(Nc3cececee3- -10.9196
n3ccen3)n2)ccc2c 1 CCCC(N1ICCN(CCO)CC1)C2

951 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Clye( -11.786
Nc2cecec2P(C)(C)=0)nl

952 | CHEMBL3974835 | CCCclcc2e(ccINICCN(C3CCC3)CCC(C)(C)cl[nH]e3 | -12.4132
cc(C#N)cec3c1C2=0

953 | CHEMBL3945435 | CC1(C)c2cc(N3CCC(N4CCCC4)CC3)cec2C(=0)c2cl[n -10.6549
H]clnceec21

954 | CHEMBL3890509 | CCclcc2c(ccINTCCN(C3CCC3)CC1)C(C)(C)el[nH]c3n -12.3903
c(C#N)cce3cl1C2=0

955 | CHEMBL3963168 | CC1(C)c2cc(OCC(=O)N3CCNCC3)cec2C(=0)c2cl[nH]c | -11.9932
Icc(C#N)ceece21

956 | CHEMBL3687205 | CC(C)clnc(C(N)=0)c(Nc2ccc(N3CCC(NA4CCN(C)CC4) -13.8564
CC3)c(C(F)(F)F)c2)ncIN[C@H]1CC[C@H](O)CC1

957 | CHEMBL3687208 | CCclnc(C(N)=0)c(Nec2cec(N3CCN(C4CC4)CC3)c(C(F)( -12.803
F)F)c2)ncIN[C@H]1CC[C@H](0)CC1

958 | CHEMBL4208852 | CNclnce2c(- -9.5329

c3ccc(NACCN(C)CC4)nc3)nn(CC3CCCC3)c2nl




959 | CHEMBL1796242 | COclcc(N2CCOCC2)cccINcelnee(Cl)e(N[C@@H]2CCC | -11.3466
C[C@H]2NS(C)(=0)=0)n1

960 | CHEMBL1779195 | CC1(C)c2cc(OCCNC(N)=0)ccc2C(=0)c2cl[nH]clec(C# | -10.7538
N)cee21

961 | CHEMBL3903395 | CC1(C)c2cc(OCC(=O)NCCC#N)ccc2C(=0O)c2cl[nH]clc -10.0307
¢(C#N)ccce21

962 | CHEMBL3934973 | CN(C)S(=0)(=0)Oclccc2e(c1)C(C)(C)cl[nH]c3cc(CHN) -10.3418
ccc3clC2=0

963 | CHEMBL1796257 | COCCNI1CCc2cc(Ne3nee(Cle(N[C@@H]4CCCC[C@H -12.0882
JAN(CO)S(C)(=0)=0)n3)c(OC)cc2CC1

964 | CHEMBL1779097 | CCOclccc2c3c(oc2c1)C(C)(C)elecc(OCCN(CC)CC)eccl -8.3297
C3=0

965 | CHEMBL1778718 | Cclece(-c2ccec(N)c2)c(/C=C2\C(=0)Nc3cceee32)[nH]1 -10.2247

966 | CHEMBL2158523 | COclccc(N2CCN(C)CC2)cclNclnec2eece(- -10.7124
c3ccecc3N(C)S(C)(=0)=0)n2nl

967 | CHEMBL1779192 | CCN(CC)CCOclcec2e(c1)C(C)(C)ecl[nH]c3cc(C#N)eee3 -11.484
c1C2=0

968 | CHEMBL5171152 | COclec(N2CCC3(CCN(C)CC3)CC2)c(ClcelNelnee(Cl) | -12.5152
c¢(Nc2ceeec2P(C)(C)=0O)nl

969 | CHEMBL2403840 | Cclce(Nc2nec(Cl)e(Nc3eecee3S(=0)(=0)C(C)C)n2)c(O -10.0007
C(C)C)ecl CICCN(CC(=0)O)CC1

970 | CHEMBL2403367 | COclccc2e(cl)/C(=C/clcc3e([nH]1)CCN(C(C)=0)C3)C( -8.2602
=0)N2

971 | CHEMBLA4790721 | CN1ICCN(Cc2nc3ccc(Ncdnce(Cl)e(NeSceeeeSC(=O)N(C) | -11.9426
C)n4)cc3[nH]2)CC1

972 | CHEMBLA4760756 | CCC(C)nlc2cc(N3CCN(C)CC3)c(OC)cc2e(=0)c2c3cec( -11.7377
C#N)cc3[nH]c21

973 | CHEMBL3115500 | CNICCN(c2cee(-c3cccd4ncSence(- -6.4358
c6ccc(NTCCN(C)CCT)eecb)n5c4ce3)cc2)CCl

974 | CHEMBLA4748361 | COclcc(OCC2CCCO2)ccclNelnee(Cl)e(Ne2eccce2NS( -12.0882
C)(=0)=0O)n1

975 | CHEMBL3822499 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ceclINelnee(Clye( -12.7711
Nc2cceec2C(C)O)nl

976 | CHEMBL3823864 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cecclNelnee(Clye( -12.3827
Nc2cceec2C#N)nl

977 | CHEMBL3823603 | COclcc(OC2CCN(C)C2)cec1Nelnee(Cl)e(Ne2eccee2P( -13.4478
C)(C)=0)nl

978 | CHEMBL3822973 | COclccceclNcelnee(Cl)e(Ne2eeeee2S(=0)(=0)C(C)C)nl -12.3079

979 | CHEMBL3823268 | COclcc(P(C)(C)=0O)ccclNclIncc(Cl)e(Nc2ecccc2C(N)=0 | -13.0025
)nl

980 | CHEMBL4103197 | clcece(Nc2eenc3cc(-c4ecnn(C5SCCNCCS)ced)cec23)ecl -8.408

981 | CHEMBL4095442 | Cnlcc(-c2ccc3c(Nedecceed)cenc3c2)enl -7.3981

982 | CHEMBL4076799 | Cclccc(Ne2ceenc3ee(-c4enn(CSCCNCCS)cd)cee23)cecl -9.4982

983 | CHEMBL3785999 | Cclce(Nc2nee(Cl)e(Ne3en(C)ne3S(C)(=0)=0)n2)c(OC( -9.9664
C)C)eclC1CCNCCI

984 | CHEMBL3785304 | Cclce(Ne2nene(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c(OC -10.5576
2CC2)cc1CICCN(O)CCI

985 | CHEMBL3785607 | Cclce(Nc2nec(Cl)e(Ne3en(C)nc3S(=0)(=0)C(C)C)n2)c( -11.4115

0C2CC2)cc1 C1CCS(=0)(=0)CC]1




986 | CHEMBL3786892 | COclcc2ce(cclNclncc(Cl)e(Nc3eceee3S(=0)(=0)C(C)C) -12.5152
n1)CCC(N)C2(C)C

987 | CHEMBLA4087615 | COclccc(Oc2cenc3ce(-c4enn(CSCCNCCS)c4)cec23)ecl -10.4597

988 | CHEMBLA4085274 | clccc(Ne2cenc3cee(-c4enn(CSCCOCCS)cd)cec23)cecl -7.8958

989 | CHEMBLA4065208 | Oclccc(Oc2cenc3ec(-c4ecnn(CSCCNCCS)cd)cec23)ecl -11.7494

990 | CHEMBL4065208 | Oclcee(Oc2cenc3cc(-c4cnn(CSCCNCCS)ce4)cec23)ecl -11.5576

991 | CHEMBL4066413 | clcce(Nc2eenc3cec(-c4cn[nH]c4)cee23)ccl -7.1697

992 | CHEMBL4075012 | CCnlncccl-clecc2ce(Ne3eecee3)eenc2el -6.4487

993 | CHEMBL4102556 | FclceceelOcleenc2ec(-c3cnn(C4CCNCC4)ce3)cecl2 -10.6557

994 | CHEMBL4750810 | CCN1CCN(CCS(=0)(=0)c2ccc(Ne3nce(Cl)c(Nedeceecd -10.9845
S(=0)(=0)C(C)C)n3)c(OC)e2)CC1

995 | CHEMBLA4748361 | COclcc(OCC2CCCO2)ccclNelnee(Cl)e(Ne2eecce2NS( -12.0295
C)(=0)=0O)nl

996 | CHEMBLA4852786 | CN1CCN(C(=0)c2cc(NC(=0)[Ca@@H]3CCCN3c3nc(Nc | -10.2429
4ec(F)ec(F)ed)nee3Cl)ecc2N2CCOCC2)CC1

997 | CHEMBL3218851 | CN1CCN(c2ccc(- -11.911
c3ncdc(N[C@H]5[C@@H](C(N)=0)[Co@H]6C=C[C@
H]5C6)c(Cl)enc4[nH]3)cc2)CC1

998 | CHEMBL5178030 | Cclcc(Ne2nee(Clc(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -11.6119
C(C)C)ecl1CICCN(C(=0O)SCC(=S)N2CCN(Cco)cez)c
Cl

999 | CHEMBL3651835 | CC(C)Oclcc2e(cc1Nelnee(Cl)e(Ne3cceee3S(=0)(=0)C3 -12.338
CCC3)n1)C(=O)N(C1CCN(C(=O)CN(O)O)CC1)C2

1000 | CHEMBL1946608 | COclcccecINclnce(Ne2ece(N3CCN(C)CC3)ee2)ncclCl -9.9283

1001 | CHEMBL3687213 | CCclnc(C(N)=0)c(Nc2cee(N3CCC(N4CCN(C)CC4)CC -12.068
3)c(C)c2)nc INCICCC(O)(CO)CCI

1002 | CHEMBL4516801 | Cclcce(- -12.4029
n2cc(C(=0)N(C)C)c3cce(N[C@@H](C)cdcee(F)end)nc3
2)[nH]n1

1003 | CHEMBL4586773 | Cclcc(- -10.5407
n2cc(C(=0)N3CCN(C)CC3)c3cce(N[C@@H](C)cdcee(F
)end)nc32)[nH]n1

1004 | CHEMBLA4756825 | CC(C)Cclec2e(=0)c3cdcce(C#HN)cc4[nH]c3n(C(C)C)c2e -12.2005
cINICCN(C)CC1

1005 | CHEMBLA4741676 | CC(C)nlc2cc(N3CCN(C)CC3)ccc2e(=0)c2c3cec(CH#N)ce | -10.8808
3[nH]c21

1006 | CHEMBL4748562 | CC(C)nlc2cc(N3CCC(N4CCOCC4)CC3)cec2e(=0)c2c3 -10.6993
ccc(C#N)cc3[nH]c21

1007 | CHEMBLA4785020 | CC(C)nlc2[nH]c3cc(C#N)cec3e2e(=0)c2ec(F)c(N3CCN( | -11.6025
C)CC3)c(F)c21

1008 | CHEMBL5095068 | COclcc(N2CCC3(CCN(C)CC3)CC2)cecclNelInce(Cl)e(N | -12.4381
c2ccecc2P(C)(C)=0)nl

1009 | CHEMBL5178402 | COclcc(N2CCC3(CCN(C)CC3)CC2)ccclNelnee(Cl)e(N -12.2256
c2ccecc2P(C)(C)=S)nl

1010 | CHEMBL5285159 | O=C(Nclccce(- -11.959

n2cc(CNc3ccc(N4CCC(0)CC4)c(C(=O)N4CCCC4)c3)nn
2)c1)clce(F)ec(F)el




1011 | CHEMBL5285159 | O=C(Nclccce(- -11.5841
n2cc(CNe3ecc(N4CCC(0O)CC4)e(C(=O)N4CCCC4)c3)nn
2)c1)clce(F)ec(F)el

1012 | CHEMBL3218846 | COclccc(- -9.5044
c2nc3c(N[C@HJ4[C@@H](C(N)=0)[C@@H]5C=C[C@
H]4C5)c(Cl)enc3[nH]2)ccl

1013 | CHEMBL3218857 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccl- -12.934
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1014 | CHEMBL3218855 | COclcc(N2CCN(C)CC2)cccl- -11.484
clnc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1015 | CHEMBL4099660 | COclcc(CCN(C)C)e(C)eclNclnee(Cl)e(Nc2eceee2S(=0) | -13.1221
(=0)C(C)O)nl

1016 | CHEMBLA4794675 | CCNC(=O)N1CCc2cc(OC)c(Nc3nce(Cl)c(NedeceecdS(= -11.3466
0)(=0)C(C)C)n3)cc2Cl

1017 | CHEMBL4765021 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.3466
nl)CCN(CCO)C2

1018 | CHEMBLA4760370 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -8.7209
n1)CCN(C)C2

1019 | CHEMBLA4743579 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -13.644
nl)CNCC2

1020 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.8459
C(C)C)eclC1CCNCCI

1021 | CHEMBL3822672 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINclnee(Clye( | -12.9421
Nc2ceeee2S(=0)(=0)N(C)C)nl

1022 | CHEMBL3824185 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ceclNelnee(Cl)e( | -11.3528
Nc2ceeee2)nl

1023 | CHEMBL4066413 | clccc(Nc2ceenc3ece(-c4en[nH]c4)cee23)ecl -7.0734

1024 | CHEMBL3651848 | Cclce(Ne2ne(Nc3eceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -11.5663
3n2)c(OC(C)C)ec I C1ICCN(C(=O)CN(C)O)CC1

1025 | CHEMBL3651867 | CNC(=O)CCNICCC(c2cc(OC(C)C)c(Ne3nc(NcdeeceeedS | -10.7822
(=0)(=0)C(C)C)c4ce(C)[nH]nc4n3)cc2C)CC1

1026 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.014
C(C)C)eclCICCNCCI

1027 | CHEMBLS5198409 | C#CCNICCN(c2cce(-c3cec4[nH]cSncee(- -7.3861
c6cec(Cc7eccec)ech)cSc4ce3)cc2)CCl

1028 | CHEMBL3286832 | C[C@H]10c2nc(cnc2N)- -10.4201
c2c(nc3cec(CH#N)en23)CN(C)C(=0)c2ccc(F)cc21

1029 | CHEMBL3263977 | CNC(=O)clcceeclNelnce(Ne2ee3ce(cc20OC)CCN(C)CCC -11.0197
CC3)ncclCl

1030 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -6.32
C(C)C)eclCICCNCCI

1031 | CHEMBL2403108 | Cclcc(Ne2nee(Cle(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -5.7314
C(C)C)cclC1ICCNCCI

1032 | CHEMBL4279793 | CC(C)Oclnc(N2CCN(C)CC2)ccclNclInce(Cl)e(Ne2ceccee -7.5437
c2NS(C)(=0)=0)nl

1033 | CHEMBL4291608 | COclnc(N2CCN(CCO)CC2)ccclNclInee(Cl)e(Ne2cccee2 -7.7935

NS(C)(=0)=0)n1




1034 | CHEMBL3582427 | N#Cclcce(-c2enc3cec(NCedeccecd)nn23)ccl -7.5437

1035 | CHEMBLA4581316 | C=CC(=O)Nclcc(Nc2ncc(I)c(Ne3eccec3P(C)(C)=0)n2)c -10.4775
(OC)ccIN(C)CCN(O)C

1036 | CHEMBL1642255 | COCCN1CCc2cc(Nc3ncc(Cl)e(Nedeee(NSCCOCCS)cc4 -9.6785
0C)n3)c(0OC)cc2CCl1

1037 | CHEMBL4095442 | Cnlcc(-c2ccc3c(Ncdeccccd)cenc3c2)enl -7.5515

1038 | CHEMBL1796256 | COCCN1CCc2ccc(Nc3nec(Cl)e(NC4CCCCC4)n3)ecc2CC | -10.0813
1

1039 | CHEMBL1164181 | CN1CCN(c2cce(- -11.2879
c3cencde(c3)N(Ce3cec(Clheec3CHCCN4)en2)CCl

1040 | CHEMBL1163567 | COC1CCN(C(=0)c2ccc(- -9.0018
c3cnc4e(c3)N(Ce3cc(Cleec3C(F)(F)F)CCN4)cc2)CCl

1041 | CHEMBLA4854103 | CN1CCN(c2cce(NC(=0)[C@@H]3CCCN3c3nc(Ncdee( -10.5243
F)cc(F)c4)nce3CHec2C(=0)N2CCSCC2)CCl1

1042 | CHEMBL4794942 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.338
n1)CN(CCO)CC2

1043 | CHEMBLA4780333 | CC(C)COclecc2c(ccINelnee(Cl)c(Ne3ceceee3S(=0)(=0) -12.6526
C(C)C)n1)CCNC2

1044 | CHEMBLA4782674 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.7649
n1)CCNC2

1045 | CHEMBLA4758611 | CC(C)Oclcc2e(cclNelnee(Cl)e(Ne3eeece3S(=0)(=0)C( -11.185
C)C)n1)CCNC2

1046 | CHEMBL4746688 | CN(C)C(=0)clcccccINelne(Ne2cee3nc(CN4CCCC4)[n -11.1709
H]c3c2)ncclCl

1047 | CHEMBL2403108 | Cclcc(Ne2nee(Cle(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -9.5942
C(C)C)cclC1ICCNCCI

1048 | CHEMBL4851806 | CCclec2ce(ccIN1ICCC(N3CCN(CCCC#Cc4ecec5¢4CN(C -5.7075
4CCC(=0O)NC4=0)C5=0)CC3)CC1HC(C)(C)cl[nH]c3cc(
C#N)ccc3c1C2=0

1049 | CHEMBLA4781279 | COclcc2ce(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -11.0571
nl)CN(CCN(C)C)CC2

1050 | CHEMBLA4762215 | COclcc2c(cclNelnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -12.5152
n1)CC[N+](C)(C)C2.[1-]

1051 | CHEMBLA4752172 | COclcc2ce(cc1NclInce(Cl)e(Ne3ceecee3S(=0)(=0)C(C)C) -10.6699
n1)CN(C(=0)CO)CC2

1052 | CHEMBLA4782674 | COclcc2c(cclNclnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -12.4381
n1)CCNC2

1053 | CHEMBL3890564 | CNC(=O)clccceclNelnce(Ne2eee3e(c20C)CCCC(N2CC -12.0111
N(CCO)CC2)C3)ncclCl

1054 | CHEMBLA4795124 | CC(C)Oclcc2e(=0)c3cdccc(C#N)cc4[nH]e3n(C(C)C)c2e -11.6821
cINICCN(C)CCI

1055 | CHEMBLS514873 COclcc2c(ccINelne(Ne3cesc3C(N)=0)c3cc[nH]c3n1)N( | -13.3293
C(=EO)CN(O)O)CC2

1056 | CHEMBLA4088426 | clccc(Nce2cenc3ec(-c4cencecd)cee23)ecl -7.8627

1057 | CHEMBLA4073635 | Brclcce2c(Ne3cceec3)cenc2cel -5.932

1058 | CHEMBL3687224 | CC(C)clnc(C(N)=0)c(Nc2cee(N3ICCN(C)CC3)ec2)ncIN | -11.8384
CICCOCCI

1059 | CHEMBL3651831 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.185

C(C)C)cc1C1CCN(C(=0)[C@@H]2CCCN2)CC1




1060 | CHEMBL3805214 | C[C@@H](clcc(F)cc(F)cl)clcee2[nH]ne(NC(=0O)c3cee( -10.9512
N4CCN(C)CC4)cc3NC3CCOCC3)c2cl

1061 | CHEMBL2042831 | CCN1C(=0)CCCc2clccc(Nelnee(Clhe(Ne3ceeee3S(=0)( | -10.1936
=0)N(C)C)n1)c20C

1062 | CHEMBL3398174 | COclce([Ca@@H]2CCN(CCO)C[C@@H]20)ccc1Ncelne -12.0882
c2cce(-c3ccecc30C)n2nl

1063 | CHEMBL3398173 | COclcc([C@@H]2CCN(CC(N)=0)C[C@@H]20)cccIN | -11.0968
clncc2ccc(-c3cccec30C)n2nl

1064 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -10.5749
C(C)C)eclCICCNCCI

1065 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.9864
C(C)C)eclC1ICCNCCI

1066 | CHEMBL4174347 | COclcc(- -11.4324
n2cc(CN3CCN(C)CC3)nn2)cec1Nelnce(Cl)e(Nc2eccee2
S(=0)(=0)C(C)O)nl

1067 | CHEMBL601719 C[C@@H](Oclce(- -7.0916
c2cnn(C3CCNCC3)c2)encIN)ele(Cleee(F)c1Cl

1068 | CHEMBL4170674 | COclcc(Nc2ec(OC(C)e3ccee(C(=0O)NCcéceee(C)ecd)e3)c -7.1774
cn2)cc(0C)c10C

1069 | CHEMBL3263982 | CNC(=O)clccceelNelne(Ne2eee3e(c2)C(C)CN(C(C)=0 -10.3193
)CC3)ncclCl

1070 | CHEMBL4170026 | Cclccc(CNC(=0)c2ccec(C(C)Oc3cenc(NN4CCOCC4)c3 -7.3292
)c2)eel

1071 | CHEMBL4160169 | CC(Oclcene(Nc2enn(C)c2)cl)cleccc(C(=O)NCce2cc(F)cc -7.5567
(F)c2)cl

1072 | CHEMBL4160581 | CC(C)Oclece(- -11.911
¢2nc(CN3CCN(CCO)CC3)es2)cec1NeInce(Clye(Ne2ceccee
c2S(=0)(=0)C(C)O)nl

1073 | CHEMBLA4739938 | Cclece(Nc2cec(Ne3ceeee3S(=0)(=0)C(C)C)ne3[nH]ccc23 -9.546
)c(OC(C)C)ecl C1ICCN(C)CC1

1074 | CHEMBLA4762861 | Cclce(Nc2ne(Nc3ceeee3S(=0)(=0)C(C)C)c3e(C)n[nH]c -11.7735
3n2)c(OC(C)C)ecc1C1ICCNCC1

1075 | CHEMBL4743188 | CS(=0)(=0O)NclccceclNelnce(Ne2eee3ne(CN4CCCCC4) -11.454
[nH]c3c2)ncclCl

1076 | CHEMBLA4762173 | CCNC(=0O)N1CCc2cc(Nc3nce(Cl)e(NedcecccdS(=0)(=0O -12.338
)C(C)C)n3)c(0OC)cc2Cl1

1077 | CHEMBLA4782674 | COclcc2c(cclNclnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -11.6716
nl)CCNC2

1078 | CHEMBL4743579 | COclcc2ce(cc1Nclnce(Cl)e(Ne3ceecee3S(=0)(=0)C(C)C) -13.2432
n1)CNCC2

1079 | CHEMBLA4782674 | COclcc2c(cclNclnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -12.3079
n1)CCNC2

1080 | CHEMBL3286816 | Cnlncc2cl-clene(N)c(c1)OCcelce(F)cecc1OCCC2 -10.0212

1081 | CHEMBL3286817 | Cnlncc2cl-clene(N)c(c1)OCclee(F)ccc1OCCCC2 -8.908

1082 | CHEMBL3286826 | COclnn(C)c2cl- -14.1245
clenc(N)c(n1)O[C@H](C)elcc(F)ecccl C(=O0)N(C)C2

1083 | CHEMBL3286808 | COclccc(F)ccl[C@@H](C)Oclec(-c2cnnn2C)encIN -7.7935

1084 | CHEMBL3286817 | Cnlncc2cl-clene(N)c(c1)OCclec(F)eccclOCCCC2 -7.7116




1085 | CHEMBL3286822 | Cclnn(C)c2cl- -9.947
clene(N)c(c1)OCcelce(F)eec1C(=0)N(C)C2

1086 | CHEMBLA4757036 | COclcc2c¢(cclNclnec(Cl)e(Ne3eecec3S(=0)(=0)C(C)C) -11.3466
nl)CCN(C(=0)CO)C2

1087 | CHEMBLA4755723 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.6699
n1)CCN(C(C)=0)C2

1088 | CHEMBL1947001 | COclcc(N2CCN(C)CC2)c2cc1Nclnce(Cl)e(nl)Nelcee(ce -9.816
cIN(C)S(C)(=0)=0)/C=C\2

1089 | CHEMBL1822520 | COclcc(N2CCN(C[C@H](C)O)CC2)ceclNclnce2eece(- -11.7735
c3cceec30C)n2nl

1090 | CHEMBL1779193 | CC1(C)c2cc(OCCN3CCS(=0)(=0)CC3)ccc2C(=0)c2cl| -11.959
nH]clce(C#N)cec21

1091 | CHEMBL1779197 | CC1(C)c2cc(N3CCOCC3)ccc2C(=0)c2cl[nH]clec(C#N) | -10.9677
ccc2l

1092 | CHEMBL1940176 | CC1(C)c2ccc(N3CCN(C4CC4)CC3)ec2C(=0)c2cl[nH]c -9.4072
Icc(C#N)eee21

1093 | CHEMBL1778722 | Cclece(- -9.9994
c2cccc(NCCN)e2)c(/C=C2\C(=0O)Nc3cccec32)[nH]1

1094 | CHEMBL1779199 | CC1(C)c2cc(N3CCN(S(C)(=0)=0)CC3)ccc2C(=0)c2cl| -10.5341
nH]clce(C#N)cec21

1095 | CHEMBL2403842 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.7628
C(C)C)ecICICCN(C(=0O)CN(O)O)CCI

1096 | CHEMBL3785774 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -11.454
n1)CC/C(=N\N1CCN(C)CC1)C2(C)C

1097 | CHEMBL3735531 | CCclec2e(ccIN1ICCC(N(C)C3COC3)CC1)C(C)(C)el[nH | -11.3782
Jc3ce(C#N)cee3c1C2=0

1098 | CHEMBL3735314 | CCclec2e(cclC1=CCN(C(=0)C3COCCN3)CC1)C(C)(C -11.9426
)cl[nH]c3cc(C#N)eee3c1C2=0

1099 | CHEMBL3286819 | C[C@H]10c2cc(cnc2N)- -12.8298
c2¢(nn(C)c2CH#N)CCCOc2ccc(F)cc21

1100 | CHEMBL3286822 | Cclnn(C)c2cl- -11.6215
clenc(N)c(c1)OCclec(F)eecc I C(=O)N(C)C2

1101 | CHEMBL3263970 | CNC(=0)clccceclNelnc(Ne2ceee3ce(c2)C(c2cceec2)CN( -11.1393
C)CC3)ncclCl

1102 | CHEMBL2403108 | Cclcc(Ne2nee(Cle(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.338
C(C)C)cclC1CCNCCI

1103 | CHEMBL2042827 | CCN1C(=0)CCCc2clccc(Nelnee(Cl)c(Ne3ceeee3C(=0) -11.2879
NC)nl)c20C

1104 | CHEMBL3426891 | CN1CCN(c2ccc(Ne3nee(Cl)e(NC[C@H]4CCCO4)n3)cc2 -9.7079
)CCl1

1105 | CHEMBL3218856 | COclcc(N2CCC(N3CCOCC3)CC2)cccl- -13.4863
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1106 | CHEMBL3735384 | CCclcc2c(ccIN1ICCN(CC3CCOCC3)CCHC(C)(C)el[nH | -11.8384
Jc3cc(C#N)cee3c1C2=0

1107 | CHEMBL4753667 | CN(C)Cclnc2cce(Ne3nee(Cl)e(NedeecccdC(=O)N(C)C)n | -11.5752
3)cc2[nH]1

1108 | CHEMBLA4743188 | CS(=0)(=0O)NclccceccINelne(Ne2cee3nc(CN4CCCCC4) -11.5576

[nH]c3c2)ncclCl




1109 | CHEMBLA4745560 | CCC(C)Oclcc2c(ccINelnce(Cl)c(Ne3ceeee3S(=0)(=0) -12.6526
C(O)O)n1)CCNC2

1110 | CHEMBLA4757036 | COclcc2c(cclNclncc(Cl)e(Ne3eecec3S(=0)(=0)C(C)C) -12.7649
nl)CCN(C(=0)CO)C2

1111 | CHEMBL4764866 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.3552
n1)CN(C(C)=0)CC2

1112 | CHEMBLA4756562 | COclcc2c¢(cclNclncc(Cl)e(Ne3eecec3S(=0)(=0)C(C)C) -8.408
nl)CCN(CCN(C)O)C2

1113 | CHEMBLA4782674 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.0882
n1)CCNC2

1114 | CHEMBL3357442 | CN(clcceeelNelne(Ne2eece(NC(=0O)CN)e2)ncclCIHS(C) | -11.5076
(=0)=0

1115 | CHEMBL3357447 | CC(C)S(=0)(=0)clccecccINeclne(Ne2ecee(NC(=0)C(C)( -11.7148
C)N)c2)ncclCl

1116 | CHEMBL3917455 | COclc(Ne2nee(Cle(N[C@H]3[C@@H](C(N)=0)[C@@ | -10.5083
H]4C=C[C@H]3C4)n2)ccc2cICC(N1CCOCCI1)CCC2

1117 | CHEMBL3953048 | COclc(Ne2nee(Cl)e(Ne3ccece3NS(C)(=0)=0)n2)ccc2el -10.9845
CCCC(NICCN(CCcO)CC1)C2

1118 | CHEMBL3895817 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Clye(Nc2ece -11.0571
(N3CCN(C(=0)CO)CC3)cc20C)n1

1119 | CHEMBL3971353 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(F)e(Nc2ceee( -11.2879
N3CCN(CCO)CC3)cc20C)n1

1120 | CHEMBL3904285 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInc(Nc2eee(N3C -9.4801
CN(C(C)=0)CC3)cc2)ncclCl

1121 | CHEMBL3898320 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2eee -9.2495
(N3CCN(C(=0)OC(O)(C)O)CC3)cc20C)n1

1122 | CHEMBL3958866 | CCOclcc(N2CCN(C(C)=0)CC2)cccINclne(Nc2cee(N3 -10.7822
CCN(C(C)=0)CC3)cc20C)ncclCl

1123 | CHEMBL3949131 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2eee -8.5099
(N3CCN(C(C)=0)CC3)cc20Cc2ccccc2)nl

1124 | CHEMBL3911373 | CC(=O)N1CCN(c2ccc(Ne3nec(C(F)(F)F)e(Nedcec(NSC -10.2638
CN(C(C)y=0)CCS5)cc4OC(F)F)n3)c(OC(F)F)c2)CCl1

1125 | CHEMBL3973750 | COclcc(N2CCN(CCO)CC2)cccINelnee(Cl)e(Ne2eee(N -10.8896
3CCN(C(C)=0)CC3)cc200)n1

1126 | CHEMBL3899182 | COC(=O)N1CCN(c2ccec(Ne3nee(Cl)e(Nedeec(NSCCN(C -11.3466
(C)=0)CC5)cc40C)n3)c(0OC)c2)CCl1

1127 | CHEMBL3953919 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Nc2cee -11.911
(N3CCN(C(=0)CO)CC3)cc2OC(F)F)nl

1128 | CHEMBL3890271 | CCN(CC)CCOclcee2e(c1)C(C)(C)ele(c3eceee3nlS(C)(= -9.6322
0)=0)C2=0

1129 | CHEMBLA4784162 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.6716
C(C)C)ccl CICCN(CCC(=0)0O)CCI

1130 | CHEMBL4279793 | CC(C)OcInc(N2CCN(C)CC2)ccclNclnee(Cl)c(Ne2ceeee -7.1297
c2NS(C)(=0)=0)nl

1131 | CHEMBL4105497 | COclccc(Ne2cenc3ee(-c4ecnn(CSCCNCCS)cd)cee23)ecl -8.8816

1132 | CHEMBL4067871 | OC[C@H](Nclenc(-c2cc(Cl)cee20)c(- -9.967
c2ccc3encec3ce2)cl)cleceecd

1133 | CHEMBLA4074115 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.2314

nl)c(=0)[nH]clcccccl2




1134 | CHEMBL4062738 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.5329
nl)c(=0)n(OC)clcceec2l

1135 | CHEMBLA4747624 | COclcc2c¢(cclNclnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -10.3552
n1)CN(S(N)(=0)=0)CC2

1136 | CHEMBL4764107 | CCclcc2c(=0)c3cdccc(CH#N)cc4[nH]c3n(C(C)C)c2ecIN1 -12.3079
CCN(C)CC1

1137 | CHEMBLA4755960 | COclcc2c(=0)c3cdccc(CHN)ec4[nH]e3n(C(C)C)c2ccIN1 -11.7987
CCN(C)CC1

1138 | CHEMBL4741967 | COclce(SCc2ccc(CN3CCCC3)o2)cccINelnee(Cl)e(Ne2e | -12.0111
cccc2NS(C)(=0)=0)nl

1139 | CHEMBL1796258 | CCN([C@@H]1CCCC[C@H]1Nclnc(Nc2cc3c(cc20C)C -9.6785
CN(CCOC)CC3)nccl CHS(C)(=0)=0

1140 | CHEMBL549826 Brcleec2[nH]c3ce(c2¢c1)CCN(CC(clececcl)elcccccl)eln -7.5186
cce(Del-3

1141 | CHEMBL557491 Oclcec(CCN2CCce3c([nH]c4cce(Br)cc34)- -7.3861
c3c(I)cene32)ecl

1142 | CHEMBL1922975 | Cnlcc(/C=C2\C(=O)NN=C2c2cccnc2)c2c(OCc3cccec3)e -10.3078
ccc2l

1143 | CHEMBL2172328 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.7735
cce3)[nH]c3ccc(CN4CCCCC4)cc32)CC1

1144 | CHEMBL4779513 | COclcc(- -11.8384
n2cccc2C(=O)N2CCSCC2)ccclNelnee(Cl)c(Ne2ceeeec2
NS(C)(=0)=0O)nl

1145 | CHEMBL4778125 | COclce(- -12.068
n2cccc2C(=0)NCCO)ccclINcelnee(Cl)c(Ne2eceec2NS(C)
(=0)=0)nl

1146 | CHEMBL4562805 | COclcc(NC(=O)N2CCOCC2)ccclNelnec(Cl)e(Ne2eeeee -12.823
2NC(C)=0)nl

1147 | CHEMBL1946800 | CC(C)S(=0)(=O)cleccc2eclNelne(neclCl)Neleee(N3CC -11.959
N(C)CC3)c(c1)CC2

1148 | CHEMBL3938910 | CCN(CC)CCOclcee2e(nl)C(C)(C)el[nH]c3cc(C#N)cee3 | -11.6145
clC2=0

1149 | CHEMBL3978315 | CCN(CC)CCOclccc2e(c1)C(C)(C)el[nH]c3cc(CH#N)c(Br -9.9412
)ee3c1C2=0

1150 | CHEMBL3902372 | CC1(C)c2cc(OCCNS(N)(=0)=0)ccc2C(=0)c2cl[nH]clc -11.5116
c(C#N)cce2l

1151 | CHEMBL3964940 | CC1(C)c2cc(N3CCN(C4CCCC4)CC3=0)ccc2C(=0)c2cl -10.1254
[nH]clce(C#N)cee21

1152 | CHEMBL3939371 | CC1(C)c2cc(CC3CCN(S(N)(=0)=0)CC3)ccc2C(=0)c2c -11.5423
1[nH]clcc(C#N)cee21

1153 | CHEMBL3937469 | CC1(C)c2cc(C(=O)N3CCN(C(C)(C)C)CC3)ccc2C(=0)c2 -11.661
cl[nH]clcc(C#N)cee21

1154 | CHEMBL3892880 | CC1(C)c2cc(N3CCC(N)CC3)c(Br)cc2C(=0)c2cl[nH]clc | -13.8637
c(C#N)cce2l

1155 | CHEMBL3937655 | CC1(C)c2cc(N3CCC(N4CCCC4)CC3)c(C3=CCNCC3)cc | -12.4104
2C(=0)c2c1[nH]clcc(C#N)cec21

1156 | CHEMBL3924077 | CCCclcc2c(ccINICCN(CCCCO)CC1)C(C)(C)el[nH]c3 -12.7101
cc(C#N)cee3cl1C2=0

1157 | CHEMBL3902757 | CCclec2e(ccINICCC(N3CCN(C)CC3)CCHC(CY(C)el[n | -12.9846

H]c3cc(C#N)cee3c1C2=0




1158 | CHEMBL4115599 | CC1(C)c2ec(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -8.8508
cl[nH]clcc(C(=0)OCCO)cec21

1159 | CHEMBL4168473 | COclcc(- -11.9266
n2cc(CN3CCC(C)CC3)nn2)ccc1Nelnee(Cl)e(Ne2eeeec2
S(=0)(=0)C(C)O)nl

1160 | CHEMBLA4465103 | C=CC(=0)Nclcc(Nc2ncece(Ne3cecee3P(C)(C)=0)n2)c(O -8.7341
C)ccIN(C)CCN(O)C

1161 | CHEMBL4531697 | C=CC(=O)Nclcc(Nc2ncc(I)c(Ne3ececc3S(=0)(=0)C(C) -9.9864
C)n2)c(OC)ccIN(C)CCN(C)C

1162 | CHEMBL3128064 | Cclnc(C(C)(C)O)scl- -10.7348
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

1163 | CHEMBL4522012 | Cclec(NC2CCN(C)CC2)cecl- -11.8103
clec2c(N3CCC[C@H](C(=0O)NCc4ccc(OC(F)(F)F)cc4)C
3)nenc2[nH]1

1164 | CHEMBLA4523063 | COclcc(N2CCNCC2)ccelNelee(N2CCC[C@H](C(=0) -10.473
NCc3cec(OC(F)(F)F)ce3)C2)cenl

1165 | CHEMBL2418751 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeSceccc5F)c4)e3c2)enl -9.4343

1166 | CHEMBL4559485 | C[C@@H](Oclce(- -10.9512
c2cen(CCN(C)C)e(=0)c2)enc1N)elc(Clyeee(F)e1Cl

1167 | CHEMBLA4546844 | COclcc(NC(=O)NC2CCC(=0)CC2)ccclNclnce(Cl)e(Nec | -11.3913
2ccecc2NC(C)=0)nl

1168 | CHEMBL2403844 | CC(C)Oclcc(N2CCC(N3CCN(C)CC3)CC2)ceclNelnee( -10.7871
Clc(Nc2cceee2S(=0)(=0)C(C)C)nl

1169 | CHEMBL3950987 | COclcc(N2CCN(CCO)CC2)ccelNelnec(C(F)(F)F)e(Ne2 | -12.0882
ccc(N3CCN(C(C)=0)CC3)cc20C)nl

1170 | CHEMBL3902089 | COclcc(N2CCN(S(C)(=0)=0)CC2)ccc1NclInce(Cl)e(Ne -10.9196
2ccc(N3CCN(S(C)(=0)=0)CC3)cc20C)nl

1171 | CHEMBL3927296 | COclcc(N2CCN(C(C)=0)CC2)ccc1Nclnce(Cl)e(Ne2ccee -9.1375
(N3CCN(C(C)=0)CC3)cc20C(C)C)nl

1172 | CHEMBL4849606 | CC(C)S(=0)(=O)clcccecINelnce(Ne2eee(C(=O)NCCCC -12.2256
CCC(=0)NO)cc2)ncclCl

1173 | CHEMBL3398166 | COclce([C@@]2(0)CCN(C)C[C@@H]20)ccc1Nelnce -10.6699
2cce(-c3ccccc30C)n2nl

1174 | CHEMBL3398169 | COclcc([C@@]2(O)CCNC[C@@H]20)ccc1Nelnec2ec -10.4927
c(-c3ccecc30C)n2nl

1175 | CHEMBL3397285 | COclce(C)ee(-c2nn(CC#N)cc2-c2cc(NCCCO)nce(- -7.6086
c3ccenc3)n2)cl

1176 | CHEMBL560733 Cclcc(O)ce(-c2nn(CC#N)ce2-c2cc(NC[C@H](C)O)nc(- -13.0796
c3ceenc3)n2)cl

1177 | CHEMBL3330859 | CC(C)S(=0)(=0)clcccccINclIne(Ne2ne3e(s2)CCN(C(= -10.8073
0)C2CCOCC2)CC3)ncclCl

1178 | CHEMBL3330871 | CCN(CC)C(=0O)clesc(Ne2nce(Cl)e(Nc3eccec3S(=0)(=0 -8.9737
)C(C)C)n2)nl

1179 | CHEMBL3330860 | CC(C)S(=0)(=0)clccccclNclne(Ne2ne3e(s2)CCN(CCN -10.1676
2CCOCC2)CC3)ncclCl

1180 | CHEMBLA4291608 | COclnc(N2CCN(CCO)CC2)ccclNelnec(Cl)e(Nc2eceec2 -7.2447
NS(C)(=0)=0O)nl

1181 | CHEMBL3961212 | COclcc(N2CCN(C(C)=0)CC2)cccINcleene(Ne2cee(N3 -8.6863

CCN(C(C)=0)CC3)cc20C)n1




1182 | CHEMBL3263971 | CNC(=O)clccceelNelne(Ne2eee3e(c2)C(C)CN(C)CC3) -10.8073
ncclCl

1183 | CHEMBL3263971 | CNC(=0)clccccelNclnce(Ne2eee3e(c2)C(C)CN(C)CC3) -11.0968
ncclCl

1184 | CHEMBL4071105 | COclcc(CCNC=0)c(C)cclNclnce(Cl)c(Nc2eeeec2S(=0) -11.911
(=0)C(C)O)nl

1185 | CHEMBL4061375 | COclcc(C(C)(C)C#N)c(C)ec1Nelnee(Cl)e(Ne2eeeee2S( -8.8562
=0)(=0)C(C)C)nl

1186 | CHEMBL4063965 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.8896
n1)CCclnn(C(=0)CO)c(C)cl-2

1187 | CHEMBLA4514558 | Oclcce(-c2cec3e(-cdccc(CNSCCCCS)o4)n[nH]c3n2)ccl -9.3561

1188 | CHEMBL3357451 | CC(C)S(=0)(=O)clccececINclne(Nc2ecee(NC(=0)C3CC | -10.4312
N3)c2)ncclCl

1189 | CHEMBL3357461 | CC(C)S(=0)(=0)clccecccINclne(Ne2ecec(NC(=0)CN3C | -10.3394
C4CCC(C3)04)c2)ncclCl

1190 | CHEMBL4065208 | Oclccc(Oc2cenc3cc(-c4cnn(CSCCNCCS)c4)cec23)cel -10.6781

1191 | CHEMBL4087615 | COclccc(Oc2cenc3cec(-c4ecnn(CSCCNCCS)cd)cee23)ecl -9.6623

1192 | CHEMBL4065208 | Oclccc(Oc2ceenc3cec(-c4enn(CSCCNCCS)cd)ece23)ecl -7.5904

1193 | CHEMBL4092349 | Fclccee(Nc2ceenc3cec(-c4ecnn(C5SCCNCCS)cd)ecc23)cel -9.1108

1194 | CHEMBL2418763 | Cnlcc(-c2cnc3[nH]ec(- -10.3933
cdenn(CeSce(F)ce(F)ceS)ed)c3e2)enl

1195 | CHEMBL2418756 | Cnlcc(-c2enc3[nH]cc(- -8.9811
cdenn(CceSceec(C(F)(F)F)c5)c4)c3c2)enl

1196 | CHEMBL2418762 | Cnlcc(-c2cnc3[nH]ec(- -8.5189
c4cnn(CceScec(F)e(F)cS)ed)c3c2)enl

1197 | CHEMBL2418762 | Cnlcc(-c2cne3[nH]ec(- -9.1076
cdenn(CcScec(F)c(F)cS)c4)c3ce2)enl

1198 | CHEMBL2172317 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
c(C#N)cc3)[nH]c3cecc(CNACCC(C(CYC)O)CC4)ce32)C
Cl

1199 | CHEMBL199298 CN1CCN(Cc2ccc(NC(=0)c3cce(- -6.4844
cdeec5c(c4)OCOS)enc3Clec2)CCl

1200 | CHEMBL1946607 | CN1CCN(c2cce(Ne3nce(Cl)e(Ncdecceed)n3)ec2)CCl -10.1749

1201 | CHEMBL1946999 | CN1CCN(c2ccc3cc2/C=C\c2ccee(c2)Ne2ne(ncc2CI)N3) -9.0868
CCl1

1202 | CHEMBL1946614 | COclccc2ecINelne(necl Cl)Neleecc(N3CCN(C)CC3)c(el -9.6785
)CC2

1203 | CHEMBL1940175 | CC1(C)c2ccc(C3CCN(C4COC4A)CC3)ec2C(=0)c2cl[nH] -10.1749
clcec(C#N)ceec21

1204 | CHEMBL2158527 | COclcc(C2CCNCC2)ccclNelncc2ecc(- -11.3466
c3ccecee3N(C)S(C)(=0)=0)n2nl

1205 | CHEMBL2158526 | COclcc(C2CCN(C[C@@H](C)O)CC2)ceclNelnce2eee( -11.6612
-c3ccecc3N(C)S(C)(=0)=0O)n2n1

1206 | CHEMBL2158530 | COclcc(C2CCN(CC(O)CF)CC2)ccclNclncc2ccec(- -12.0882
c3cceec30C)n2nl

1207 | CHEMBL4855319 | CC(C)S(=0)(=0)clcceccINclne(Ne2ece(NC(=0)CCCC -13.3293
CCC(=0)NO)cc2)ncelCl

1208 | CHEMBL1940180 | CCI1(C)c2cc(N3CCC(N4CCOCC4)CC3)cec2C(=0)c2cl] -11.0571

nHJclcc(C#N)cec21




1209 | CHEMBL2064723 | COclcc2c(ccINelnee(Cle(N[C@H]3[C@@H](C(N)=0) -9.6785
[C@@H]4C=C[C@H]3C4)n1)CCC(N1ICCN(C)CC1)CC
2

1210 | CHEMBL2064667 | COclcc2c(cclNelnec(Che(N[C@H]3[C@@H](C(N)=0) | -11.6612
[C@@H]4C=C[C@H]3C4)n])CCC(N1CCOCCI1)CC2

1211 | CHEMBL1642254 | CCN1C(=0)CCCc2clccc(Nelnce(Cl)e(Ne3ecc(N4CCOC -9.5836
C4)cc30C)n1)c20C

1212 | CHEMBL4476089 | [2H]C([2H]D([2H]DC([2H])(Oclcc(C2CCNCC2)c(C)ecIN | -10.2088
clnce(Cl)e(Nc2ceeec2S(=0)(=0)C(C)C)n1)C([2H])([2H]

)[2H]

1213 | CHEMBL3687214 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.1763
3)c(C)c2)nc INC1CCC(O)C(C)C)CC1

1214 | CHEMBL3956794 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(F)e(Nc2ceee( -10.8609
N3CCN(S(C)(=0)=0)CC3)cc20C)n1

1215 | CHEMBL3981035 | COclcc(N2CCN(C(C)=0)CC2)ccclNclIncc(F)e(Nc2eece( -11.3466
N3CCN(C(=0)CO)CC3)cc20C)n1

1216 | CHEMBL3786792 | COclcc2c(cclNclnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -9.5013
n1)C(C)(C)/C(=N/N1CCN(C)CC1)CC2

1217 | CHEMBL3897963 | CCN(CC)CCOclccc2ce(c1)C(C)(C)clsc3eccee3c1C2=0 -9.9674

1218 | CHEMBL3286820 | Cclnn(C)c2cl- -11.1393
clenc(N)e(c1)O[C@H](C)clee(F)cec1C(=0)N(C)C2

1219 | CHEMBL3263978 | CNC(=0O)clccceelNelne(Ne2ee3e(cc20OC)CCN(C)CCC -10.5576
C3)ncclCl

1220 | CHEMBL3263991 | CC1CN(C)CCc2ccc(Nc3nce(Cl)c(NedceeeedS(=0)(=0)C | -11.5576
4CC4)n3)cc21

1221 | CHEMBLA4546844 | COclcc(NC(=O)NC2CCC(=0)CC2)cccINclnce(Clhc(Ne | -12.2005
2ccccc2NC(C)=0)nl

1222 | CHEMBL4448400 | COclcc(NC(=O)N2CCCC2)ccclNclnec(Cl)e(Ne2eecec2 -11.7613
NC(C)=0)nl

1223 | CHEMBL3806122 | CN1CCC(Oc2ccc(C(=0)Ne3n[nH]cdcee(CeSce(F)ee(F)e -11.4115
5)cc34)c(NC3CCOCC3)c2)CCl

1224 | CHEMBL3804988 | C[C@H](clcc(F)cc(F)cl)clecc2[nH]nc(NC(=0O)c3ccc(N -10.2533
4CCN(C)CC4)cc3INC3CCOCC3)c2cl

1225 | CHEMBL4097392 | COclcc(CN(C)C)c(C)eclNelnee(Cl)c(Ne2eeeee2S(=0)( -12.3079
=0)C(C)C)nl

1226 | CHEMBL4078406 | CNC(C)(C)clec(OC)c(Ne2nee(Cle(Ne3eeeee3S(=0)(=0 -12.5577
)C(C)C)n2)cclC

1227 | CHEMBL4173409 | Cclcec(CNC(=0)c2ccec(C(C)Oc3cenc(Nedenn(CSCCN( -7.813
C)CC5)c4)c3)c2)ccl

1228 | CHEMBL4753667 | CN(C)Cclnc2ccce(Ne3nce(Cl)e(NedecceccdC(=O)N(C)C)n | -12.0484
3)cc2[nH]1

1229 | CHEMBL4476089 | [2H]C([2H]([2H]DC([2H])(Oc1cc(C2CCNCC2)c(C)eclN -9.8735
cInce(Cl)e(Ne2eceec2S(=0)(=0)C(C)C)n1)C([2H])([2H]

)[2H]

1230 | CHEMBL4166575 | COclccc(Ne2nee(Cl)c(Ne3eeeec3S(=0)(=0)C(C)C)n2)c -8.5364
cINC(=O)CNC(=0O)c1noc(-c2cc(C(C)C)c(0O)cc20)cl -
clccc(CN2CCOCC2)ccl

1231 | CHEMBLA4518979 | Oclcce(-c2cec3c(-c4ccc(F)ecd)n[nH]c3n2)ccl -9.181




1232 | CHEMBL3651830 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -10.4481
C(O)C)ecl CICCN(C[C@H](O)C(F)(F)F)CC1

1233 | CHEMBL3651839 | CC(C)Oclcc2e(cclNelnee(Cl)e(Ne3eeecc3S(=0)(=0)C( -10.014
O)O)n1)C(=O)N(CICCN(C(=0)C3CNC3)CCI)C2

1234 | CHEMBL3651841 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.6612
n1)C(=O)N(CICN(C(=0)CN(O)O)C1)C2

1235 | CHEMBL3651855 | Cclce(Ne2ne(Ne3eccec3S(=0)(=0)C(C)C)c3c(C)[nH]ne -11.1393
3n2)c(OC(C)C)ecl CICCN(CC(N)=0)CC1

1236 | CHEMBL3651870 | Ccl[nH]nc2nc(Ne3cec(C4CCNCC4)ce3)nc(Ne3ceeee3S( -11.0197
=0)(=0)C(C)C)cl12

1237 | CHEMBLA4753667 | CN(C)Cclnc2ccc(Ne3nee(Cl)e(NedeecccdC(=O)N(C)C)n | -11.9426
3)cc2[nH]1

1238 | CHEMBLA4747624 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.484
n1)CN(S(N)(=0)=0)CC2

1239 | CHEMBL4440381 | Cclec(- -12.1091
n2¢cc(C(=0)N3CCO[C@@H](C)C3)c3ccc(O[C@@H](C)
c4ccc(F)end)nc32)n[nH]1

1240 | CHEMBL4435574 | Cclece(- -9.3165
n2¢cc(S(=0)(=0)C(C)C)c3ccc(N[C@@H](C)cdecc(F)end
)nc32)n[nH]1

1241 | CHEMBL3786006 | Cclcc(Ne2nee(Cl)e(Ne3ce[nHne3S(=0)(=0)C(C)C)n2)c( -10.7124
OC(C)C)eclCICCNCCI

1242 | CHEMBL1779189 | CCN(CC)CCOclcec2c(cl)C(C)(C)el[nH]c3ce(Br)ece3cl -9.9283
C2=0

1243 | CHEMBL1779194 | CC(=O)NCCOclccc2e(c1)C(C)(C)el[nH]c3cc(C#N)cee3 -11.2552
c1C2=0

1244 | CHEMBL1779196 | CC1(C)c2cc(N3CCCCC3)ccc2C(=0)c2cl[nH]clec(CHN) | -10.6037
ccc2l

1245 | CHEMBL1779198 | CC1(C)c2cc(N3CCC(0O)CC3)ccc2C(=0)c2c1[nH]clec(C -11.2659
#N)ccc21

1246 | CHEMBL201639 COclcc(CN2CCN(C)CC2)cec INC(=O)clcce(- -6.8932
c2cec3c(c2)OCO3)enclO

1247 | CHEMBL2012519 | COclcc(O)c2c(c1)CCC[C@H](0)[C@H](0)C(=0)/C=C\ -8.6766
C[C@H](C)OC2=0

1248 | CHEMBL3735349 | CCI1(C)c2cc(- -10.3193
c3cnn(C4CCNCC4)c3)ccc2C(=0)c2cl[nH]clec(C#N)cce
21

1249 | CHEMBL4168903 | COclcc(CNC(=0)c2ccec(C(C)Oc3cenc(Ncdenn(C)ed)c3) -7.9969
¢2)cc(0C)c10C

1250 | CHEMBL4562879 | Cclece(- -11.6612
c2cenc3cce(N[C@@H](C)cdeee(F)ec4F)nn23)[nH]nl

1251 | CHEMBL3397293 | Cclce(O)cc(-c2nn(CC#N)cc2- -6.7434
c2cc(NCCCN3CCOCC3)nc(-c3ccenc3)n2)cl

1252 | CHEMBL3263976 | C/C=C1/CN(C)CCc2ccc(Nc3nce(Cl)c(Nedcceec4C(=O)N -11.185
C)n3)cc2l

1253 | CHEMBL3115492 | clccc(Nc2cece3ncdcceecdn3en2)cecel -6.0761

1254 | CHEMBL3115503 | COclcce(-c2ence3ncdecce(/C=C/c5cceecS)ccdn23)ccl -7.5835

1255 | CHEMBL3115504 | COclccc(-c2cce3ncdence(/C=C/c5cceecS)nde3c2)ccl -8.7753




1256 | CHEMBL3962445 | COclcc(N2CCN(C(C)=0)CC2)ccclNelnec(Cl)c(Ne2cece -10.7822
(N3CCN(S(C)(=0)=0)CC3)cc20C)n1

1257 | CHEMBL3927081 | COclcc(N2CCN(C(C)=0)CC2)ccclNclncc(Cl)e(Nc2eee -11.2343
(N3CCN(S(N)(=0)=0)CC3)cc20C)n1

1258 | CHEMBL3735587 | CC1(C)c2cc(C3CCN(C(=0)C4COCCN4)CC3)cec2C(=0 -11.0766
)c2cl[nH]clce(C#N)cee21

1259 | CHEMBLA4167999 | COclccc(NC(=O)CN2CCN(Cc3cecde(c3)CN(C(=0)c3cc -11.359
(C(C)C)c(0)cc30)C4)CC2)ccINelnee(Clye(Ne2eeeee2S(
=0)(=0)C(C)C)nl

1260 | CHEMBL2172335 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.484
c(F)ce3)[nH]c3ccc(CN4CCC(CN)CC4)cc32)CCI

1261 | CHEMBL1778723 | Cclcce(- -9.6814
c2ccc(NCCN)ee2)c(/C=C2\C(=0)Nc3cccec32)[nH]1

1262 | CHEMBL2172322 | C=CCNS(=0)(=0)clcccc(C(=0)/N=c2\[nH]c3cc(CN4CC | -11.7735
CCC4)cee3n2[C@H]2CCI[C@@H](CO)CC2)cl

1263 | CHEMBL2172334 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.6612
¢(F)cc3)[nH]c3ccc(CN4CCNC(=0)C4)cc32)CCl1

1264 | CHEMBL2172324 | CCOC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cccce -10.9845
3)[nH]c3ccc(CN4CCCCC4)cc32)CCl1

1265 | CHEMBL2172310 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.484
c(F)cc3)[nH]c3ccc(CN4CCC(C(C)(C)O)C4)cc32)CC1

1266 | CHEMBL3694590 | Clclenc2nc1NCelee(ccc1Br)OCCCcelecce(cl)N2 -7.2139

1267 | CHEMBL461140 CN(C)CCOclcee(/C=C/c2ce(- -7.6408
c3ccde(=0)[nH]enc4[nH]3)cen2)ccl

1268 | CHEMBL4277936 | COclnc(N2CCN(C)CC2)ceclNclnce(Cl)e(Ne2ccece2NS -7.6716
(C)(=0)=0O)nl

1269 | CHEMBL3357465 | CC(C)S(=0)(=O)clccceccINelnc(Ne2ccece(NC(=0)Cc3ce -10.632
c03)c2)ncclCl

1270 | CHEMBL2418750 | Cnlcc(-c2ene3[nH]cc(-c4enn(CcScececeS)c4)c3c2)enl -9.7166

1271 | CHEMBL4071105 | COclcc(CCNC=0)c(C)cc1Nclnce(Cl)e(Ne2cceee2S(=0) -11.8523
(=0)C(C)O)nl

1272 | CHEMBL2403366 | COclccc2e(cl)/C(=C/clcc3e([nH]1)CCN(C(=0)CCN)C3 -9.1224
)C(=O)N2

1273 | CHEMBL1163565 | CC(=O)N1CCN(c2cc(- -9.3639
c3cencde(c3)N(Ce3ec(Cheee3C(F)(F)F)CCN4)een2)CCl

1274 | CHEMBL1163518 | O=C(clccc(- -9.8108
c2cnc3c(c2)N(Ce2ec(Clcec2C(F)(F)F)CCN3)ecl)N1CC
CCC1

1275 | CHEMBL1163565 | CC(=O)N1CCN(c2cc(- -11.0197
c3cencde(c3)N(Ce3ee(Cleec3C(F)(F)F)CCN4)cen2)CC1

1276 | CHEMBL3824308 | CCP(=0)(CC)clcccccINclne(Ne2eee(N3CCC(NACCN( -14.0709
C)CC4)CC3)cc20C)ncclCl

1277 | CHEMBL3823577 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnec(C)e( -13.2993
Nc2cecec2P(C)(C)=0)nl

1278 | CHEMBL3823243 | COclcc(N2CCC(N3CCCCC3)C2)cecINclnee(Cl)e(Ne2e | -12.8437
cccc2P(C)(C)=0O)nl

1279 | CHEMBL1808094 | CC(=0)/C=C/clc(Oc2ccec(C(C)=0)c2)nc[nH]c1=0 -7.3811

1280 | CHEMBL3357459 | CC(C)S(=0)(=O)clccececINclne(Nc2ecee(NC(=O)CN3C | -11.4115

CN(C(=0)CO)CC3)c2)ncelCl




1281 | CHEMBL2158520 | COclc(Ne2nec3ccce(- -10.2854
cdcceecdN(C)S(C)(=0)=0)n3n2)ccc(N2CCN(C[C@H](C
)JO)CC2)c1F

1282 | CHEMBL4469087 | CCOclcc(C2CCN(C)CC2)ceclNclncc2e(nl)N(Celeecce -8.2052
D[C@H](CC)C(=0)N2C

1283 | CHEMBL3980452 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -11.0968
N3CCNCC3)cc20C)nl

1284 | CHEMBL4177038 | CC(C)clec(C(=O)NCC(=0O)Nc2cce(F)c(Ne3nee(Cl)e(Ne -11.1393
4cceccdS(=0)(=0)C(C)C)n3)c2)c(O)cclO

1285 | CHEMBL4162295 | CC(C)clec(C(=O)NCC(=0O)Nc2ccee(Ne3nce(Cl)e(Nedcee -12.9024
cccdS(=0)(=0)C(C)C)n3)c2)c(O)cclO

1286 | CHEMBL3915577 | CC(C)(C)N1CCN(c2cc3c(cc2Br)C(=0)c2¢([nH]cdcc(C# -13.4668
N)cee24)C32CCOCC2)CC1

1287 | CHEMBL4108907 | O=Clc2ccc(OC[C@@H](O)[C@H](O)CO)cc2C2(CCCC -9.973
C2)c20c3ccecc3e2l

1288 | CHEMBL3893584 | CC1(C)c2cc(OCCNS(C)(=0)=0)ccc2C(=0)c2cl[nH]clc -11.7806
¢(C#N)ccce21

1289 | CHEMBL4174101 | COclcec(CNC(=0)c2ccee(C(C)Oc3cenc(Nednccend)e3)e -7.8757
2)cc10C

1290 | CHEMBL4171478 | Cclccc(CNC(=0)c2ccec(C(C)Oc3cenc(NN4CCCCC4)c3 -7.5567
)c2)eel

1291 | CHEMBL4166604 | Cclccc(CNC(=0)c2ccec(C(C)Oc3cenc(Nedenn(C)ed)e3) -7.3383
c2)ccl

1292 | CHEMBL551570 COclnc(C)cc2cl- -7.5064
cl[nH]Jc3cc(N4ACCN(C)CC4)cec3c1CCN2CCceleceeeld

1293 | CHEMBL1796251 | COCCNICCc2ccc(Ne3nce(Cl)e(N[C@@H]4CCCC[C@ -9.2516
H]4NS(=0)(=0)CC(F)(F)F)n3)cc2CC1

1294 | CHEMBL1170563 | N#Cclc(SCC(=0)c2cccec2)nc2e(cl-cleescl)CCCC2 -6.32

1295 | CHEMBL3905284 | COclccec(/C=N/Nc2ncc(Cl)c(Ne3cceee3S(=0)(=0)C(C) -10.0212
C)n2)cl

1296 | CHEMBL4168868 | COclccc(NC(=0O)CNC(=0)c2cc(C(C)C)c(O)cc20)cc1Ne -11.9932
Incc(Che(Ne2eeeec2S(=0)(=0)C(C)C)nl

1297 | CHEMBL4159104 | CCNC(=0)clnoc(-c2cc(C(C)C)e(0)cc20)cl- -11.009
cleec(CN2CCN(CC(=0O)Nc3cec(OC)c(Nednee(Cl)e(Nes
cccecSS(=0)(=0)C(C)C)nd)c3)CC2)ccl

1298 | CHEMBL4169444 | CCNC(=0)c1noc(-c2cc(C(C)C)c(O)cc20)cl- -11.4324
clecc(CN2CCN(CC(=0O)NCC(=0O)Nc3cec(OC)e(Nednee(
CDhc(NeS5ceeee5S(=0)(=0)C(C)C)n4)c3)CC2)ccl

1299 | CHEMBL4174031 | COclccc(NC(=0)C(Cc2cceccc2)NC(=0)c2cc(C(C)C)e(0) -10.1936
cc20)cc1Nclnce(Cle(Ne2eeeee2S(=0)(=0)C(C)C)nl

1300 | CHEMBL4175908 | COclccc(NC(=O)CNC(=0)c2ccc(0)c(C(C)C)e2)ecclNel -12.5577
ncc(Cle(Ne2ceceee2S(=0)(=0)C(C)C)nl

1301 | CHEMBL2403830 | Cclcc(Ne2nee(Cle(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -10.3765
C(C)C)ecl1C1ICCNC(=0)C1

1302 | CHEMBL3357462 | CC(C)S(=0)(=O)clccccclNclnc(Ne2ccee(NC(=0)CN3C -12.0882
C4CC3CC40)c2)ncclCl

1303 | CHEMBL1796246 | CCN1CCc2ccc(Nc3nce(Cl)e(N[C@@H]4CCCC[C@H]4 -9.5013
NC(=0)C(F)(F)F)n3)cc2CCl1

1304 | CHEMBL3824318 | CCOclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnee(Cl) -12.9421

c(Nc2cceee2P(C)(C)=0O)nl




1305 | CHEMBL3109404 | COC(=0O)clcc(0)c(O)e(C[C@]2(O)[C@@H](C)CC[C@ -8.0271
@]3(CO)C(C)y=CCC[C@@H]23)cl

1306 | CHEMBL3115504 | COclccc(-c2cce3ncdence(/C=C/cScceceS)nde3c2)ccl -8.2602

1307 | CHEMBL3907916 | CC1(C)c2cc(OCCN3CCN(S(C)(=0)=0)CC3)ccc2C(=0) -8.0017
c2cloclcecec?l

1308 | CHEMBL4111382 | CC1(C)c2cc(OCCNC[C@@H](0)CO)ccc2C(=0O)c2cloc -8.4561
Icceec21

1309 | CHEMBL3912386 | CC1(C)c2cc(OCCN3CCCC(0)C3)cec2C(=0)c2cloclece -8.4749
cc2l

1310 | CHEMBLA4165486 | CC(Oclcene(Ne2enn(C3CCN(C)CC3)c2)cel)clecee(C(= -7.143
O)NCc2ccc(Cl)e(C(F)(F)F)c2)cl

1311 | CHEMBLA4172265 | COclccecc(CNC(=0)c2ccee(C(C)Oc3cenc(Nedenn(C)cd)e -7.3961
3)c2)cl

1312 | CHEMBL3787112 | Nclnenc2clce(- -8.679
clceee(O)el)en2[C@H]1C[C@@H](CN2CCC2)C1

1313 | CHEMBL3735314 | CCclec2e(cc1C1=CCN(C(=0)C3COCCN3)CC1)C(C)(C -12.3079
)cl[nH]c3ce(C#N)eec3c1C2=0

1314 | CHEMBL3736021 | CCclec2e(ccINICCN(CC3(CO)COC3)CCHC(C)(C)el[n | -11.5752
H]c3cc(C#N)cee3c1C2=0

1315 | CHEMBL3734855 | CCclec2e(ccIN1CC3CCICN3CCICCOCCHC(CY(C)el] -11.6025
nH]c3cc(C#N)cee3c1C2=0

1316 | CHEMBL3735384 | CCclecc2e(ccINICCN(CC3CCOCC3)CC1)C(C)(C)el[nH | -12.3079
Jc3cc(C#N)cee3c1C2=0

1317 | CHEMBL3397286 | COclcc(C)ce(-c2nn(CC#N)cc2-c2cc(NCCCCO)nc(- -8.1081
c3ceenc3)n2)cl

1318 | CHEMBL3397292 | Cclce(O)ce(-c2nn(CC#N)cc2- -6.6647
c2cc(NCCN3CCOCC3)nc(-c3ccenc3)n2)cl

1319 | CHEMBL4162078 | CCNC(=0)clnoc(-c2cc(C(C)C)c(O)cec20)cl - -10.8362
cleec(C(=O)N2CCN(CC(=0O)Nc3ccee(Nedncc(Cl)e(NeSc
ccceSS(=0)(=0)C(C)C)n4)c3)CC2)ccl

1320 | CHEMBL4162888 | CC(C)clcc(- -10.3112
c2onc(C(=0O)NCC(=0O)Nc3ccec(Nednee(Cl)e(NeSceeeeS
S(=0)(=0)C(C)C)n4)c3)c2-
c2ccc(CN3CCOCC3)cc2)c(O)eclO

1321 | CHEMBL2403835 | Cclcc(Ne2nee(Cle(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -10.6719
C(O)C)ecICICCN(C(O)O)CCI

1322 | CHEMBL4176820 | CC(Oclcene(Ne2enn(CC(C)(C)O)e2)cl)clccee(C(=0)N -7.1168
Cc2ccc(Cl)e(C(F)(F)F)c2)cl

1323 | CHEMBL4168623 | CC(OclccenclNclenn(C)el)cleecee(C(=O)NCc2ccc(F)ee -7.2214
2)cl

1324 | CHEMBL2158518 | COclcc(C2CCN(CC(N)=0)CC2)cccINclnee2e(C)ec(- -11.6612
c3cceee3N(C)S(C)(=0)=0)n2nl

1325 | CHEMBL4159909 | C=CC(=0)Nclcc(Nc2ncc(Cl)e(Nc3eeceee3S(=0)(=0)C(C | -12.8163
)C)n2)c(OC)ccIN1CCCN(C)CCI

1326 | CHEMBL3824246 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cle( | -12.9024
Nc2ceeec2C(N)=O)nl

1327 | CHEMBL3823045 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Clye( | -12.3761
Nc2ceeec20C)nl

1328 | CHEMBL3824007 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2cee -13.0899

cc2P(C)(C)=0)nl




1329 | CHEMBL3961771 | COclc(Nc2nee(Cl)e(Ne3ceceee3N(C)S(C)(=0)=0)n2)ccc -10.4927
2c1CCCC(NICCN(O)CC1)C2

1330 | CHEMBLA4217325 | COclcc(N2CCN(CCOCCOCCNC(=0)CNc3ccec4c3C(= -10.3552
O)N(C3CCC(=0O)NC3=0)C4=0)CC2)cccINcIncc(Cl)c(
Nc2cceee2S(=0)(=0)C(C)C)nl

1331 | CHEMBL4516124 | Cclece(- -10.2429
n2¢cc(S(=0)(=0)C3COC3)c3cce(N[C@@H](C)cdcee(F)c
n4)nc32)n[nH]1

1332 | CHEMBL3286816 | Cnlncc2cl-clene(N)c(cl1)OCcelec(F)ececc10CCC2 -8.7715

1333 | CHEMBLA4471142 | COclce(N2CCCC2=0)ccc1NclInce(Cl)e(Ne2ccecc2NC( -11.641
C)=0)nl

1334 | CHEMBLA4562805 | COclcc(NC(=O)N2CCOCC2)ccclNclnce(Cl)c(Nc2ceeee | -11.8664
2NC(C)=0)nl

1335 | CHEMBL4536955 | COclcc(N2CCCNC2=0)ccclNclIncc(Cl)c(Nc2cccec2NC | -11.3344
(C)=0)nl

1336 | CHEMBL4462528 | COclcc(NC(=0)C2CC2)ccclNelnec(Cl)e(Ne2eecce2NC -11.2605
(C)=0)nl

1337 | CHEMBL4753933 | C=CC(=0O)NCCOCCNC(=0O)CCNI1CCC(c2cc(OC(C)C)e -13.1919
(Nc3nce(Cl)e(NedeeeeedS(=0)(=0)C(C)C)n3)cc2C)CC1

1338 | CHEMBL2158587 | COclcc(C2CCN(C(=0)C3CCN3)CC2)cecclNclnecc2eee(- | -11.2879
c3cceec30C)n2nl

1339 | CHEMBL3935006 | COclcc2c(cclCCC(CY)C)O)C(=0)cle([nH]c3cc(C#N)ee -11.4754
c13)C2(C)C

1340 | CHEMBL1940181 | Cclcc2e(ccINICCC(N3CCOCC3)CC1)C(C)(C)el[nH]e3 | -12.7062
cc(C#N)cec3c1C2=0

1341 | CHEMBL1946802 | COclcc(N2CCN(C)CC2)c2cc1Nclnee(Cl)e(nl)Nelceee( -8.6474
c1)CC2

1342 | CHEMBL3787658 | CC(=O)N1CCN([C@H]2CC[C@H](c3cc(OC4CC4)c(Ne -10.9845
4nce(Che(NeSen(C)ne5SS(=0)(=0)C(C)C)nd)cc3C)CC2)
CCl1

1343 | CHEMBL3786818 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.9196
0C2CC2)ccl[C@H]1 CC[C@@H](NC2CC2)CC1

1344 | CHEMBL3787658 | CC(=O)NICCN([C@H]2CC[C@H](c3cc(OC4CC4)c(Nc -11.5663
4nce(Clhe(NeSen(C)neSS(=0)(=0)C(C)C)nd)cc3C)CC2)
CCl1

1345 | CHEMBL4080869 | COclcc(C(C)(C)N)c(C)eclNelnee(Cl)e(Ne2eeecc2S(=0) | -12.4754
(=0)C(C)O)nl

1346 | CHEMBL4088751 | COclcc(CNC=0)c(C)cclNclnce(Cl)e(Ne2ceceee2S(=0)( -12.1307
=0)C(C)C)nl

1347 | CHEMBL4099660 | COclcc(CCN(C)C)e(C)eclNelnee(Cle(Ne2eeecc2S(=0) | -12.7062
(=0)C(C)O)nl

1348 | CHEMBLA4754849 | COclcc2cencec2cclNelnece(Cl)e(Ne2eeecc2S(=0)(=0)C( -9.7667
C)O)nl

1349 | CHEMBL4765021 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -12.7649
n1)CCN(CCO)C2

1350 | CHEMBLA4777614 | COclcc2c(cclNclnec(Cl)e(Ne3ecccc3S(=0)(=0)C(C)C) -10.5083
nl)CCN=C2

1351 | CHEMBLA4777614 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.4996

n1)CCN=C2




1352 | CHEMBL4097392 | COclcc(CN(C)C)c(C)cclNelnee(Cl)e(Ne2eeeec2S(=0)( -12.0111
=0)C(C)C)nl

1353 | CHEMBL1796258 | CCN([C@@H]1CCCC[C@H]1NclInc(Nc2cc3c(cc20C)C | -10.9196
CN(CCOC)CC3)nccl CHS(C)(=0)=0

1354 | CHEMBL3944539 | CCNC(=0O)N1CCN(c2ccc(Ne3nee(C(F)(F)F)c(Necdecc(N -11.484
SCCN(C(C)=0)CC5)cc40C)n3)c(0C)c2)CC1

1355 | CHEMBL4537507 | C[C@@H](Oclcc(- -9.0852
c2cen(Ce3cceee3)e(=0)c2)enc1N)elce(Clyeee(F)elCl

1356 | CHEMBL4516801 | Cclece(- -11.0571
n2cc(C(=0)N(C)C)c3ccc(N[C@@H](C)cdcee(F)end)nc3
2)[nH]n1

1357 | CHEMBL4529040 | Cclece(- -8.5099
c2cne3cce(N[C@H](C)cdecc(F)cc4F)nn23)[nH]nl

1358 | CHEMBL1778725 | Ccl[nH]c(/C=C2\C(=0O)Nc3cccce32)c(C)cl- -9.0512
clece(NCCN)cel

1359 | CHEMBL3917268 | CCOclcc(N2CCN(C(C)=0)CC2)cccINclnc(Ne2ecc(N3 -10.1936
CCN(C(C)=0)CC3)cc2)ncclCl

1360 | CHEMBL3944300 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Ne2cee -11.1393
(N3CCN(CCO)CC3)cc200)n1

1361 | CHEMBL3972422 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2ceee -10.8335
(N3CCN(C(=O)C(CY(O)O)CC3)cc200)n1

1362 | CHEMBL3973022 | COclcc(N2CCN(C(C)=0)CC2)ccclNcelIncc(F)e(Nc2eee( -9.8696
N3CCN(C)CC3)cc20OC(F)F)nl

1363 | CHEMBL3924733 | COclcc(N2CCN(C(C)=0)CC2)cccINclInce(F)e(Nc2ceee( -10.5576
N3CCN(C(=0)CO)CC3)cc20C(F)F)nl

1364 | CHEMBL3970685 | CCNC(=O)N1CCN(c2ccc(Ne3ne(Nedece(NSCCN(C(C)= -12.338
0)CC5)cc40C)ncc3C(F)(F)F)c(0OC)c2)CCl1

1365 | CHEMBL3939589 | CC1(C)c2cc(OC[C@@H](0)CO)ccc2C(=0)c2cloclce(O -6.7482
CC(=O)Nc3cceec3)cec2l

1366 | CHEMBL3908581 | COclcc(N2CCN(C(C)=0)CC2)cccINclnee(C(F)(F)F)c( -12.338
Nc2eec(N3CCN(C(=0)CO)CC3)cc20C)n1

1367 | CHEMBL3945000 | CC(C)N1CCC(c2ccc3e(c2)C(C)(C)c2[nH]cdce(CH#N)ceed | -12.8723
c2C3=0)CC1

1368 | CHEMBL4457809 | CCOclcc(C(=O)NC2CCN(C)CC2)ceclNclnce2e(nl)N(C -9.0156
cleceec)[C@H](CC)C(=O)N2C

1369 | CHEMBLA4588843 | CCOclcc(C2CCN(C)CC2)ccelNelnee2e(nl)N(Celecee( -9.1224
CHN)c)[C@H](CC)C(=0)N2C

1370 | CHEMBL3951811 | CNC(=O)clccececINelnce(Ne2eee3e(c20C)CCC[C@H]( -9.5836
N2CCN(CCO)CC2)C3)ncclCl

1371 | CHEMBL4174239 | CC(OclccenclNcelenn(C)el)clecee(C(=0O)NCe2cee(OC( -7.1634
F)(F)F)cc2)cl

1372 | CHEMBL3945738 | CC(=O)N1CCN(CCOc2ccc3c(c2)C(C)(C)c2ocdcceccac2 -8.1133
C3=0)CC1

1373 | CHEMBL3916650 | CC1(C)c2cc(OCC(=0)N3CCN(C4COC4)CC3)cec2C(=0 -9.6315
)c2¢1[nH]clce(Br)cec2l

1374 | CHEMBL3931176 | CC(C)(C)OC(=O)N1CCC2(CC1)OCCC20clcce2e(c1)C( | -10.9349
C)(C)cel[nH]c3cc(Br)ecc3c1C2=0

1375 | CHEMBL3958668 | CC1(C)c2cc(OC3CCOC34CCN(C3COC3)CC4A)cee2C(= -10.0703

O)c2cl[nH]clcc(Br)cee21




1376 | CHEMBL3929615 | CCclec2e(ccIN1ICCC(N3CCC(O)CC3)CCHC(CY(C)el[n | -13.5065
H]c3cc(C#N)cee3c1C2=0

1377 | CHEMBL3939751 | CCclec2e(ccINICCC(NCCCO)CCI)C(C)(C)ecl[nH]e3ce | -13.0796
(C#N)cee3el1C2=0

1378 | CHEMBL3945830 | CC1(C)c2cc(OCC(=0O)NCCc3ccnee3)cec2C(=0)c2clocl -7.6419
cceec2l

1379 | CHEMBL3936443 | COclc(Ne2nee(CHe(N[C@HB3[C@@H](C(N)=0)[C@@ | -11.4115
H]4C=C[C@H]3C4)n2)ccc2c I CCC[C@H](N1CCN(C)C
CcnHeC2

1380 | CHEMBL4518092 | COclcc(N2CCC(N3CCOCC3)CC2)ccclNelec(N2CCC -7.7916
C@@H](C(=0)NCc3ccc(OC(F)(F)F)ce3)C2)cenl

1381 | CHEMBLA4281394 | COclnc(N2CC(O)C2)ccclNelnce(Cl)c(Ne2ecece2NS(C) -8.083
(=0)=0)nl

1382 | CHEMBL4536896 | CN1CCN(Cc2ccc(-c3n[nH]c4nc(- -9.5189
cScec(O)ecS)eee34)02)CCl

1383 | CHEMBL4062466 | COclcc(C(C)(C)CN)c(C)eclNelnce(Cl)e(Ne2eeeee2S(= -12.0111
0)(=0)C(C)CO)nl

1384 | CHEMBLA4758571 | CNC(=O)clccccclNelne(Ne2ceee(- -11.3717
n3cccc3C(=0)NCCO)cc20C)ncclCl

1385 | CHEMBL3786002 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C(C)C) -7.6708
n2)c(OC(C)C)ecc1CICCNCCI

1386 | CHEMBL3785232 | CCC(C)S(=0)(=O)c1nn(C)cc1Nclnc(Nc2ce(C)c(C3CCN -11.484
CC3)cc20C(C)C)ncclCl

1387 | CHEMBL3785999 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(C)(=0)=0)n2)c(OC( -10.2854
C)C)cclC1CCNCCI1

1388 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.1531
C(C)C)cclC1ICCNCCI

1389 | CHEMBL4468370 | COclcc(NC(=O)N2CCN(CCO)CC2)cccINclInee(Cl)e(Ne | -11.6312
2ccecc2NC(C)=0)nl

1390 | CHEMBL2172304 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
c(C#N)c(F)c3)[nH]c3cec(CN4CCC(C(C)(C)O)CC4)ce32)
CCl1

1391 | CHEMBL2172333 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.4754
c(F)cc3)[nH]c3ccc(CN4CCNCC4)cc32)CCl1

1392 | CHEMBL3954721 | COC(=O)N1CCN(c2cce(Ne3ne(Nedeec(NSCCN(C(Cy=0 -9.7667
)CC5)cc40C)ncc3Clc(0C)ec2)CC1

1393 | CHEMBL3943505 | COclcc(N2CCN(C(C)=0)CC2)cecINclnce(F)e(Nc2cee( -9.1566
N3CCN(C(=0)OC(C)(C)C)CC3)ec2OC(F)F)nl

1394 | CHEMBL3962401 | CC1(C)c2cc(OCCNS(=0)(=O)N3CCOCC3)ccc2C(=0)c2 | -11.0571
cl[nH]clcc(C#N)cee21

1395 | CHEMBL3893380 | CCI1(C)c2cc(OCC3CCN(C4COC4H)CC3)cec2C(=0)c2cl] -12.1091
nH]clcc(C#N)ccc21

1396 | CHEMBL3969437 | CC1(C)c2cc(OCC(=O)NCC(0)CO)ccc2C(=0)c2cl[nH]c -11.0019
Ice(C#N)eee21

1397 | CHEMBL2418761 | Cnlcc(-c2enc3[nH]cc(- -8.2235
c4cenn(CceScc(F)eee5F)c4)e3c2)enl

1398 | CHEMBL3218854 | COclcc(N2CCOCC2)cccl- -11.5663

clnc2e(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1




1399

CHEMBL3985471

COC(=0O)NICCN(c2cce(Ne3ne(Necdece(NSCCN(C(C)=0
)CC5)cc40C)ncc3F)c(0C)c2)CCl1

-8.8594

1400

CHEMBL3896672

CCOclcc(N2CCN(C(C)=0)CC2)cccINcInc(Ne2eee(N3
CCN(C(C)=0)CC3)cc20C)ncclF

-8.7314

1401

CHEMBL3890636

COclcec(N2CCNCC2)cecINcInec(C(F)(F)F)c(Ne2cee(N
3CCN(C(C)=0)CC3)cc20C)n1

-12.0882

1402

CHEMBL3908581

COclcc(N2CCN(C(C)=0)CC2)ccclINelInee(C(F)(F)F)c(
Nc2cee(N3CCN(C(=0)CO)CC3)cc20C)nl

-11.911

1403

CHEMBLA4159909

C=CC(=0)Nclcc(Nc2ncc(Cl)c(Ne3cceee3S(=0)(=0)C(C
)C)n2)c(OC)ccIN1CCCN(C)CCI

-12.8871

1404

CHEMBL1165334

O=C(clccc(-
c2cnc3c(c2)N(Ce2¢(Cleceec2CHCCN3)ec1)N1CCC[C@
H]1CNICCCCI

-10.7348

1405

CHEMBL1165318

O=C(clccc(-
c2cnc3c(c2)N(Ce2cc(F)ecc2F)CCN3)ecl )NICCC[C@H]
ICN1CCCC1

-11.0968

1406

CHEMBL1164267

CNI1CCN(c2ccce(-
c3cencde(c3)C(Ce3cec(F)eee3F)CCN4)en2)CCl

-8.2448

1407

CHEMBL1163559

O=C(clccc(-
c2cne3c(c2)N(Ce2cc(Clecc2C(F)(F)F)CCN3)ccl )N1CC
C(N2CCCC2)CCl1

-9.3639

1408

CHEMBL1163559

O=C(clccc(-
c2cnc3c(c2)N(Ce2ec(Clcec2C(F)(F)F)CCN3)ecl)N1CC
C(N2CCCC2)CCl

-11.3466

1409

CHEMBLA4109150

CNC(=0O)clcec2e3c([nH]c2c1)C(C)(C)elec(OC[C@@H]
(O)[C@H](0)CO)cecl C3=0

-7.4712

1410

CHEMBL4108270

CC1(C)c2ec(OC[C@@H](0)[C@H](0)CO)ccc2C(=0)c2
cl[nH]clce(C(=0)O)cec21

-8.5748

1411

CHEMBLA4113311

CC1(C)c2ec(OC[C@@H](O)[C@H](O)CO)ccc2C(=0)c2
cl[nH]clec(C(=O)NS(=0)(=0)c3ccece3)ccc?

-7.5382

1412

CHEMBLA4170816

CC(OclccencINelenn(C)el)elecee(C(=O)NCc2cec(Cl)e
(C(F)(F)F)c2)cl

-7.4166

1413

CHEMBL4454858

CCnlcece(-
c2enc(N)c(O[C@H](C)c3c(Cheee(F)e3Cle2)ecl1=0

-10.8896

1414

CHEMBLA4437893

C[C@@H](Oclce(-
c2cc[nH]c(=0)c2)enc1N)clc(Cheee(F)c1Cl

-10.1842

1415

CHEMBL3128069

Celne([C@](C)(O)CO)scl-
clenc(N)e(O[C@H](C)c2cc(F)eec2-n2ncen2)cl

-11.9932

1416

CHEMBL3128069

Celne([C@](C)(O)CO)sc1-
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

-11.6025

1417

CHEMBLA4174347

COclcc(-
n2cc(CN3CCN(C)CC3)nn2)cec1Neclnce(Cl)e(Nc2eccee2
S(=0)(=0)C(C)O)nl

-12.5577

1418

CHEMBL3286819

C[C@H]10c2cc(cnc2N)-
c2¢(nn(C)c2CH#N)CCCOc2ccc(F)cc21

-10.8896

1419

CHEMBL4166038

COclcc(-
n2cc(CN3CCNCC3)nn2)ccc1Nelnec(Cl)e(Ne2eecec2S(=
0)(=0)C(C)C)nl

-11.8664

1420

CHEMBLA4756562

COclcc2c(cc1Nelnee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)
n1)CCN(CCN(C)O)C2

-10.9845




1421 | CHEMBL4765052 | CCN1CCc2cc(Nc3nee(Cl)e(NedeeeccdS(=0)(=0)C(C)C) -12.0882
n3)c(0OC)cc2Cl1

1422 | CHEMBLA4781279 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecec3S(=0)(=0)C(C)C) -10.1306
n1)CN(CCN(C)C)CC2

1423 | CHEMBL2403838 | Cclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -9.3435
C(O)C)ec CICCN(C2CCN(O)CC2)CC

1424 | CHEMBL2172302 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
cc(Chc3)[nH]c3ccc(CN4CCC(C(CYC)O)CC4)ec32)CCl

1425 | CHEMBL2172301 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc( | -12.0882
F)cc(Cl)e3)[nH]c3ccc(CN4ACCC(C(CY(C)O)CC4)cc32)CC
1

1426 | CHEMBL2172311 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
c(F)cc3)[nH]c3ccc(CNCC(C)(C)0O)ec32)CC1

1427 | CHEMBL2172310 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.3695
c(F)cc3)[nH]c3ccc(CN4CCC(C(C)(C)O)C4)cc32)CCl

1428 | CHEMBL2172334 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
¢(F)cc3)[nH]c3ccc(CN4CCNC(=0)C4)cc32)CCl1

1429 | CHEMBL2172337 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.4614
c(F)ce3)[nH]c3cec(Ocdceccend)ec32)CCl

1430 | CHEMBL2418754 | Cnlcc(-c2enc3[nH]cc(-c4cnn(CcSceec(Cl)eS5)cd)c3c2)enl -7.8089

1431 | CHEMBL2418751 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeScecccSF)c4)e3c2)enl -10.0284

1432 | CHEMBLA4787426 | COclcc(NC(=0)/C=C/CN2CCN(C)CC2)ccclNclncc(Cl) -11.359
c¢(Nc2ceeee2S(=0)(=0)C(C)C)nl

1433 | CHEMBL2403846 | Cclcc(Ne2nee(C)c(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(OC -10.4835
(C)C)ec1CICCNCCI

1434 | CHEMBL4105329 | Ccln[nH]c2cce(-c3cc(N[C@@H](CO)cdeccccd)ene3- -9.4123
c3cc(Chceec30)ccl2

1435 | CHEMBL427188 COclnce(- -6.6555
c2ccc3¢e(c2)OCO3)cc1C(=0O)Neleecc(CN2CCN(C)CC2)ece
1

1436 | CHEMBL370800 CN1CCN(Cc2ccc(NC(=0)c3cce(- -8.5748
c4cee5¢c(c4)OCOS5)enc30)ec2)CCl

1437 | CHEMBLA4749215 | CCN1CCN(C(=0)CS(=0)(=0)c2ccc(Ne3ncc(Cl)c(Nedee -11.4184
ccc4S(=0)(=0)C(C)C)n3)c(OC)c2)CCl1

1438 | CHEMBL3397290 | Cclcc(O)ce(-c2nn(CC#N)ec2-c2cc(NCCCO)nc(- -7.1091
c3ccenc3)n2)cl

1439 | CHEMBL3934738 | COclcc(N2CCN(C)CC2)ceccINelnec(C(F)(F)F)e(Nc2cee | -12.0882
(N3CCN(C(C)=0)CC3)cc20C)n1

1440 | CHEMBL3974726 | COclcc(N2CCN(C(=0)CO)CC2)ccclNclIncc(C(F)(F)F)e | -11.7735
(Nc2cec(N3CCN(C(=0)CO)CC3)cc20C)n1

1441 | CHEMBL3899531 | COclcc(N2CCN(C(C)=0)CC2)cccINclnee(C(F)(F)F)c( -11.911
Nc2cee(N3CCNCC3)cc200)n1

1442 | CHEMBL3806196 | CN1CCN(c2ccc(C(=0O)Nc3n[nH]c4cce(CeScecceeS)ce34)c -9.8924
(NC3CCOCC3)c2)CC1

1443 | CHEMBL3805516 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -10.1749
cc34)c(N)c2)CCl1

1444 | CHEMBLS5269028 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnee(Clhe( | -11.3224

Nc2ceee3c2B(0)OC3)nl




1445 | CHEMBL3651877 | Cclee(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.4066
3n2)c(OC(C)C)cc1CICCN(C(=0)CCN2CCC2)CC1

1446 | CHEMBL3286826 | COclnn(C)c2cl- -12.9421
clenc(N)e(n1)O[C@H](C)elcc(F)eccl C(=O0)N(C)C2

1447 | CHEMBL3286824 | Cclnn(C)c2cl- -9.6544
clene(N)e(n))O[C@@H](C)clec(F)eec1C(=O)N(C)C2

1448 | CHEMBL2418753 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeScee(F)ceS)c4)c3c2)enl -7.831

1449 | CHEMBLA4780490 | Cclcc2c(Nc3eccec3S(=0)(=0)C(C)C)nc(Ne3cee(C)e(C4C -7.6751
CNCC4)cc30C(C)C)nc2[nH]1

1450 | CHEMBL4114864 | CN(C)C(=0)clcec2e3c(n(C)c2cl)C(CYC)elec(OC[C@ -6.9314
@H](0O)[C@H](0)CO)ccc1C3=0

1451 | CHEMBL3109401 | CCI=CCC[C@H]2[C@](C)(CC3=C(0)C(=0)C=C(NCC -8.5287
C(O)O)C3=0)[C@@H](O)CC[C@@]12C

1452 | CHEMBL1796259 | COCCN1CCc2ccc(Nc3nee(Cl)e(N[C@H]4CC[C@H](NS -9.9283
(C)(=0)=0)CC4)n3)cc2CC1

1453 | CHEMBL3608641 | COclcc2c¢(cclNclnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -7.0329
n1)CCN(CCO)CC2

1454 | CHEMBL3604649 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.7735
0OC2CC2)cc1CICCN(C(O)O)CC1

1455 | CHEMBL3604645 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -11.185
OC(C)C)eclCICNCI1

1456 | CHEMBL3604651 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.3466
OC2CC2)cc1C1COCI1

1457 | CHEMBL3604632 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC(C)C)cclCICCN(O)CC1

1458 | CHEMBL1163510 | O=C(O)clcce(- -8.3474
c2cne3c(c2)N(Ce2ec(Checc2C(F)(F)F)CCN3)ecl

1459 | CHEMBL3824327 | COclcc(N2CCN(C3CCN(C)CC3)CC2)cecINelInce(Cl)e( -13.549
Nc2ceeec2P(C)(C)=0)nl

1460 | CHEMBL3823031 | COclcc(N2CCC(N3CCCC3)CC2)ceclNelnce(Cl)e(Ne2e -13.156
cccc2P(C)(C)=0)nl

1461 | CHEMBL3822475 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINclInee(Clye( | -13.0899
Nc2ceeee2S(C)(=0)=0)nl

1462 | CHEMBL3286814 | N#Ccl[nH]nc2c1-clcne(N)e(c1)OCcelcec(F)ccc10CC2 -9.9221

1463 | CHEMBL3286815 | N#Ccl[nH]nc2cl-clenc(N)ce(c1)OCcelee(F)eccc10CCC2 -9.8585

1464 | CHEMBL3356908 | CNC(=0)clccccelNclne(Ne2ecec(NC(=O)CNC(=0O)N3 -9.294
CCCC3)c2)ncclCl

1465 | CHEMBL3357441 | CS(=0)(=0O)NclcccecINelne(Ne2ecce(NC(=0O)CN)c2)n -9.9631
cclCl

1466 | CHEMBL3357450 | CC(C)S(=0)(=O)clccccclNelnc(Ne2ceee(NC(=0)CCC -10.948
N)c2)ncclCl

1467 | CHEMBL3357456 | CC(C)S(=0)(=0)clcccccINclne(Ne2ecee(NC(=0O)CN3C | -12.4381
CN(C)CC3)c2)nccl Cl

1468 | CHEMBL5268953 | COclcc(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Nc2ecce -11.3979
3¢2B(0)0OC3)nl

1469 | CHEMBL3901838 | CC1(C)c2cc(C(=O)NC3COC3)ccc2C(=0)c2cl[nH]clec( -10.8311
C#N)ccec21

1470 | CHEMBL3916798 | CC(C)(CO)NCCOclcec2e(cl)C(C)(C)cl[nH]c3cc(CH#N)c -11.9767

cc3clC2=0




1471 | CHEMBL3924929 | CN(C)S(=0)(=O)N1CCN(c2ccc3c(c2)C(C)(C)e2e(cdcee( -10.2051
C#N)ccdn2C)C3=0)CCl1

1472 | CHEMBL3984781 | CC1(C)c2cc(C(=O)N(CCO)CCO)ccc2C(=0)c2cl[nH]clc -9.3111
c(C#N)ccc2l

1473 | CHEMBL3694592 | Clclenc2nc1NCelee(Br)ce(c1)OCCCcelecec(c1)N2 -9.294

1474 | CHEMBL3968909 | CC(C)N1CCC(Cc2ccc3c(c2)C(C)(C)c2[nH]c4cc(CHN)ce -12.2572
c4c2C3=0)CCl1

1475 | CHEMBL1822522 | COclcc(N2CCN(N3CCOCC3)CC2)ccclNclnec2ece(- -11.4115
c3cceec30C)n2nl

1476 | CHEMBL1644799 | CNC(=O)clccccclINelnc(Ne2eee3ce(c2)CCCC(=0)N3C) -11.0968
ncclCl

1477 | CHEMBL2042831 | CCN1C(=0)CCCc2clccc(Nelnee(Clc(Ne3cceee3S(=0)( -11.484
=0)N(C)C)n1)c20C

1478 | CHEMBL4169998 | CCNC(=0)cInoc(-c2cc(C(C)C)c(O)cc20)cl - -10.0416
clcec(C(=O)NCC(=0)Nc2cee(OC)e(Ne3nee(Cl)e(Nedece
cc4S(=0)(=0)C(C)C)n3)c2)ccl

1479 | CHEMBL3608520 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -11.2343
n1)C(=0)NCCC2

1480 | CHEMBL3608532 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -6.3378
n1)CN(C(=0)CO)CCC2

1481 | CHEMBL3286811 | COclnccecl-clene(N)e(O[C@H](C)c2ce(F)cec2- -11.3653
n2ncen2)nl

1482 | CHEMBL3286828 | C[C@H]10c2nc(cnc2N)- -12.3695
c2cc(S(C)(=0)=0)ccc2CN(C)C(=0)c2ccc(F)ec21

1483 | CHEMBL3608532 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -7.5835
n1)CN(C(=0)CO)CCC2

1484 | CHEMBL3608521 | COclcc2c(cclNclnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.0968
n1)CCNC(=0)C2

1485 | CHEMBL3604644 | CC(C)S(=0)(=0)c1nn(C)cc1NcInc(Nec2ec(C#N)c(C3CC -11.484
N(C)CC3)cc20C2CC2)ncclCl

1486 | CHEMBLA4799217 | COclcc2c(=0)c3cdccc(CH#N)cc4[nH]c3n(C(C)C)c2c(F)cl | -13.0594
CICCN(CCO)CC1

1487 | CHEMBL4776403 | COclcc2c(=0)c3cdecc(C#N)ccd[nH]e3n(C(C)C)c2e(F)el | -11.7148
CICCN(C2C0OC2)CCl

1488 | CHEMBL4790570 | COclcc2c(=0)c3cdcee(CH#N)cc4[nH]c3n(C(C)C)c2e(F)cl | -13.2043
CICCN(O)CC1

1489 | CHEMBL2418762 | Cnlcc(-c2enc3[nH]cc(- -10.0357
cdenn(Cc5cec(F)c(F)cS)c4)c3ce2)enl

1490 | CHEMBLA4749215 | CCN1CCN(C(=0)CS(=0)(=0)c2ccc(Ne3ncc(Cl)e(Nedee -11.959
ccc4S(=0)(=0)C(C)C)n3)c(OC)c2)CC1

1491 | CHEMBL1940174 | CC1(C)c2cce(C3CCN(C4CC4)CC3)cc2C(=0)c2cl[nH]c -10.434
Ice(C#N)eee21

1492 | CHEMBL1922971 | Cclnnsc1C1=NNC(=0)/C1=C\clen(C)c2ccec(OCc3ccc( -11.2343
F)cc3F)cl2

1493 | CHEMBL1922986 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c(OCc3cccc(F)c3 -11.1393
F)ccee2l

1494 | CHEMBL1922963 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2ccec(OCce3ccen -7.9455
c3)cl2

1495 | CHEMBL1922968 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2ccec(OCe3ccec( -8.5099

F)c3)el2




1496 | CHEMBL1922985 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c¢(OCc3c(F)cccc3 -9.5013
Cl)ceee?1

1497 | CHEMBL3128075 | Cclnn(C)ccl-clenc(N)c(O[C@H](C)c2cc(F)ecc2- -9.58
n2nccn2)cl

1498 | CHEMBL5273109 | C[C@H]1Nc2cce3nce(n3n2)C(=0)NC2(CC2)COc2ccc(F -11.8809
)eec21

1499 | CHEMBL5279068 | C[C@@H]1Nc2ccc3ncc(n3n2)C(=0)NC2(CC2)COc2ccc -8.9595
(F)ec21

1500 | CHEMBL5279319 | C=CC[C@H]1Nc2ccc3ncc(n3n2)C(=0)NC2(CC2)COc2¢ | -11.3653
cc(F)cc21

1501 | CHEMBL5290783 | CC(C)N1Cc2cc(F)ccc20OCC(C)(C)NC(=0)c2enc3ccclnn -9.9345
23

1502 | CHEMBLS5284909 | CC1(C)COc2ccc(F)cc2CN(C2CC2)c2ccc3nce(n3n2)C(= -10.0893
O)NI

1503 | CHEMBLS5267527 | CC1(C)COc2ccc(F)cc2CN(C2CCC2)c2ccec3nce(n3n2)C( -9.6426
=0)N1

1504 | CHEMBL5273109 | C[C@H]1Nc2cece3nce(n3n2)C(=0)NC2(CC2)COc2ccc(F -11.484
)ec21

1505 | CHEMBLS5284765 | C[C@H]1Nc2cee3nce(n3n2)C(=0)NC(C)(C)COc2ccc(F) -11.6215
cc2l

1506 | CHEMBL5270672 | CC[C@H]1Nc2cce3ncce(n3n2)C(=0)NC2(CC2)COc2ccc( | -10.8335
F)cc21

1507 | CHEMBL5281719 | CC1(C)COc2ccc(F)cc2CNe2cce3nee(n3n2)C(=0)N1 -10.9196

1508 | CHEMBL3735587 | CC1(C)c2cc(C3CCN(C(=0)C4COCCN4)CC3)cec2C(=0 -11.027
)c2cl[nH]clce(C#N)cee21

1509 | CHEMBL3735650 | CCclec2e(ccINICCN(C(=0)C3CNC3)CCHC(C)(C)el[n | -12.1307
H]c3ce(C#N)cec3c1C2=0

1510 | CHEMBL3735113 | CC1(C)c2cc(N3CCN(C(=0)C4CNC4)CC3)ccc2C(=0)c2 -11.3224
cl[nH]clcc(C#N)cee21

1511 | CHEMBL3734844 | CCclcc2c(ccl- -11.2768
clenn(C3CCOCC3)cl)C(C)(C)cl[nH]c3ec(C#N)cee3elC
2=0

1512 | CHEMBL3735452 | CCclec2e(ccINC(=O)N1C[C@@H]3C(CO)[C@@H]3C -9.5594
DC(C)(C)cl[nH]c3cc(CH#N)cee3c1C2=0

1513 | CHEMBL3734938 | CCclcc2e(ccINICCN(C(=0)C3COCCN3)CC1)C(CY(C)c | -11.8664
1[nH]c3cc(C#N)cee3c1C2=0

1514 | CHEMBL5092606 | CN(C)C(=O)clcce(Ne2nec(C(F)(F)F)e(N[C@H]3CC[C -7.9946
@@H](N)CC3)n2)ccl

1515 | CHEMBL1738797 | CCclec2e(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -11.9266
c3cc(C#N)eee3c1C2=0

1516 | CHEMBLA4764610 | COclcc2c(=0)c3cdccc(CHN)ec4[nH]e3n(C(C)C)c2e(F)el | -11.4184
NIC[C@@H](ON(O)[C@@H](C)C1

1517 | CHEMBL601719 C[C@@H](Oclcc(- -8.4706
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

1518 | CHEMBL5286011 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cl)e( | -10.9014
Nc2cee3c(c2)B(0)OC3)nl

1519 | CHEMBL3651884 | Cclce(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)e[nH]c -9.9161
3n2)c(OC(C)C)ecl CICCN(C[C@H](O)C(F)(F)F)CCl1

1520 | CHEMBL3651886 | CCN1CCC(c2cc(OC(C)C)c(Ne3nc(NedeceecdS(=0)(=0) | -10.5083

C(C)C)c4[nH]nnc4n3)cc2C)CC1




1521 | CHEMBL2158586 | COclcc(C2CCN(C(=0)C(C)(C)N)CC2)cccINclInec2eee( | -11.5663
-c3cceec30C)n2nl

1522 | CHEMBL3128059 | C[C@@H](Oclce(-c2cecnn2C)enclN)clec(F)ececl- -8.7502
nlncenl

1523 | CHEMBL4764610 | COclcc2c(=0)c3cdccc(C#HN)ccd[nH]c3n(C(C)C)c2e(F)el -11.4253
NIC[C@@H])(ONO)[C@@H](C)C1

1524 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.3653
C(C)C)eclCICCNCCI

1525 | CHEMBL3622821 | CC[C@@H]1CN(C(=O)NCC(F)(F)F)C[C@@H]1clenc2 -7.4599
cnc3[nH]cce3nl2

1526 | CHEMBL5178187 | C[N+]1(CC(=0)O)CCN(c2ccc(-c3ccc4[nH]cSnccce(- -8.2602
c6cec(Cc7cccec7)cch)cScde3)cc2)CCl

1527 | CHEMBL3115504 | COclccce(-c2ccc3ncdence(/C=C/c5cceecS)nde3c2)ecl -8.663

1528 | CHEMBL5084695 | COclcc(N2CCC(N3CCN(C(=0O)CNc4ceec5c4C(=0)N(C -12.2005
4CCC(=0)NC4=0)C5=0)CC3)CC2)cccINclIncc(Cl)c(N
c2ccecc2P(C)(C)=0)nl

1529 | CHEMBL3961470 | CC1(C)c2cc(C(=O)NCCNS(N)(=0)=0)ccc2C(=0)c2cl[n | -12.3035
H]clcc(C#N)cee21

1530 | CHEMBL3604640 | Cclcc(Nc2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -10.7124
C(C)C)eclCICCN(O)CC1

1531 | CHEMBL3604635 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.0197
OCC2CC2)cc1CICCNCCI1

1532 | CHEMBL3604656 | Cclcc(Ne2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -12.0882
0C2CC2)cc1CICCCN(O)CI

1533 | CHEMBL3604633 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -12.338
OC2CC2)cc1CICCNCCI

1534 | CHEMBL3604638 | Cclcc(Nce2nee(Cl)e(Ne3en(Cne3S(=0)(=0)C(C)C)n2)c( -11.6612
OC(F)(F)F)cc1C1CCN(O)CCl1

1535 | CHEMBL3608524 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -12.4029
nl)CCNCC2

1536 | CHEMBL3608525 | COclcc2c(cc1NclInce(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C) -11.6821
n1)CNCCO2

1537 | CHEMBL3286812 | CNC(=O)clccc(F)ccl [C@@H](C)Oclne(- -11.0571
c2ccenc20C)encIN

1538 | CHEMBL3286814 | N#Ccl[nH]nc2c1-clenc(N)e(c1)OCclec(F)cec10CC2 -10.8609

1539 | CHEMBL3286815 | N#Ccl[nH]nc2c1-clene(N)e(c1)OCcelee(F)ececc10CCC2 -11.0968

1540 | CHEMBL3286818 | C[C@H]10c2cc(cnc2N)- -12.7649
c2¢c(nn(C)c2CH#N)CCOc2ccc(F)ec21

1541 | CHEMBL3286811 | COclnccccl-clenc(N)c(O[C@H](C)c2ec(F)eec2- -10.3193
n2nccen2)nl

1542 | CHEMBL3286812 | CNC(=0)clccc(F)ecl [C@@H](C)Oclnc(- -9.2274
c2ccenc20C)enclIN

1543 | CHEMBLS5178187 | C[N+]1(CC(=0)O)CCN(c2ccce(-c3ccc4[nH]cSncee(- -8.1479
c6cec(Cc7cccec)ech)cSc4ce3)cc2)CCl

1544 | CHEMBL5196885 | C[N+]1(C)CCN(c2ccce(- -7.8332
c3cccd[nH]cSncec(CHCcobeccec6C(F)(F)F)cScdc3)cec2)CC
1

1545 | CHEMBL2064662 | COCCN[C@H]1CCc2ccc(Nc3ncc(Cl)e(N[C@H4[Cw@ | -10.1936

H](C(N)=0)[C@@H]5C=C[C@H]4C5)n3)c(0C)c2CC1




1546 | CHEMBL1644799 | CNC(=O)clccccclINelnc(Ne2eee3ce(c2)CCCC(=0)N3CO) -10.6699
ncclCl

1547 | CHEMBL2042694 | CNS(=0)(=O)clccccc1Nelne(Ne2cee3c(c2)CCCC(=O)N | -10.9196
3C)ncclCl

1548 | CHEMBL1642255 | COCCN1CCc2cc(Nc3nce(Cl)e(Ncdecc(NSCCOCCS)ec4 -11.5663
0C)n3)c(0OC)cc2CCl1

1549 | CHEMBL1922225 | C=C(CC[C@@H](C)[C@H]1CC[C@H]2[C@H](CCc3c -7.6029
c(0)cec3C)C(=0)CC[C@]12C)C(C)C

1550 | CHEMBL1235786 | COclcc(N2CCC(O)CC2)ccclINclee(Ne2ececee2S(=0)(= -10.8896
0)C(C)C)c2cc[nH]e2nl

1551 | CHEMBL2064663 | COCCN[C@@H]1CCc2ccc(Nc3nec(Cl)e(N[C@H]4[C@ | -11.4115
@H](C(N)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)c2CC
1

1552 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -9.5329
C)CC4)cc30C)nc2N1C1ICCCCI

1553 | CHEMBL5177248 | CNC(=O)clccceelNelne(Ne2eee3e(C(=0)N4CCC(C)CC | -11.7987
4)c(C)[nH]c3c2)nec1Cl

1554 | CHEMBL1165317 | O=C1CNc2nce(- -9.2985
c3ccc(C(=O)N4CCC[C@H]J4CN4CCCC4)ce3)cc2N1Cel
c(Cl)ceeclCl

1555 | CHEMBL1922988 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c¢(OCc3ccc(F)cc3 -9.4179
F)ccee21

1556 | CHEMBL1922980 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2¢c(OCc3ccccc3F)c -9.0743
ccc2l

1557 | CHEMBL2403832 | Cclcc(Ne2cc(Ne3ceeee3S(=0)(=0)C(C)C)c(Cl)en2)c(O -7.6201
C(C)C)ecl CICCN(C)CCI

1558 | CHEMBL1823220 | C#Cclcc2c(ccINICCN(C3COC3)CC1)C(C)(C)cl[nH]c3 -12.1531
cc(C#N)cec3c1C2=0

1559 | CHEMBL1947000 | COclccc2eclNelne(necl Cl)Neleecc(N3CCN(C)CC3)c(el -9.3421
)/C=C\2

1560 | CHEMBL1779185 | CCN(CC)CCOclcee2e(c1)C(C)(C)cloc3ec(F)ece3c1C2= -8.61
0O

1561 | CHEMBL1779190 | CCN(CC)CCOclcee2ce(c1)C(CYC)cl[nH]c3cc([N+](=0) -10.0657
[O-]cce3c1C2=0

1562 | CHEMBL1779191 | CCN(CC)CCOclcee2e(c1)C(C)(C)cl[nH]c3ee(Cl)ecc3cel -10.4927
C2=0

1563 | CHEMBL1778716 | O=[N+]([O-])clcce2nenc(Ne3cee(O)cee3)c2cel -7.1802

1564 | CHEMBL382706 CCclnc(C)e(/C=C2\C(=0O)Nc3ccecc32)[nH]1 -8.3115

1565 | CHEMBL1778713 | CCOC(=0)clccc(Ne2ne(Nc3ceee(Cl)ee3)e3ncenc3n2)cel -7.7436

1566 | CHEMBL3785934 | CCN(CCO)[C@H]1CC[C@H](c2cc(OC3CC3)c(Ne3nee(Cl | -11.2343
)c(Ncden(C)ne4S(=0)(=0)C(C)C)n3)cc2C)CC1

1567 | CHEMBL4175678 | Cclcec(CNC(=0)c2ccec(C(C)Oc3ccenc3Ne3nnes3)c2)ce -7.2607
1

1568 | CHEMBL4166182 | COclccc(CNC(=0)c2ccee(C(C)Oc3cenc(Nedenn(C5CC -7.5835
NCC5)c4)c3)c2)cc10C

1569 | CHEMBL4159094 | Cclcec(CNC(=0)c2ccec(C(C)Oc3ceenc3Ne3ncces3)c2)ce -7.2291
1

1570 | CHEMBL3918616 | COclc(Nc2nce(Cl)e(Ne3cceee3S(=0)(=0)N(C)C)n2)ccc -11.911

2cICCCC(N1ICCN(CCO)CC1)C2




1571 | CHEMBL3943066 | COclccccclNelne(Ne2eee3e(c20OC)CCCC(N2CCN(CC -10.434
0)CC2)C3)ncclCl

1572 | CHEMBL1796254 | COCCN1CCc2cc(Nc3nce(Cl)e(N[C@@H]4CCCC[C@H | -11.6612
JANS(C)(=0)=0)n3)c(OC)cc2CCl1

1573 | CHEMBL1796244 | CCN1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@H]4 -10.2429
NS(C)(=0)=0)n3)cc2CCl1

1574 | CHEMBL1796252 | COCCN1CCc2ccc(Nc3nec(Cl)e(N[C@@H]4CCCC[C@ -9.8696
H]4ANS(=0)(=0)C4CC4)n3)cc2CCl1

1575 | CHEMBL1779201 | CC1(C)c2cc(N3CCN(C4COC4)CC3)ccc2C(=0)c2cl[nH] | -10.7348
clcc(C#N)eee21

1576 | CHEMBL2042695 | CN1C(=0)CCCc2cc(Ne3nce(Ce(N[C@HJ4[C@@H](C -10.9845
(N)=0)[C@@H]5C=C[C@H]4C5)n3)ccc21

1577 | CHEMBL2042981 | CCN1C(=0)CCCc2cc(Nc3ncc(Cl)c(NcdeceecdS(=0)(=0 -11.911
IN(C)C)n3)c(OC)ec21

1578 | CHEMBL2401832 | C[C@@H](Oclc(N)ncc2c(C3=CCN(C(N)=0)CC3)cocl2 | -10.4927
)ele(Cheee(F)el1Cl

1579 | CHEMBL3286831 | Cclene2nc3ce(n2cl)- -9.1308
clenc(N)e(c1)O[C@H](C)clec(F)eec1C(=O)N(C)C3

1580 | CHEMBL3286825 | COclnn(C)c2cl- -13.8212
clenc(N)e(c1)O[C@H](C)clee(F)cec1C(=0)N(C)C2

1581 | CHEMBL3286827 | C[C@H]10c2cc(cnc2N)- -12.6033
c2¢c(S(C)(=0)=0)ccc2CN(C)C(=0)c2ccc(F)ec21

1582 | CHEMBL3286813 | C[C@@H](Oclcc(- -10.3078
c2ceec(S(C)(=0)=0)c2)cncIN)clec(F)ceel-nlncenl

1583 | CHEMBL535 CCN(CC)CCNC(=0)c1¢(C)[nH]c(/C=C2\C(=0O)Nc3cce( -7.9969
F)cc32)clC

1584 | CHEMBL3969960 | CC(C)(C)OC(=O)N1CCN(C(=0)COc2ccc3c(c2)C(C)(C) -7.4745
c2oc4cccec4c2C3=0)CCl1

1585 | CHEMBL4114111 | CN(C(=0)Oclccc2e3c(oc2e1)C(C)(C)elec(OC[C@@H]( -7.8201
O)[C@H](0)CO)ccc1C3=0)clcceccl

1586 | CHEMBL4109094 | Cclc(C#N)cec2e3e([nH]c12)C(C)(C)elec(OC[C@H](O) -11.6571
CO)ccclC3=0

1587 | CHEMBL3911685 | CCclec2e(ccINICCC(NC3CCCCC3)CCC(CYC)cl[nH | -12.3725
Jc3ce(C#N)cee3c1C2=0

1588 | CHEMBL4470529 | COclcc(N2CCN(CCN(C)C)C2=0)ccc1Nclnee(Cl)e(Ne2 -11.5933
cceee2S(=0)(=0)C(C)C)nl

1589 | CHEMBL1944658 | COclccc2ccINclnc(neclCI)Nelcecee(c1)CC2 -9.1392

1590 | CHEMBLA4168049 | COclccc(NC(=O)CNC(=0)c2cc(C(C)C)ccec20)cclNelne | -11.0846
c(Che(Ne2eeeee2S(=0)(=0)C(C)C)nl

1591 | CHEMBL4161453 | CC(C)clec(C(=O)NCC(=0O)Nc2cece(Ne3nee(Cl)e(Nedee -9.335
(S(=0)(=0)C(C)C)nn4C)n3)c2)c(O)cclO

1592 | CHEMBL1946801 | CN1CCN(c2ccc3cc2CCc2ecc(N(C)S(C)(=0)=0)c(c2)Nc -12.0111
2nc(ncc2CI)N3)CCl1

1593 | CHEMBL1946803 | COclcc(N2CCN(C)CC2)c2cc1Nelnee(Cl)e(nl)Nelcee(ce -12.5152
c1S(=0)(=0)C(C)C)CC2

1594 | CHEMBL1946800 | CC(C)S(=0)(=O)clccc2eclNelnc(ncclCl)Neleec(N3CC -10.148
N(C)CC3)c(c1)CC2

1595 | CHEMBL2418757 | Cnlcc(-c2enc3[nH]ce(- -8.639

cdenn(CeSceec(C(=0)0)cS5)c4)c3c2)enl




1596 | CHEMBL2418749 | Cclnn(Cc2cc(F)cc(F)c2)c(C)cl-cle[nH]c2nce(- -10.758
c3cnn(C)c3)ccl2

1597 | CHEMBL2418746 | Cclnn(Cc2cccc(F)c2)ccl-clc[nH]c2nee(- -11.6612
c3cnn(C)c3)ccl?2

1598 | CHEMBL1946611 | Clclenc2nelNclcecee(cl)CCelec(ccclOCCN1CCCCI)N -9.2875
2

1599 | CHEMBL1946803 | COclcc(N2CCN(C)CC2)c2cc1Nclnce(Cl)e(nl)Nelcee(ce -10.6699
c1S(=0)(=0)C(C)O)CC2

1600 | CHEMBL2418749 | Cclnn(Cc2cc(F)cc(F)c2)c(C)cl-cle[nH]c2nee(- -9.231
c3cnn(C)c3)ccl2

1601 | CHEMBL2418753 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeScec(F)ceS)c4)c3c2)enl -9.3483

1602 | CHEMBL2418760 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeSceec(O)ceS)cd)c3c2)enl -10.4775

1603 | CHEMBL2418755 | Cnlcc(-c2enc3[nH]cc(- -9.6785
cdenn(CeSceec(C#N)eS)ed)e3c2)enl

1604 | CHEMBL2418746 | Cclnn(Cc2cccc(F)c2)ccl-cle[nH]c2ncce(- -10.2854
c3cnn(C)c3)ccl2

1605 | CHEMBL2418752 | Cnlcc(-c2enc3[nH]cc(-c4enn(CeScece(F)eS5)c4)c3c2)enl -10.5749

1606 | CHEMBL2403849 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.2605
C(C)C)eclCICCN(C)CCI

1607 | CHEMBL4443942 | COclcc(NC(=0O)NCCc2ccenc2)ceclNelnce(Cl)e(Ne2cce -8.4822
(N3CCOCC3)c(OC)e2)n1

1608 | CHEMBL1822525 | COclcc(N2CCN(C[C@H](C)O)CC2)ceclNclnce2eee(- -11.4115
c3ccecc3N(CO)S(C)(=0)=0)n2n1

1609 | CHEMBL2418761 | Cnlcc(-c2cnc3[nH]ec(- -8.5748
cdenn(CeSce(F)eecSF)c4)c3c2)enl

1610 | CHEMBL3128068 | Cclnc(C2(O)CCS(=0)(=0)C2)scl- -10.9512
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)el

1611 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.5321
C(C)C)eclC1CCNCCI

1612 | CHEMBL3128072 | Ccln[nH]ccl- -8.6436
clenc(N)e(O[C@@H](C)c2ec(F)cec2C#N)el

1613 | CHEMBL3128070 | C[C@@H](Oclce(- -9.0947
c2cnn(C3CCNCC3)c2)enclN)clec(F)eeclCl

1614 | CHEMBL3694585 | Clclene2ncINCCelecee(c1)OCCcelccec(cl1)N2 -8.3824

1615 | CHEMBL2172319 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
c(F)c(F)c3)[nH]c3ccc(CN4CCC(C(CY(C)O)CC4)ec32)CC
1

1616 | CHEMBL2172329 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.5663
c(F)cc3)[nH]c3cceecc32)CCl

1617 | CHEMBL2172328 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
ccc3)[nH]c3ccc(CNA4CCCCC4)cc32)CCl

1618 | CHEMBL3330855 | CCOC(=O)N1CCc2nc(Ne3nce(Cl)c(NedeeeecdS(=0)(=0 -9.5731
)C(C)C)n3)sc2CCl1

1619 | CHEMBL3357463 | CC(C)S(=0)(=0)clcccccINclne(Ne2eeec(NC(=0)CN3C | -12.2519
CC4ACNCC43)c2)neclCl

1620 | CHEMBL3357440 | CNC(=0)[C@@H]1[C@H](Nc2nc(Nc3ccecc(NC(=0O)CN) -9.864
c3)ncc2CH[C@H]2C=C[C@@H]1C2

1621 | CHEMBL3357446 | CC(C)S(=0)(=0)clcccccINclne(Ne2eccec(NC(=0)C3(N) | -10.3454

CC3)c2)ncclCl




1622 | CHEMBL3357448 | CC(C)S(=0)(=0)clccecccINclne(Ne2ecec(NC(=0)[C@ -10.7124
@H](N)Cc3c[nH]cn3)c2)ncclCl

1623 | CHEMBL3357454 | CC(C)S(=0)(=O)clcccccINclnc(Ne2ccee(NC(=0)CN3C -10.77
[C@@H](O)O[C@@H](C)C3)c2)ncclCl

1624 | CHEMBL3357455 | CC(C)S(=0)(=O)clccccclINelnc(Ne2ecec(NC(=O)CN3C | -12.2005
CNCC3)c2)ncclCl

1625 | CHEMBL3952558 | CC(C)N(CCSclcee2e(c1)C(C)(C)cloc3eecee3cl1C2=0)C -9.043
(O)C

1626 | CHEMBL3651852 | Cclee(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -9.853
3n2)c(OC(C)C)ec CICCN(C(=0)C2CCNCC2)CC1

1627 | CHEMBL3651859 | COCCN1CCC(c2cc(OC(C)C)e(Ne3nc(NedeceeedS(=0)( -8.8465
=0)C(C)C)c4c(-c5cceccS)[nH]nc4n3)cc2C)CC1

1628 | CHEMBL3651860 | CCcl[nH]nc2nc(Nc3cce(C)e(C4CCN(CCOC)CC4)cec30C( -9.5628
C)C)nc(Nc3eecec3S(=0)(=0)C(C)C)cl2

1629 | CHEMBL3608313 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -7.2855
n1)CN(C1CCOCC1)CCC2

1630 | CHEMBL3672894 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cs) -9.4801
cc34)cc2)CC1

1631 | CHEMBL3949819 | COclcc(N2CCN(C(C)=0)CC2)cecINclnce(C(F)(F)F)c( -11.2879
Nc2cee(N3CCN(CCO)CC3)cc20C)n1

1632 | CHEMBL4113894 | COC(=0)Cnlc2c(c3cce(Br)cc31)C(=0)clecc(OC[C@@ -8.8423
HJ(O)[C@H](0)CO)cc1 C2(C)C

1633 | CHEMBL4110481 | CC1(C)c2cc(OC[C@H](0O)CO)ccc2C(=0)c2c1[nH]clc(C | -12.1763
3CC3)c(C#N)cec21

1634 | CHEMBL1779200 | CC(C)N1CCN(c2cee3ce(c2)C(C)(C)c2[nH]cdec(C#N)ceed | -12.4029
c2C3=0)CCl1

1635 | CHEMBL4169529 | COclcce(NC(=0O)C2(NC(=0)c3cc(C(C)C)c(O)cc30)CC2 -9.7667
)ec1NclIncc(Cle(Ne2eeeec2S(=0)(=0)C(C)C)nl

1636 | CHEMBL4170592 | COclccc(NC(=0)CNC(=0)c2cc(C(C)C)c(0OC)cc20)ccl -11.3165
Nclnee(Clhe(Ne2eeeee2S(=0)(=0)C(C)C)nl

1637 | CHEMBL4172048 | COclcce(NC(=O)CNC(=0)c2cc(C(C)C)c(O)cc20)cclNe | -12.5152
Incc(Cle(Ne2eeecc2P(C)(C)=0)nl

1638 | CHEMBL4084168 | COclcc(C(C)(C)CN(C)C)e(C)ecclNclInce(Clye(Ne2eccee -11.9759
2S5(=0)(=0)C(C)C)nl

1639 | CHEMBL4089672 | CNCC(C)(C)clee(OC)c(Ne2nee(Cl)e(Ne3eecee3S(=0)(= -12.4381
0)C(C)C)n2)cclC

1640 | CHEMBL4099660 | COclcc(CCN(C)C)c(C)eclNelnee(Cl)c(Ne2eceee2S(=0) | -12.4029
(=0)C(C)O)nl

1641 | CHEMBL2172320 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc( | -12.0882
F)cc(C#N)c3)[nH]c3ccc(CNACCC(C(C)(C)O)CC4)cc32)
CC1

1642 | CHEMBL1796253 | CCN1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@H]4 -11.4115
NC(C)=0)n3)cc2CCl1

1643 | CHEMBL3948141 | COclcc(N2CCN(C(C)=0)CC2)cccINclInc(Ne2cec(N3C -8.613
CN(C(C)=0)CC3)ce2)ncclF

1644 | CHEMBL3978871 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(C(F)(F)F)c( -12.0882
Nc2cece(N3CCN(S(C)(=0)=0)CC3)cc20C)n1

1645 | CHEMBL3959706 | COclcc(N2CCN(C(=0)OC(C)(C)C)CC2)ccclNelnec(C( -10.6112

F)(F)F)c(Nc2ccc(N3CCN(C(C)=0)CC3)cc20C)n1




1646 | CHEMBL3922740 | COclcc(N2CCNCC2)cccl1NclInce(F)c(Nc2eee(N3CCN(C -11.185
(C)=0)CC3)cc20C(F)F)nl

1647 | CHEMBL3672896 | CN1CCN(c2ccc(C(=O)Nc3n[nH]cdcec(CeSce(F)ee(F)eS) -8.1579
cc34)c(NC3CCCCC3)c2)CCl1

1648 | CHEMBL3913523 | CCN(CC)CCOclcc2c(ccINICCC(N3CCOCC3)CCH)C(C | -11.2446
)(C)c1[nH]c3ce(C#N)cee3c1C2=0

1649 | CHEMBL3945084 | CCclecc2c(ccIN1ICCN(C(=0)C3CCCCC3)CCHC(CY(C)e | -11.5238
1[nH]c3cc(C#N)cee3c1C2=0

1650 | CHEMBL3895149 | CCN(CC)CCOclcee2e(c1)C(C)(C)cl[nH]c3cc(NC(=O)N -7.8385
c4cceecd)cec3c1C2=0

1651 | CHEMBL4112112 | CC1(C)c2cc(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -7.704
cl[nH]clcc(C(=0O)NCc3cceee3)cec2

1652 | CHEMBL4110292 | CC1(C)c2ec(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -8.685
cl[nH]clec(C(=0O)NCCc3cceee3)ccc?1

1653 | CHEMBLA4115198 | Cnlc2c¢(c3ccc(OC4COC4)cc31)C(=0)clcec(OCIC@H]( -8.5546
0)CO)ccl1C2(C)C

1654 | CHEMBL4764610 | COclcc2c(=0)c3cdcce(CHN)ccd[nH]e3n(C(C)C)c2e(F)el | -12.6526
NIC[C@@H](ON(O)[C@@H](C)C1

1655 | CHEMBL3735988 | CC1(C)c2cc(C3CCN(CCA4CCOCA)CC3)ecc2C(=0)c2cel| -10.6112
nH]clce(C#N)cec21

1656 | CHEMBL2158514 | COclcc(C2CCN(CC(N)=0)CC2)ceclNclnce2cee(- -8.4735
c3nccec30C)n2nl

1657 | CHEMBL2158513 | COclcc(C2CCN(CC(N)=0)CC2)cccINclnec2eee(- -10.9512
c3ccccc3CH#N)n2nl

1658 | CHEMBL2158521 | COclcc(N2CCN(C[C@H](C)O)CC2)c(F)cclNclnce2ece -11.1393
(-c3ccecc3N(O)S(C)(=0)=0)n2nl

1659 | CHEMBL2158512 | COclcce(- -11.2343
c2cec3enc(Nedeec(CSCCN(CC(N)=0)CC5)cc40C)nn23)
c(0C)cl

1660 | CHEMBL2158519 | COclcc(C2CCN(CC(N)=0)CC2)ccclNclInce2e(Cl)ce(- -11.8117
c3ccecc3N(O)S(C)(=0)=0)n2n1

1661 | CHEMBLA4558227 | C=CC(=O)Nclcc(Nc2ncc(F)c(Ne3cceee3P(C)(C)=0)n2)c -9.8007
(OC)ccIN(O)CCN(O)C

1662 | CHEMBL4473365 | C=CC(=0O)Nclcc(Nc2nce(Cl)e(Ne3ceceee3S(=0)(=0)C(C | -10.9845
)C)n2)c(OC)ccIN(C)CCN(C)C

1663 | CHEMBL4747513 | CN(C)Cclnc2ccc(Ne3nec(Cl)e(NedececccdNS(C)(=0)=0) -11.911
n3)cc2[nH]1

1664 | CHEMBL4746688 | CN(C)C(=O)clccccclNelne(Ne2eee3nc(CN4CCCC4)[n -12.0111
H]c3c2)ncclCl

1665 | CHEMBLA4760438 | CN1CCN(Cc2nc3ccec(Nednee(Cl)c(NeSceeceSNS(C)(=0) -11.5663
=0)n4)cc3[nH]2)CC1

1666 | CHEMBL2172321 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.7649
cc(C#N)c3)[nH]c3cecc(CNACCC(C(CYC)O)CC4)ce32)C
Cl

1667 | CHEMBLA4748604 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -8.1146
C(C)C)eclC1CCN(CCC(=O)NCCOCCOCCNCCC(=O)N
c2cccc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CClI

1668 | CHEMBLA4787351 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.2139

C(C)C)cc1C1CCN(CCC(=0)NCCCCCCCCNCCC(=0)N
c2ccce3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC]1




1669 | CHEMBL4741360 | COclcc2c(=0)c3cdccc(C#HN)ccd[nH]c3n(C(C)C)c2e(F)el | -11.7987
NICCN(O)[C@@H](O)C1

1670 | CHEMBL3263971 | CNC(=0O)clccccelNclnce(Ne2eee3e(c2)C(C)CN(C)CC3) -11.4115
ncclCl

1671 | CHEMBL3263970 | CNC(=O)clccccclNelnc(Ne2eee3e(e2)C(c2eccec2)CN( -10.5083
C)CC3)ncclCl

1672 | CHEMBL1796246 | CCN1CCc2ccc(Nc3nee(Cl)e(N[C@@H]4CCCC[C@H]4 -10.758
NC(=O)C(F)(F)F)n3)cc2CCl1

1673 | CHEMBL3357464 | CC(C)S(=0)(=O)clcccccINelnc(Ne2eecee(NC(=O)CN3C | -11.7148
C4CNCC4C3)c2)ncclCl

1674 | CHEMBL3608642 | COclcc2c¢(cclNclncc(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -8.5099
n1)CCCN(C1CCNCC1)C2

1675 | CHEMBL3805462 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4ccec(CeSce(F)eeeSF)ce | -10.5243
34)c(NC3CCOCC3)c2)CCl1

1676 | CHEMBL3805129 | CN1CCN(c2ccc(C(=O)Nc3n[nH]c4ccc(CeSce(F)ee(F)ces) -9.9407
cc34)c(N[C@H]3CC[C@@H](0)CC3)c2)CC1

1677 | CHEMBL1822517 | CN1CCN(c2ccc(Ne3nccdeee(- -8.5866
cSceeccSS(C)(=0)=0)n4n3)cc2)CCl1

1678 | CHEMBLA4787426 | COclcc(NC(=0)/C=C/CN2CCN(C)CC2)ccclNclncc(Cl) -11.5321
c¢(Nc2cceee2S(=0)(=0)C(C)C)nl

1679 | CHEMBL3785722 | Cclcc(Ne2nee(C)e(Ne3en(Cne3S(=0)(=0)C(C)Cn2)c( -12.7649
OC2CC2)cc1CICCN(C)CCI

1680 | CHEMBL3786006 | Cclcc(Ne2nee(Cl)e(Ne3ce[nHne3S(=0)(=0)C(C)C)n2)c( -10.8609
OC(C)C)eclCICCNCCI

1681 | CHEMBL2403839 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.24
C(C)C)ecl CICCN(CC(F)F)CCI

1682 | CHEMBL4062738 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -9.1059
nl)c(=0)n(OC)clcceec21

1683 | CHEMBL3218848 | COclcceecl- -9.5013
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Clenc2[nH]1

1684 | CHEMBL3941123 | C#Cclcc2e(cc1OCICCN(C3COC3)CCC(C)(C)el[nH]e | -12.4659
3ce(C#N)eee3c1C2=0

1685 | CHEMBL3917881 | CC1(C)c2ccc(N3CCC(N4CCCC4)CC3)cc2C(=0)c2cl[n -11.085
H]clcc(C#N)cee?1

1686 | CHEMBL3982727 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Br)e(Nc2cce -10.0212
(N3CCN(C(C)=0)CC3)cc20C)n1

1687 | CHEMBL3951932 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -9.721
N3CCN(CCO)CC3)cc20OC(F)F)nl

1688 | CHEMBL3945192 | COclcc(N2CCN(S(N)(=0)=0)CC2)ccc1Nclnce(Cl)c(Ne -9.9864
2ccc(N3CCN(C(C)=0)CC3)cc20C)n1

1689 | CHEMBL4111137 | CC1(C)c2cc(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -8.8729
cl[nH]clce(Che(Clee21

1690 | CHEMBL3918268 | CCN(CC)CCOclccc2e(cl)C(C)(C)ele(e3cee(C)ec3nlC) -7.4117
C2=0

1691 | CHEMBL4174347 | COclcc(- -12.2519
n2cc(CN3CCN(C)CC3)nn2)cec1Nclnce(Cl)e(Nc2eecee2
S(=0)(=0)C(C)O)nl

1692 | CHEMBL4088216 | CN1C(=0)[C@@H](N2CCc3cn(Ccéccececd)ne3C2=0)C -8.5099

Oc2cccec?21




1693 | CHEMBL4764866 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.7735
n1)CN(C(C)=0)CC2

1694 | CHEMBLA4777397 | COclcc2c¢(cclNclnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -12.0882
n1)CN(CC(=0)N(C)C)CC2

1695 | CHEMBL4743579 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.7649
n1)CNCC2

1696 | CHEMBLA4758611 | CC(C)Oclcc2e(cclNelnee(Cl)e(Ne3eeecc3S(=0)(=0)C( -13.1445
C)C)n1)CCNC2

1697 | CHEMBL4739896 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.5663
n1)CCN(S(N)(=0)=0)C2

1698 | CHEMBLA4740616 | COclcc2c¢(cclNclncc(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -12.0882
n1)CCN(CC(=0)N(C)C)C2

1699 | CHEMBLA4777397 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.5928
n1)CN(CC(=0)N(C)C)CC2

1700 | CHEMBLA4743579 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -11.5663
n1)CNCC2

1701 | CHEMBLA4762173 | CCNC(=0)N1CCc2cc(Nc3nce(Cl)e(NcdceceecdS(=0)(=0 | -10.3552
)C(C)C)n3)c(OC)cc2Cl

1702 | CHEMBLA4740616 | COclcc2c¢(cclNclnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -10.3078
n1)CCN(CC(=0)N(C)C)C2

1703 | CHEMBL4540442 | C=CC(=0)Nclcc(Nc2ncee(Ne3ceeee3S(=0)(=0)N(C)C) -10.6497
n2)c(0OC)ccIN(C)CCN(C)C

1704 | CHEMBL2172323 | COC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cccce3) -12.0882
[nH]c3ccc(CN4CCCCC4)ce32)CCl

1705 | CHEMBL4797642 | COclcc2c(=0)c3cdccc(CHN)ccd[nH]e3n(C(C)C)c2e(F)cl -11.786
NICCN[C@@H](C)C1

1706 | CHEMBLA4787453 | COclce2c(=0)c3cdccec(CH#N)ecd4[nH]e3n(C(C)C)c2e(F)cl | -12.2005
CICCN(C(O)O)CCl

1707 | CHEMBL4788534 | COclcc2c(=0)c3cdccc(CH#N)ccd[nH]e3n(C3CCCC3)c2cc | -11.7494
INICCN(C)CC1

1708 | CHEMBLA4753546 | CCCC(C)nlc2cc(N3CCN(C)CC3)c(OC)cc2ec(=0)c2c3cce | -11.4688
(C#N)cc3[nH]c21

1709 | CHEMBL4749002 | CCCOclcc2e(=0)c3cdccc(C#N)cc4[nH]c3n(C(C)C)c2ee -11.959
INICCN(C)CC1

1710 | CHEMBL3398167 | COclcce([C@@]2(0O)CCN(C(=0)OC(C)C)C)C[C@@H] -10.2745
20)ccc1Ncelncc2eec(-c3cecccc30C)n2nl

1711 | CHEMBLA4762256 | Cclce(Ne2nc(Ne3eceee3S(=0)(=0)C(C)C)c3cc[nH]c3n2 -11.484
)c(OC(C)C)ecl CICCN(C)CC1

1712 | CHEMBL3895881 | CN1CCN(c2ccee(- -8.4512
c3cccd[nH]cSncec(C#Ccbeccec6F)cScde3)ec2)CCl

1713 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)([C@@H]10C)nlc -12.236
3ccecc3ce3cde(cScoeccecbn2e5c31)C(=0)NC4

1714 | CHEMBL3286828 | C[C@H]10c2nc(cnc2N)- -13.4294
c2¢c(S(C)(=0)=0)ccc2CN(C)C(=0)c2ccc(F)ec21

1715 | CHEMBL3897705 | CCN(CC)CCS(=0)(=0)clcc2c(ccl1OC)C(C)(C)cl[nH]c3 -12.5856
cc(C#N)cee3e1C2=0

1716 | CHEMBL3940406 | CC1(C)c2cc(OCCOCCOCCO)ccc2C(=0)c2clocleccec? -7.778
1

1717 | CHEMBL3955911 | CC1(C)c2cc(OCCN3CC[N+](C)(C)CC3=0)ccc2C(=0)c2 -8.3682

cloclceeec21




1718 | CHEMBL4107978 | CC1(C)c2cc(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 | -10.7124
cloclcc(OC(=0O)NCc3cceec3)cec2l

1719 | CHEMBL4108305 | CC(C)(C)clcec(NC(=0)Oc2ccc3cdc(oc3c2)C(C)(C)c2ec( -8.9247
OC[C@H](0)CO)cecc2C4=0)ccl

1720 | CHEMBL3651833 | CC(C)Oclcc2e(ccINclncce(Cl)e(Nc3eeeee3S(=0)(=0)C( -11.6612
C)O)n1)C(=O)N(CICCN(C(=O)CN(OYO)CCH)C2

1721 | CHEMBL3651878 | CCS(=0)(=O)N1CCC(c2cc(OC(C)C)c(Ne3nc(Ncdceccecd -9.9796
S(=0)(=0)C(C)C)c4e(C)[nH]nc4n3)ec2C)CCI

1722 | CHEMBL2064663 | COCCN[C@@H]1CCc2ccc(Nc3nee(Cl)e(N[C@H4[C@ | -10.6699
@H](C(N)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)c2CC
1

1723 | CHEMBL2064723 | COclcc2c(ccINelnee(CHe(N[C@H]3[C@@H](C(N)=0) | -11.0197
[C@@H]4C=C[C@H]3C4)n1)CCC(N1ICCN(C)CC1)CC
2

1724 | CHEMBL2042982 | CCN1C(=0)CCCc2clccc(Nelnee(Cl)e(Ne3cceec3S(=0)( | -11.7735
=0)C(C)C)n1)c20C

1725 | CHEMBL3787262 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.3311
n1)C(C)(C)/C(=N/NC(C)=0)CC2

1726 | CHEMBL3785538 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -10.4927
n1)CC/C(=N\N1CCOCC1)C2(C)C

1727 | CHEMBL3786402 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.6511
n1)CCC(INC(=0)CO)C2(C)C

1728 | CHEMBL3787539 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -9.4801
n1)CCC(=0)C2(C)C

1729 | CHEMBL2023997 | COC(=0)clccc(CNC(=0)[C@H]2CCCN(c3cene(Nedee( -8.1831
0C)c(0C)c(0C)c4)n3)C2)ccl

1730 | CHEMBL2023553 | COclce(Ne2neecc(N3CCC[C@H](C(=O)N[C@H](C)cdcc -8.0799
ccc4)C3)n2)cc(OC)c10C

1731 | CHEMBL2023548 | COclcc(Ne2neec(N3CCC[C@H](C(=0)NCc4cceecd)C3) -9.1324
n2)cc(0C)c10C

1732 | CHEMBL2023992 | COclcc(Ne2necc(N3CCC[C@H](C(=O)NCc4ccee(Cl)cd -9.426
)C3)n2)cc(OC)c10C

1733 | CHEMBLA4760438 | CN1CCN(Cc2nc3ccc(Nednee(Cl)c(NeScecceSNS(C)(=0) -11.786
=0)n4)cc3[nH]2)CC1

1734 | CHEMBL4794675 | CCNC(=0)N1CCc2cc(OC)c(Nc3nce(Cl)e(NcdeceeedS(= -9.6785
0)(=0)C(C)C)n3)cc2Cl

1735 | CHEMBL3963519 | CCC(=O)N(C)clcc(N2CCNCC2)ccelNelne(Ne2eec(N3 -8.679
CCN(C(C)=0)CC3)cc20C)nccl Cl

1736 | CHEMBL3920829 | COclcc(N2CCNCC2)ceclNcelncc(Cl)e(Ne2ecc(N3CCN -12.0882
CC3)cc200)nl

1737 | CHEMBL3983190 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ceee -11.0197
(N3CCNCC3)cc2F)nl

1738 | CHEMBL3785232 | CCC(C)S(=0)(=0)c1nn(C)cc1NcInc(Ne2ee(C)e(C3CCN -11.2343
CC3)cc20C(C)C)ncclCl

1739 | CHEMBL3787103 | CCnlcc(Ne2ne(Ne3ee(C)e(C4CCNCC4)ec30C(C)C)nce -10.7124
2CHe(S(=0)(=0)C(C)Onl

1740 | CHEMBL3787422 | COclcce(Cn2cc(Ne3nc(Nedee(C)e(CSCCNCCS)ec4OC( -9.7714
C)C)nece3ChHe(S(=0)(=0)C(C)C)n2)ccl

1741 | CHEMBL5205937 | C[C@@H]1COc2cn3ncc4c3nc2N1Cclecc(F)ec1OCC(C) -11.6044

(C)NC4=0




1742 | CHEMBL3330876 | CC(C)S(=0)(=0)clccecccINclne(Ne2ne(C(=O)N3C[C@ -9.748
HJ4CN(C)C[C@H]4C3)cs2)nccl Cl

1743 | CHEMBL3330854 | CC(C)S(=0)(=0O)clccccc1Nelnc(Ne2ne3ce(s2)CCN(C(= -9.5978
0)CO)CC3)ncclCl

1744 | CHEMBL2172318 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.6612
cnc3)[nH]e3ccc(CN4CCC(C(C)(C)O)CC4)ec32)CC1

1745 | CHEMBL381738 CNICCN(CCCc2ccc(NC(=0)c3ce(- -8.3483
cdcec5c(c4)OCOS)enc30)cc2)CCl

1746 | CHEMBLA4754109 | COclce(S(=0)(=0)CC(=0)N2CCN(C)CC2)ccclNclInce( -10.3933
Cl)c(Nc2ceeec2S(=0)(=0)C(C)C)nl

1747 | CHEMBLA4754109 | COclce(S(=0)(=0)CC(=0O)N2CCN(C)CC2)cecINelInce( -11.3466
Cl)c(Nc2ceeec2S(=0)(=0)C(C)C)nl

1748 | CHEMBL1922968 | CclnnsclC1=NNC(=0)/C1=C\clen(C)c2ccec(OCc3ccee( | -10.9196
F)c3)cl2

1749 | CHEMBL1922972 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2cccc(OCce3c(F)e | -10.8896
ccc3Cl)cl2

1750 | CHEMBL1642255 | COCCN1CCc2cc(Nc3nce(Cl)e(Ncdece(NSCCOCCS)cc4 -9.6785
0C)n3)c(0OC)cc2CCl1

1751 | CHEMBLA4743188 | CS(=0)(=0)Nclcccec1Nelne(Ne2eee3nc(CN4CCCCC4) -11.7377
[nH]c3c¢2)nccl1Cl

1752 | CHEMBL3916883 | COclcc(N2CCN(C(=0)CO)CC2)cccINclInee(Cl)e(Ne2ee | -11.6612
c(N3CCN(C(=0)CO)CC3)cc20C)n1

1753 | CHEMBL4106475 | CC1(C)c2ccc(OC[C@@H](O)[C@H](0)CO)cc2C(=0)c2 -10.691
cl[nH]clce(Br)cec21

1754 | CHEMBL3909267 | CC1(C)c2ccc(OCc3ccecce3)cc2C(=0)c2cl[nH]clec(Br)cc -8.9459
c21

1755 | CHEMBL3928036 | N#Cclccc2e3e([nH]c2¢c1)C1(CCOCCI)clec(OCCN2CC -10.7382
S(=0)(=0)CC2)cccl1C3=0

1756 | CHEMBL3899020 | C=COclcc2c(ccl1OC(C)C)C(=0)clc([nH]c3ce(C#N)eecl -10.8309
3)C2(C)C

1757 | CHEMBL4110334 | CN(C)C(=O)clecec2e3ce([nH]c2c1)C(C)(C)eclec(OCIC@ -6.9314
@H](0)[C@H](0)CO)ccclC3=0

1758 | CHEMBL4106671 | CC1(C)c2cc(OC[C@H](O)CO)ccc2C(=0)c2c1[nH]clcc( -8.6709
-c3cen[nH]3)ccc21

1759 | CHEMBL3128058 | C[C@@H](Oclce(-c2en(C)nc2C#N)enclN)clec(F)eecl- -9.8982
nlncenl

1760 | CHEMBL3128071 | Ccln[nH]ccl-clene(N)e(O[C@H](C)c2ce(F)cec2F)cl -8.3705

1761 | CHEMBLS5178402 | COclcc(N2CCC3(CCN(C)CC3)CC2)ccclNcelnee(Clye(N -12.338
c2ccecc2P(C)(C)=S)nl

1762 | CHEMBL5170703 | COclcc(N2CCC3(CCNCC3)CC2)cccINclInee(Cl)e(Ne2e | -11.5933
cccc2P(C)(C)=0)nl

1763 | CHEMBL4779513 | COclcc(- -11.4614
n2cccc2C(=0O)N2CCSCC2)ccclNelnee(Cl)e(Ne2eeeec?2
NS(C)(=0)=0)nl

1764 | CHEMBL1779192 | CCN(CC)CCOclccc2e(cl)C(C)(C)cl[nH]e3ce(CH#N)cee3 -11.5156
c1C2=0

1765 | CHEMBL3128074 | Ccln[nH]ccl-clenc(N)e(O[C@H](C)c2cc(F)cec2- -10.2429
n2nccen2)cl

1766 | CHEMBLA4436406 | C[C@H]10c2cc(cnc2N)Ce2c(nn(C)c2C#N)CN(C)C(=0) -10.0893

c2ccc(F)ec2l




1767 | CHEMBL5202722 | Ccl[nH]c2cc(Nc3ncee(Cl)e(NcdeccecdNS(C)(=0)=0O)n3)c | -11.1994
cc2c1C(=0)N1CCC(C)CC1

1768 | CHEMBL3357445 | CC(C)[C@H](N)C(=0O)Nclccee(Ne2nee(Cl)e(Nc3cecccece3 -11.101
S(=0)(=0)C(C)C)n2)cl

1769 | CHEMBL3330863 | CC(C)S(=0)(=O)clccecccINeclne(Ne2ne3e(s2)CN(CC(= -8.6669
O)N2CCOCC2)CC3)ncclCl

1770 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnee(Clhe( | -12.6526
Nec2cceec2P(C)(C)=0)nl

1771 | CHEMBL4756753 | CCN1CCN(C(=0)c2ccen2- -11.2499
c2ccc(Ne3nee(Cl)e(NedececccdNS(C)(=0)=0)n3)c(0C)c2
)CCl1

1772 | CHEMBL1922970 | Cclnnscl1C1=NNC(=0)/C1=C\clcn(C)c2cccc(OCc3c(F)c -9.2516
ccc3F)cl2

1773 | CHEMBL3218854 | COclcc(N2CCOCC2)cccl- -10.4927
clnc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1774 | CHEMBL3218847 | COclccee(- -9.4654
c2nc3c(N[C@HJ4[C@@H](C(N)=0)[C@@H]5C=C[C@
H]4C5)c(Clenc3[nH]2)cl

1775 | CHEMBL3218859 | COclcc(CN2CCN(C)CC2)cccl- -11.484
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1776 | CHEMBLA4787021 | COclcc(NCC2CCCO2)ceccINclInce(Cl)e(Nc2eccce2NS( -12.0484
C)(=0)=0)nl

1777 | CHEMBL5178402 | COclcc(N2CCC3(CCN(C)CC3)CC2)cccINelnee(Cl)e(N | -11.9426
c2ccccc2P(C)(C)=S)nl

1778 | CHEMBL3916883 | COclcc(N2CCN(C(=0)CO)CC2)cccINelnec(Cl)e(Ne2ee | -11.2879
c(N3CCN(C(=0)CO)CC3)cc20C)n1

1779 | CHEMBL3958866 | CCOclcc(N2CCN(C(C)=0)CC2)ccclNclnc(Ne2eee(N3 -10.8229
CCN(C(C)=0)CC3)cc20C)ncclCl

1780 | CHEMBL3944300 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2cee -10.2854
(N3CCN(CCO)CC3)cc20C)n1

1781 | CHEMBL3942803 | CCC(=0O)N1CCN(c2ccc(Ne3nc(Nedeecc(NSCCN(C(C)=0 | -11.3466
)CC5)cc40C)ncc3Clc(0C)c2)CCl

1782 | CHEMBL3897359 | COclcc(N2CCN(C(C)=0)CC2)cccINclnee(F)e(Ne2eee( -9.4713
N3CCN(C(=0)OC(CYC)C)CC3)ec20C)n1

1783 | CHEMBL3981192 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ccee -8.8562
(N3CCN(C(=0)OC(C)(C)O)CC3)ec2OC(F)F)nl

1784 | CHEMBL3972422 | COclcc(N2CCN(C(C)=0)CC2)ccc1Nclncc(Cl)e(Nc2ece -9.556
(N3CCN(C(=0)C(CY)(O)C)CC3)cc200)n1

1785 | CHEMBL3582442 | OC1CCN(c2cc(- -7.8332
c3cencdecc(NSCCC[C@@H]5c¢5¢ccce(F)c5)nn34)cen2)CC
1

1786 | CHEMBLA4795530 | Cclec(NC2=NC3NCCCC3C(Nc3cceee3S(=0)(=0)C(C) -9.4654
C)=N2)c(OC(C)C)ccl C1ICCNCCI

1787 | CHEMBL4092174 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceecee3S(=0)(=0)C(C)C) -12.338
n1)CCNICCNCC21

1788 | CHEMBL3907048 | CC1(C)c2cc(OC3CCN(S(C)(=0)=0)CC3)c(Br)cc2C(=0) | -11.7669

c2cl[nH]clcc(C#N)cee21




1789 | CHEMBL3922720 | CC(C)CCC#Cclcc2e(ccINICCN(C3COC3)CCH)C(C)Y(C) | -11.2206
cl[nH]c3cc(C#N)cee3c1C2=0

1790 | CHEMBL3891393 | CC1(C)c2ccc(N3CCC[C@H]3CN3CCCC3)cc2C(=0)c2c -12.4871
1[nH]clcc(C#N)cec21

1791 | CHEMBL3971353 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -9.605
N3CCN(CCO)CC3)cc20C)n1

1792 | CHEMBL3909538 | CCC(CC)Oclcc2e(ccINICCN(C3CCC3)CCC(CY(C)cl -9.7114
c(c3ccc(C#N)ce3n1C)C2=0

1793 | CHEMBL3930736 | CCclec2e(ccIN1CCC(O)(C3CC3)CC1)C(C)(C)el[nH]e3 | -11.1306
cc(C#N)cee3e1C2=0

1794 | CHEMBL3916733 | CC(C)C1(N2CCOCC2)CCN(c2ce3c(cn2)C(=0)c2ce([nH] -11.3867
cdec(C#N)cec24)C3(C)C)CC1

1795 | CHEMBL560245 Cclcc2e(c(Chnl)-c1[nH]c3ccecec3c ICCN2CCelecccecl -6.6259

1796 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.4982
C(C)C)eclC1ICCNCCI

1797 | CHEMBL4466920 | COclcc(N2CCN(CCCN)C2=0)cccl1Nclnce(Cl)e(Nc2cce -11.8117
cc2S5(=0)(=0)C(C)C)nl

1798 | CHEMBL4787021 | COclcc(NCC2CCCO2)cccINelnec(Cl)e(Ne2eccee2NS( -11.6821
C)(=0)=0)nl

1799 | CHEMBLA4748361 | COclcc(OCC2CCCO2)ceccINclInce(Cl)e(Nc2eccce2NS( -12.3079
C)(=0)=0)nl

1800 | CHEMBLA4753590 | COclce(SCc2ccc(CN(C)C)o2)cccINelnee(Cl)e(Ne2eece -11.9426
c2NS(C)(=0)=0)nl

1801 | CHEMBLA4756753 | CCN1CCN(C(=0O)c2ccen2- -11.4467
c2ccc(Ne3nee(Cl)e(NedeeeecdaNS(C)(=0)=0)n3)c(0C)c2
)CCl1

1802 | CHEMBL4445283 | COclcc(NC(=0O)NCc2ccenc2)cccINelnee(Cl)e(Ne2eee( -8.6814
N3CCN(C)CC3)ce2)nl

1803 | CHEMBL597181 Cclee(C)e(/C=C2\C(=0O)Nc3cce(N)cec32)[nH]1 -7.5437

1804 | CHEMBL232144 Nelcee2e(cl)/C(=C/clcee[nH]1)C(=O)N2 -7.0329

1805 | CHEMBL1202141 | O=C(O)C(F)(F)F.O=C(clccc(- -9.3492
c2cnc3c(c2)N(Cc2eccec2)CCN3)ecl )N1CCC[C@H]1CN
1CCCCl1

1806 | CHEMBL1163566 | FC(F)(F)clccc(Cl)cc1CN1CCNe2ncec(- -9.6785
c3cenc(N4CCNCC4)ce3)ec2l

1807 | CHEMBL5284741 | CN1CCN(c2ccc(NCe3en(- -10.2965
cdcccc(NC(=0)cS5ce(F)ec(F)e5)c4)nn3)ec2)CCl

1808 | CHEMBL3286823 | Cclnn(C)c2cl- -12.5577
clenc(N)e(n1)O[C@H](C)elcc(F)eccl C(=0)N(C)C2

1809 | CHEMBL3286824 | Cclnn(C)c2cl- -8.3824
clenc(N)c(n1)O[C@@H](C)clcc(F)eccl C(=0)N(C)C2

1810 | CHEMBL3286827 | C[C@H]10c2cc(cnc2N)- -10.8896
c2cc(S(C)(=0)=0)ccc2CN(C)C(=0)c2ccc(F)ee21

1811 | CHEMBL3286813 | C[C@@H](Oclce(- -11.8249
c2ceec(S(C)(=0)=0)c2)cncIN)clec(F)ceel-nlncenl

1812 | CHEMBL2042829 | CCN1C(=0)CCCc2clcecc(Nelnee(CHe(N[C@H]3[C@@ -11.1393
H]J(C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

1813 | CHEMBLS5192545 | CC(C)S(=0)(=O)clcceccINelne(Ne2eee3c(NC(=O)CN( -11.9426

C)C)n[nH]c3c2)ncclCl




1814 | CHEMBL3786173 | CCN(CO)[C@H]1CC[C@@H](c2cc(OC3CC3)c(Ne3ncee( -11.484
CDc(Nc4en(C)nedS(=0)(=0)C(C)C)n3)cc2C)CCI

1815 | CHEMBL3787297 | Cclnc(S(=0)(=0)C(C)C)c(Nc2nc(Ne3cee(C)e(CACCN(C) -10.8609
CC4)cc30C3CC3)ncc2Chsl

1816 | CHEMBL3806112 | O=C(Ncln[nH]c2cce(Ce3ce(F)cc(F)c3)ccl2)clecec(CN2C | -10.9845
CCCC2)ccINC1CCOCCI1

1817 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.8809
C(C)C)cclC1ICCNCCI

1818 | CHEMBL3582427 | N#Cclcce(-c2enc3cec(NCe4ceeeceed)nn23)ccl -7.813

1819 | CHEMBL2172306 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.911
c(F)cce3)[nH]c3ccc(CN4CCC(C(N)=0)CC4)cc32)CCl1

1820 | CHEMBL1823221 | CCclcc2c(ccIN1ICCN(C3COC3)CC1)C(C)(C)el[nH]c3c -12.1091
c(C#N)cce3cel1C2=0

1821 | CHEMBL1642254 | CCN1C(=0)CCCc2clccc(Nelnee(Cl)e(Ne3eec(N4CCOC | -10.5928
C4)cc30C)n1)c20C

1822 | CHEMBL1642264 | COclcc2c¢(cclNelnec(Cl)e(Ne3eec(C#N)ec30C)n1)CCN | -11.5663
(CC(=O)N(O)O)CC2

1823 | CHEMBL1946801 | CN1CCN(c2cce3cc2CCe2ecc(N(C)S(C)(=0)=0)c(c2)Nc -9.816
2nc(ncc2CI)N3)CC1

1824 | CHEMBL1922963 | Cclnnsc1C1=NNC(=0)/C1=C\clcn(C)c2cccc(OCe3ccen -10.5928
c3)cl2

1825 | CHEMBL4218175 | CNclnce2ce(- -10.3552
c3ccc(N4CCN(C)CC4)ce3)nn(CC3CCCC3)c2nl

1826 | CHEMBL4571241 | CCclcec2e(cl)e(=0)c(C(=0O)Nclcecc(Oc3ncnedec(OC)c( -11.7835
0C)cc34)c(F)cl)e(Cn2C

1827 | CHEMBL2172311 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.4754
c(F)cc3)[nH]c3ccc(CNCC(C)(C)0)ec32)CC1

1828 | CHEMBL2172332 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.911
c(F)cc3)[nH]c3cce(Cndencnd)cc32)CCl

1829 | CHEMBL5177576 | COC(=0)c1c(C)[nH]c2ce(Ne3nce(Cl)e(NcdccceccdNS(C) -11.4184
(=0)=0)n3)cccl2

1830 | CHEMBL5080010 | O=CINC2(CC2)COc2ncc(F)cc2[Ca@H]2COCCN2¢2ccn3 -9.5594
ncclc3n2

1831 | CHEMBL3687221 | CC(C)clnc(C(N)=0)c(Nc2eecc(N3CCC(NA4CCN(C)CC4) -12.3079
CC3)cc2)ncINC1CCOCCI

1832 | CHEMBL2042982 | CCN1C(=0)CCCc2clcce(Nelnee(Cl)e(Ne3eceee3S(=0)( | -10.3552
=0)C(C)C)n1)c20C

1833 | CHEMBL2023992 | COclcc(Ne2neec(N3CCC[C@H](C(=O)NCc4ccec(Cl)c4 -10.0657
)C3)n2)cc(0C)c10C

1834 | CHEMBL2023544 | COclcce(Ne2neee(N3CCC[C@H](C(=O)NCc4cee(C)ccd -8.1723
)C3)n2)cclOC

1835 | CHEMBL2172322 | C=CCNS(=0)(=0)clcccc(C(=0)/N=c2\[nH]c3cc(CN4CC | -10.3804
CCC4)cee3n2[C@H2CCIC@@H](CO)CC2)cl

1836 | CHEMBL1822525 | COclcc(N2CCN(C[C@H](C)O)CC2)cccINelnec2eec(- -11.3466
c3ccccc3N(C)S(C)(=0)=0O)n2nl

1837 | CHEMBL2158515 | COclcc(C2CCN(CC(N)=0)CC2)cccINclnec2eee(- -11.4115
c3cenec30C)n2nl

1838 | CHEMBL2158529 | COclcc(C2CCN(C)CC2)ceclNelnce2eec(- -11.6612

c3cceec30C)n2nl




1839 | CHEMBL2158525 | COclcc(C2CCN(CCO)CC2)ccclNclnec2eec(- -11.6612
c3ccecc3N(C)S(C)(=0)=0)n2n1

1840 | CHEMBL2158528 | COclcc(C2CCN(C[C@@H](C)O)CC2)cecclNclncc2ecce( -12.0111
-c3ccecc30C)n2nl

1841 | CHEMBL5289155 | C[C@H]1Nc2cee3nce(n3n2)C(=0)NC2(CC2)COc2ccc(C | -10.6908
Dcc21

1842 | CHEMBL3968459 | CCN(CC)CCOclcec2e(nl)C(C)(C)ele(c3cec(CHN)ee3nl -9.25
CCN(CO)CO)C2=0

1843 | CHEMBL3924183 | C#CC(C)(C)N1CCN(c2cc3c(cc2C(C)=0)C(=0)c2¢([nH] -12.1712
cdec(C#N)ecc24)C3(C)O)CCl

1844 | CHEMBL3915862 | CCN(CC)CCOclccc2e(c1)C(C)(C)eloc3ccee(F)c3c1C2= -7.4317
0

1845 | CHEMBL1778719 | Cclee(-c2ccc(N)cc2)e(/C=C2\C(=0)Nc3cceee32)[nH]1 -9.1264

1846 | CHEMBL3979310 | COclcc(-c2cenc3[nH]c4cec(- -10.8609
c5ccc(N6CCN(C)CChH)ccS)ec4ce23)c(OC)ecl Celecccecl

1847 | CHEMBL3983825 | COclcce(-c2cenc3[nH]c4cee(- -6.6963
c5¢ccc(N6CCN(CYCChH)ecS)cec4c23)cc(OC)c1Celeceecl

1848 | CHEMBL3986372 | CN1CCN(c2cce(- -9.1566
c3ccc4[nH]cSncec(/C=C/cbeccccch)cScde3)en2)CCl

1849 | CHEMBLA4085274 | clcce(Nce2cenc3ee(-c4enn(C5SCCOCCS)ce4)cec23)ccl -7.7454

1850 | CHEMBL3669143 | COclcccecl-cle(C(N)=0)sc2enc(Ne3cee(- -10.4481
c4enn(C)c4)cc30C(C)C)ncl2

1851 | CHEMBL3961537 | CN1CCC(Oc2cc3c(cc2N)C(=0)c2¢([nH]cdcc(C#N)cec24 | -11.9738
)C3(C)C)CC1

1852 | CHEMBL3920411 | CC1(C)c2cc(N3CCN(C4COC4)CC3)c(CHCCNICCN(C4 -12.7674
COC4)CC3)cc2C(=0)c2c1[nH]clcc(C#N)eec21

1853 | CHEMBL3943362 | COC(=O)N[C@@H](C(=O)N[C@@H](c1ccc([C@H](C -7.5993
O)N(CCC(CY(C)C)S(=0)(=0)c2ccc3[nH]cee3e2)s1)C(F)(
F)F)C(clececccl)clecccecl

1854 | CHEMBL3934879 | CN1CCN(c2ccce(-c3ccc4[nH]cSncee(-coeece(- -8.1479
c7ccc(F)ecT)nchd)cSc4ce3)ec2)CCl

1855 | CHEMBL3916988 | COclccceccl/C=C/clcenc2[nH]c3ccce(- -9.8696
c4ccc(NSCCN(C)CCS)ec4)cec3cel2

1856 | CHEMBLS5172782 | CNC(=0O)clccecclNelnc(Ne2eee3e(C(=O)N(C)C)e(C)[n -11.959
H]c3c2)ncclCl

1857 | CHEMBL3941724 | COclcc(N2CCN(C(C)=0)CC2)ccc1Nclncc(Cl)e(Nc2ece -11.2343
(N3CCN(C(C)=0)CC3)cc20C)nl

1858 | CHEMBL2151321 | CC(C)Oclcc(- -10.591
n2cnc3ccc(N[C@@H](C)cdecc(F)end)ne32)n[nH]1

1859 | CHEMBL3916238 | CC1(C)c2cc(O[C@H]3CCOC3)ccc2C(=0)c2cl[nH]clec( -9.0258
Br)ccc2l

1860 | CHEMBL3943314 | CC1(C)c2cc(OC3CCN(C(=0)C(F)(F)F)CC3)ccc2C(=0)c -8.8103
2c1[nH]clcc(Br)ccc21

1861 | CHEMBL4174347 | COclcc(- -12.068
n2c¢c(CN3CCN(C)CC3)nn2)cec1Neclnce(Cl)e(Nc2eecee2
S(=0)(=0)C(C)O)nl

1862 | CHEMBL601719 Cl[C@@H](Oclcc(- -9.8058

c2cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl




1863 | CHEMBL4170213 | CC(C)Oclcecc(NC(=0)CNC(=0)c2cc(C(C)C)e(0)cc20)e -12.0295
cINclncc(Cl)e(Nc2eeeee2S(=0)(=0)C(C)C)nl

1864 | CHEMBLS509032 COclec(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Clye( | -12.0882
Nc2ceeee2S(=0)(=0)C(C)C)nl

1865 | CHEMBL3920829 | COclcc(N2CCNCC2)cccl1Nclnce(Cl)e(Ne2ecc(N3CCN -11.911
CC3)cc200C)nl

1866 | CHEMBL3902089 | COclcc(N2CCN(S(C)(=0)=0)CC2)ccc1Nclnee(Cl)e(Ne -10.2032
2ccc(N3CCN(S(C)(=0)=0)CC3)cc20C)n1

1867 | CHEMBL3954637 | COclcc(N2CCN(C(=0)CO)CC2)cccINclnec(C(F)(F)F)c | -11.5663
(Nc2cec(N3CCN(C(C)=0)CC3)cc20C)nl

1868 | CHEMBL3895817 | COclcc(N2CCN(C(C)=0)CC2)ccclNclncc(Cl)e(Nc2ece -10.2129
(N3CCN(C(=0)CO)CC3)cc20C)n1

1869 | CHEMBL1940181 | Cclec2e(ccIN1CCC(N3CCOCC3)CC)C(C)(C)el[nH]e3 | -12.1737
cc(C#N)ccc3el1C2=0

1870 | CHEMBL3967479 | CC(C)(O)C#Cclcec2e(c1)C(=0)clc([nH]c3ce(C#N)cecel -12.6677
3)C2(O)C

1871 | CHEMBL3921449 | N#Cclcec2e3ce([nH]c2¢1)C1(CCOCC)clce(N2CCC(N4 -12.8578
CCCC4)CC2)c(C#N)cc1C3=0

1872 | CHEMBL3938280 | CC1(C)c2cc(O)c(- -13.2486
c3nn[nH]n3)cc2C(=0)c2c1[nH]clcc(Cl)cecec21

1873 | CHEMBL3986413 | CC(C)S(=0)(=0)N1CCN(C(=0)COc2ccc3c(c2)C(C)(C)c -9.6079
2[nH]c4cc(Br)cccdc2C3=0)CCl1

1874 | CHEMBL4115197 | CC1(C)c2cc(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 | -10.0416
cl[nH]clcc(I)cec21

1875 | CHEMBL4114136 | CC1(C)c2cc(OC[C@H](0)CO)ccc2C(=0)c2cl[nH]clc(C -9.1397
(=0)O)c(C#N)cee21

1876 | CHEMBL3961467 | CC1(C)c2cc(N3CCN(C(=0)C4CC4)CC3)ccc2C(=0)c2cl -11.8809
[nH]clcc(C#N)cee21

1877 | CHEMBL4115036 | COCCNC(=O)clccc2e3ce([nH]c2¢1)C(C)(C)eclec(OC[C@ -7.6716
@H](0)[C@H](0)CO)ccclC3=0

1878 | CHEMBL4108561 | CC1(C)c2cc(OC[C@@H](O)[C@H](O)CO)ccc2C(=0)c2 -8.286
cl[nH]clcc(C(=0)Nc3cccen3)eec21

1879 | CHEMBL4112408 | CC1(C)c2cc(OC[C@H](0)CO)ccc2C(=0)c2cl[nH]clece( -9.1084
-c3cces3)cec2l

1880 | CHEMBL3735414 | CCclcc2e(ccINC(=0)NI1CC(N3CCOCC3)C1)C(C)(C)cl -9.1043
[nH]c3cc(C#N)cee3c1C2=0

1881 | CHEMBL3735510 | CCclec2c(ccl- -10.317
clenn(CC(O)CO)c1)C(C)(C)el[nH]c3cc(C#N)cee3c1C2=
0

1882 | CHEMBL5197072 | CNC(=O)clccccclNelnc(Ne2eee3c(C(=O)N4CCC(O)CC | -11.1527
4)c(C)[nH]c3c2)ncclCl

1883 | CHEMBL5170990 | C(=C/clcenc2[nH]c3cccee3cl12)\cleccecd -8.3027

1884 | CHEMBL5172307 | CN1CCN(C(=0)c2ccc(- -7.9969
c3cec4[nH]cSncec(/C=C/cbeccechd)cScde3)cc2)CCl

1885 | CHEMBL3672895 | COCCNclee(N2CCN(C)CC2)ceclC(=O)NclIn[nH]c2ccc( -9.4713
Cc3cc(F)cc(F)e3)cecl2

1886 | CHEMBL3806013 | COCCCNclcc(N2CCN(C)CC2)ceclC(=0O)Ncln[nH]c2cc -9.7434
c(Cc3cc(F)ce(F)e3)ecl2

1887 | CHEMBL3805899 | CN1CCN(c2ccc(C(=0)Ne3n[nH]c4ccc(CeSce(F)ec(F)es) -11.1393

cc34)c(NCCF)c2)CC1




1888 | CHEMBL3672896 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -8.8671
cc34)c(NC3CCCCC3)c2)CCl1

1889 | CHEMBLS518060 Ccleec(O)eel CC[C@@H]1C(=0)CC[C@]2(O)[C@@H] -7.6319
([C@H](C)/C=C/CC(C)O)CC[Cw@H]12

1890 | CHEMBL456936 Ccleec(O)eel CC[C@@H]1C(=0)CC[C@]2(C)[Cw@H] -7.5528
([C@H)(CO)CCCC(OO)CC[Cw@mH]12

1891 | CHEMBL1922964 | Cclnnsc1C1=NNC(=0)/C1=C\clen(C)c2cccc(OCce3cenc -10.2965
c3)cl2

1892 | CHEMBL1922979 | Cnlcc(/C=C2\C(=O)NN=C2c2cccs2)c2c(OCc3cccec3)ce -9.9041
cc2l

1893 | CHEMBL1922976 | Cnlcc(/C=C2\C(=O)NN=C2c2nccs2)c2c(OCc3ccccc3)ce -9.2516
cc2l

1894 | CHEMBL1922983 | CC(Oclccec2ele(/C=CIN\C(=O)NN=Clclnccsl)cn2C)clc -8.9369
ccecel

1895 | CHEMBL4114282 | CO[C@H]10[C@H](COc2ccc3c(c2)C(C)(C)c2[nH]cdee( -9.6614
Br)cec4c2C3=0)[C@@H](O)[C@H](O)[C@H]10

1896 | CHEMBL2158531 | COclcc(C2CCN(C[C@H](0O)CO)CC2)ccclNclncc2ece(- | -12.1091
c3ccecc30C)n2nl

1897 | CHEMBLS517956 Ccleec(O)eel CC[C@@H]1[C@H](0)CC[C@]2(O)[C@ -7.2647
@H]([C@H](C)CCCC(O)O)CC[C@wwH]12

1898 | CHEMBL3218855 | COclcc(N2CCN(C)CC2)cccl- -12.9935
clnc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1899 | CHEMBL3785384 | COclcc2c(cclNclnec(Cl)e(Ne3eeccc3S(=0)(=0)C(C)C) -9.8058
n1)C(C)(C)/C(=N/N1CCOCC1)CC2

1900 | CHEMBL3786127 | COclcc2c(cc1Nclnce(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C) -10.6908
n1)CC/C(=ENINC(N)=0)C2(C)C

1901 | CHEMBL3787422 | COclcce(Cn2cc(Ne3ne(Nedee(C)e(CSCCNCCS)ecdOC( -9.6504
C)C)nce3CHe(S(=0)(=0)C(C)Cn2)ccel

1902 | CHEMBL3330877 | CC(C)S(=0)(=0)clccecccINclne(Ne2ne(CC(=O)N3C[C -9.3813
@HJACN(O)C[C@H]4C3)cs2)nccl Cl

1903 | CHEMBL3330859 | CC(C)S(=0)(=O)clcccccINelne(Ne2ne3e(s2)CCN(C(= -11.2141
0)C2CCOCC2)CC3)ncclCl

1904 | CHEMBL601719 C[C@@H](Oclce(- -8.5274
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

1905 | CHEMBL201553 Cclnc2cce(- -7.6876
c3cnc(O)c(C(=0)Ncdcec(CNSCCN(C)CCS)ccd)ce3)cee2s
1

1906 | CHEMBL2172325 | CCNC(=0O)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3ccccc -11.5663
3)[nH]c3ccc(CN4CCCCC4)cc32)CCl1

1907 | CHEMBL601719 C[C@@H](Oclce(- -9.6868
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

1908 | CHEMBL202831 COclcc(- -7.2688
c2cnc(O)c(C(=0O)Nc3cec(CNACCN(C)CC4)ce3)c2)ec(OC
)c10C

1909 | CHEMBL5394454 | CCclcec2e(cl)e(=0)c(C(=O)Nclcece(Oc3nencdec(OCCC -11.781
CCC(=0)Nc5ceche(c5)CN(CSCCC(=O)NC5=0)C6=0)c(
0C)cc34)c(F)cl)c(Cn2C

1910 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.0111

C(C)C)cc1C1CCNCCI




1911 | CHEMBL3651829 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.007
C(C)C)ecl C1ICCN(C[C@@H](O)C(F)(F)F)CCI1

1912 | CHEMBL3218848 | COclcccecl- -11.0571
clnc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

1913 | CHEMBL4470301 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelee(N2CC -9.0546
CI[C@H]J(C(=O)NCc3ccc(OC(F)(F)F)ce3)C2)cenl

1914 | CHEMBLA4464826 | CCOclcc(C(=O)NC2CCN(C)CC2)ccelNclnee2e(nl)N(C -9.1059
1CCCCH[C@H](CC)C(=O0)N2C

1915 | CHEMBL4436006 | CCOclcc(C(=0O)NC2CCN(C)CC2)ccclNcelnec2e(nl)N(C -8.9127
ICCCC1)CC(=0)N2C

1916 | CHEMBL3604655 | CCNC(=0)clcc(OC2CC2)c(Ne2nec(Cl)e(Ne3en(C)ne3S( | -11.6612
=0)(=0)C(C)C)n2)cclC

1917 | CHEMBL3604647 | Cclcc(Ne2nee(Cl)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.7735
OC(C)C)eclCICCNCI

1918 | CHEMBL3604646 | Cclcc(Nc2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.7735
OC(C)C)eclCICN(O)C1

1919 | CHEMBL3604642 | CC(C)S(=0)(=O)c1nn(C)cc1Nclnc(Nc2ce(F)c(C3CCN( -11.911
C)CC3)cc20C2CC2)ncclCl

1920 | CHEMBL3604650 | COCCclcc(OC2CC2)c(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)( -11.911
=0)C(C)C)n2)cclC

1921 | CHEMBL3604636 | Cclcc(Ne2nee(Cl)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.0968
OCC2CC2)cc1CICCN(C)CCI

1922 | CHEMBL3604640 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.2343
C(C)C)ecl CICCN(C)CCI

1923 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -13.6188
C(C)C)cclC1ICCNCCI

1924 | CHEMBL3263993 | CCICN(C)CCc2ccc(Nc3nce(Cl)e(N[C@H4[C@@H](C( | -10.3677
N)=0)[C@@H]5C=C[C@H]4C5)n3)cc21

1925 | CHEMBL3128066 | Cclnc(C2(O)CN(C)C2)scl- -10.3311
clenc(N)e(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

1926 | CHEMBL601719 C[C@@H](Oclce(- -10.0657
c2cnn(C3CCNCC3)c2)enclN)cle(Cheec(F)cl1Cl

1927 | CHEMBL3218851 | CN1CCN(c2ccce(- -10.6699
c3ncdc(N[C@H]5[C@@H](C(N)=0)[C@@H]6C=C[C@
H]5C6)c(Cl)enc4[nH]3)cc2)CCl1

1928 | CHEMBL2172333 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.7735
c(F)cc3)[nH]e3ccc(CN4CCNCC4)cc32)CClI

1929 | CHEMBL3286808 | COclcce(F)ccl[C@@H](C)Oclcc(-c2ennn2C)enclN -9.9599

1930 | CHEMBL3128060 | C[C@@H](Oclce(-c2cnnn2C)enclN)clcee(F)ceel- -9.3663
nlncenl

1931 | CHEMBL3286809 | CNC(=O)clccc(F)cel[C@@H](C)Oclcce(- -9.8368
c2cen(C)nc2C)enclN

1932 | CHEMBL3286818 | C[C@H]10c2cc(cnc2N)- -10.9196
c2¢(nn(C)c2C#N)CCOc2ccc(F)cc2l

1933 | CHEMBL3582442 | OC1CCN(c2cc(- -7.6716

c3cncdcecc(NSCCC[C@@H]5¢c5cccc(F)e5)nn34)cen2)CC
1




1934 | CHEMBL3582441 | O=C(O)CNI1CCN(c2cc(- -8.3976
c3cencdecc(NSCCC[C@@H]5c5ccce(F)c5)nn34)cen2)CC
1

1935 | CHEMBL4177038 | CC(C)clec(C(=O)NCC(=0O)Nc2cce(F)c(Ne3nee(Cl)e(Ne -12.7649
4cceccdS(=0)(=0)C(C)C)n3)c2)c(O)cclO

1936 | CHEMBL3651864 | Cclce(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.9845
3n2)c(OC(C)C)ecIC1ICCN(CCC(N)=0)CCl1

1937 | CHEMBL3651881 | Cclce(Ne2nc(Ne3eceee3S(=0)(=0)C(C)C)e3c(C)e[nH]c -11.4115
3n2)c(OC(C)C)ec I C1ICCN(C)CC1

1938 | CHEMBL5180262 | CCN(CC)CC(=0O)Ncln[nH]c2cc(Ne3nce(Cl)c(Ncdeeeeed | -12.0295
S(=0)(=0)C(C)C)n3)cecl 2

1939 | CHEMBL3786173 | CCN(CO)[C@H]1CC[C@@H](c2cc(OC3CC3)ec(Ne3nee( | -11.0197
Cl)c(Nce4en(C)ncdS(=0)(=0)C(C)C)n3)cc2C)CC1

1940 | CHEMBL3785890 | Cclecc(Ne2nec(C#N)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2) -11.911
c(OC2CC2)cc1CICCN(C)CCI

1941 | CHEMBL3787598 | Cclcc(Ne2nee(F)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.9845
OC2CC2)cc1CICCN(O)CCI

1942 | CHEMBL3785928 | Cclec(Ne2nee(Cl)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.7735
OC2CC2)ccl [C@H]1CC[C@H](NC(C)C)CC1

1943 | CHEMBL3786830 | CNC(=O)clnn(C)ccINclInc(Nc2ec(C)e(C3CCN(C)CC3)c | -10.8073
c20C2CC2)ncclCl

1944 | CHEMBL2064722 | COclc(Ne2nee(CHe(N[C@H]3[C@@H](C(N)=0)[C@@ | -10.9196
H]4C=C[C@H]3C4)n2)ccc2cICCC(NICCN(C)CCHCC2

1945 | CHEMBL2064722 | COclc(Ne2nee(CHe(N[C@H]3[C@@H](C(N)=0)[C@@ -9.5013
HJ4C=C[C@H]3C4)n2)ccc2c1CCC(N1CCN(C)CCI1)CC2

1946 | CHEMBL2064667 | COclcc2c(cclNclnee(Cl)e(N[C@H]3[C@@H](C(N)=0) -9.816
[C@@H]4AC=C[C@H]3C4)n])CCC(N1CCOCCI1)CC2

1947 | CHEMBL2064665 | COclc(Ne2nee(CHe(N[C@H]3[C@@H](C(N)=0)[C@@ -9.816
H]4C=C[C@H]3C4)n2)ccc2c1 CC[C@H](N1CCOCCI)C
C2

1948 | CHEMBL2064664 | COCCNCI1CCc2cc(Nc3nce(Cl)e(N[C@H]4[C@@H](C( -10.4927
N)=0)[C@@H]5C=C[C@H]4C5)n3)c(0OC)cc2CCl

1949 | CHEMBL2064666 | COclc(Nc2nee(CHe(N[C@H]3[C@@H](C(N)=0)[C@@ | -12.3695
H]4C=C[C@H]3C4)n2)ccc2cl CC[C@@H](N1CCOCCI
)CC2

1950 | CHEMBL2064665 | COclc(Nce2nee(ChHe(N[C@HB3[C@@H](C(N)=0)[C@@ | -10.5749
H]4C=C[C@H]3C4)n2)ccc2c 1 CC[C@H](N1CCOCCI1)C
C2

1951 | CHEMBL2064662 | COCCN[C@H]1CCc2ccc(Nc3ncc(Cl)e(N[C@H4[Cw@ | -10.8896
H]J(C(IN)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)c2CCl1

1952 | CHEMBL3286829 | C[C@H]10c2cc(cnc2N)- -11.6821
c2¢(C3CC3)nn(C)c2CN(C)C(=0)c2ccc(F)ec21

1953 | CHEMBL3397300 | COclcc(N2CCC(N(C)C)CC2)ceelNclnce(Cl)c(Nc2eceee | -13.0594
2P(C)(C)=0O)nl

1954 | CHEMBL5268953 | COclcc(N2CCC(N(C)C)CC2)ceclNelnce(Cl)e(Nc2ceceee -11.0419
3¢2B(0)OC3)nl

1955 | CHEMBL3263992 | CNS(=0)(=O)clcccecINelnc(Ne2eee3e(ec2)C(C)CN(C)C | -12.6033
C3)ncclCl

1956 | CHEMBL3263970 | CNC(=O)clccccclNelnce(Ne2eee3e(e2)C(c2ecccc2)CN( -11.1393

C)CC3)ncclCl




1957 | CHEMBL4061375 | COclcc(C(C)(C)CH#N)c(C)ec1NelInee(Cl)e(Ne2eccee2S( -9.5013
=0)(=0)C(C)C)nl

1958 | CHEMBL4070217 | COclcc(CN)e(C)eclNelnee(Cl)e(Ne2eecec2S(=0)(=0)C | -12.3079
(©)CO)nl

1959 | CHEMBL3823190 | COclcc(C2CCN(C)CC2)ccclNelnce(Cl)e(Ne2eceec2P(C | -13.3609
)(C)=0)nl

1960 | CHEMBL3823017 | COclcc(N2CCC(O)CC2)ccclNelnee(Cl)e(Ne2eeecc2P( -13.3942
C)(C)=0)nl

1961 | CHEMBL3823165 | COclce(P(C)(C)=0O)ccclNclInce(Cl)e(Ne2eceec2P(C)(C) -12.729
=0O)nl

1962 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.482
C(C)C)eclC1ICCNCCI

1963 | CHEMBL3736388 | CCclcc2e(cc1C1=CCN(C(=0)C3CCOCC3)CCHC(C)C) -9.7859
cl[nH]c3cc(C#N)cec3c1C2=0

1964 | CHEMBL3608519 | COclcc2c¢(cclNclnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -12.1531
n1)CCCNC2=0

1965 | CHEMBL3608535 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -6.32
nl)CN(CCO)CCC2

1966 | CHEMBL3735802 | CCclec2e(ccINC(=O)CN1CC3CN(C)CC3C1)C(C)(CO)cl -10.8073
[nH]c3cc(C#N)cee3c1C2=0

1967 | CHEMBL4747806 | COclcc2c(=0)c3cdccc(C#HN)ccd[nH]c3n(C(C)C)c2e(F)el | -12.2792
NICCN(O)[C@H](C)C1

1968 | CHEMBL4744640 | COclcc2c(=0)c3cdecc(CHN)ccd[nH]e3n(C3CC3)c2ccIN | -11.0381
ICCN(C)CC1

1969 | CHEMBLA4796970 | CC(C)clec2e(=0)c3c4ccc(CHN)ec4[nH]e3n(C(C)C)c2ec -10.485
INICCN(C)CC1

1970 | CHEMBLA4754012 | CCCclcc2c(=0)c3cdcec(CH#N)ecd[nH]e3n(C(C)C)c2ecl -12.7649
NICCN(C)CC1

1971 | CHEMBL1980297 | Nclnce(-c2enn(CCO)c2)c2sce(- -9.1341
c3ccc(NC(=0)Nc4ccec(F)ed)ce3)cl2

1972 | CHEMBL197652 CN1CCN(Cc2ccc(NC(=0)c3cce(- -6.6803
c4cence4)enc30)cc2)CCl

1973 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.2792
C(C)C)cclC1ICCNCCI

1974 | CHEMBL2403108 | Cclcc(Ne2nee(Cle(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -13.7563
C(C)C)cclC1CCNCCI

1975 | CHEMBL601719 Cl[C@@H](Oclcc(- -9.6198
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

1976 | CHEMBL3128069 | Cclne([C@](C)(O)CO)scl- -10.8073
clenc(N)c(O[C@H](C)c2ec(F)ecc2-n2ncen2)cl

1977 | CHEMBL4167999 | COclccc(NC(=O)CN2CCN(Cc3cecde(c3)CN(C(=0)c3cc -11.6612
(C(C)O)e(0)ce30)C4)CC2)ccINeInee(Cl)e(Ne2eeecee2S(
=0)(=0)C(C)C)nl

1978 | CHEMBL4751009 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -8.2204
C(C)C)ecl C1CCN(CCC(=O)NCOCCOCCOCCNe2ccec3
c2C(=0)N(C2CCC(=O)NC2=0)C3=0)CCl

1979 | CHEMBL601719 C[C@@H](Oclcce(- -9.1513
c2¢cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

1980 | CHEMBLA4757631 | CCC(=O)NCCOCCNC(=0O)CCNICCC(c2cc(OC(C)C)e( -11.1756

Nc3nce(Cl)c(Ncdeeeee4S(=0)(=0)C(C)C)n3)cc2C)CC1




1981 | CHEMBL4217325 | COclcc(N2CCN(CCOCCOCCNC(=0)CNc3ccec4c3C(= -11.3466
O)N(C3CCC(=0O)NC3=0)C4=0)CC2)ccc1NcIncc(Cl)c(
Nc2ceeee2S(=0)(=0)C(C)C)nl

1982 | CHEMBLA4217325 | COclcc(N2CCN(CCOCCOCCNC(=0O)CNc3cceedc3C(= -9.5662
O)N(C3CCC(=0O)NC3=0)C4=0)CC2)ccc1NcIncc(Cl)c(
Nc2cceee2S(=0)(=0)C(C)C)nl

1983 | CHEMBL4170411 | CCNC(=0O)clnoc(-c2cc(C(C)C)c(0)cc20)cl- -10.8022
clcec(CNCC(=0)Nc2cec(OC)e(Ne3nee(Cl)e(NedccceedS
(=0)(=0)C(C)C)n3)c2)ccel

1984 | CHEMBL4159104 | CCNC(=0O)clnoc(-c2cc(C(C)C)c(O)cc20)cl- -11.641
clceec(CN2CCN(CC(=0)Nc3cec(OC)c(Nednec(Cl)e(Nes
cceecSS(=0)(=0)C(C)C)n4)e3)CC2)ccl

1985 | CHEMBL3984417 | CC(=O)N1CCC(Oc2ccc3c(c2)C(C)(C)c2c(cdcce(Br)ccdn -9.1719
2C)C3=0)CCl1

1986 | CHEMBL3908067 | CC1(C)c2cc(N3CCN(C4CCC4)CC3)c(OC3CCOCC3)cc2 | -12.5152
C(=0)c2c1[nH]clcc(C#N)ccc21

1987 | CHEMBL601719 C[C@@H](Oclce(- -11.1527
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

1988 | CHEMBL3124972 | Cclnc([C@@](C)(O)CO)scl- -10.2965
clene(N)c(O[C@H](C)c2cec(F)eec2-n2ncen?)cl

1989 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.1393
C(C)C)cclC1ICCNCCI

1990 | CHEMBL4062466 | COclcc(C(C)(C)CN)e(C)eelNclInce(Cl)e(Nc2eceee2S(= -11.786
0)(=0)C(C)C)nl

1991 | CHEMBL4080869 | COclcc(C(C)(C)N)c(C)ecINelnee(Cl)e(Ne2eeeee2S(=0) | -12.5152
(=0)C(C)O)nl

1992 | CHEMBL4099660 | COclcc(CCN(C)C)e(C)eclNclInce(Cl)e(Nc2eeeec2S(=0) | -12.6033
(=0)C(C)O)nl

1993 | CHEMBL601719 C[C@@H](Oclce(- -10.7124
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

1994 | CHEMBL3805786 | COC[C@@H](C)Nclcc(N2CCN(C)CC2)cec1 C(=O)Ncl -10.1306
n[nH]c2ccc(Ce3cc(F)ec(F)e3)cecl2

1995 | CHEMBL3806043 | CN1CCN(c2ccc(C(=0O)Nc3n[nH]c4cec(CeSce(F)ee(F)ceS) -9.1092
cc34)c(NCc3cccec3)c2)CCl

1996 | CHEMBL4472823 | Cclcce(-c2n[nH]c3nc(-c4ccc(O)ccd)ccc23)ol -10.3084

1997 | CHEMBL3734855 | CCclec2e(ccINICC3CCICN3CCICCOCCHC(CY(CO)el] -11.8117
nH]c3cce(C#N)cee3c1C2=0

1998 | CHEMBL4076799 | Cclcec(Nc2cene3cee(-c4enn(CSCCNCCS)cd)ece23)ecl -9.7714

1999 | CHEMBL4073257 | Fclcee(Oc2cenc3ec(-c4cnn(CSCCNCCS)cd)cec23)ccl -9.3492

2000 | CHEMBL4091078 | clcce(Ce2cenc3ce(-c4enn(CSCCNCCS)cd)cce23)ecl -9.2767

2001 | CHEMBL1934334 | COclcc(C2CCN(CC(N)=0)CC2)ccclNclInce2cee(- -11.6612
c3cceec30C)n2nl

2002 | CHEMBL601719 C[C@@H](Oclce(- -11.0571
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

2003 | CHEMBL3810133 | Cclce(- -9.0713
c2cc(NC(=0)c3ccc(CNACCN(C)CC4)cc3)[nH]n2)cecIN
C(=O)Nclee(C(C)C)onl

2004 | CHEMBL3978376 | Cclcee(Cn2cc(-c3cenc4[nH]c5ccce(- -8.0243

c6ccc(N7CCN(C)CCT)ecb)ccS5c34)nn2)ccl




2005 | CHEMBL3950181 | COclece(-c2cenc3[nH]c4cece(- -7.9969
c5ccc(N6CCN(C)CChH)ceeS)ccdc23)c(OC)ecl C(=0O)clcecc
cl

2006 | CHEMBL3949340 | CN1CCN(c2cce(- -9.9864
c3cccd4[nH]cSncee(/C=C/c6ecc(F)ech)eS5cde3)cc2)CCl

2007 | CHEMBL3948834 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -11.2343
N3CCNCC3)cc20C(F)F)nl

2008 | CHEMBL3934535 | COC(=O)N1CCN(c2ccc(Ne3ne(Nedeee(NSCCN(C(C)y=0 | -10.1221
)CC5)cc40C)ncc3F)c(OC(F)F)c2)CCl

2009 | CHEMBL3931692 | COclcc(N2CCN(C(=0)CO)CC2)cccINclnee(Cl)e(Ne2ee | -10.7348
c(N3CCN(C(C)y=0)CC3)cc20C)n1

2010 | CHEMBL3924733 | COclcc(N2CCN(C(C)=0)CC2)cccINclInce(F)e(Nc2ceee( -11.484
N3CCN(C(=0)CO)CC3)cc2OC(F)F)nl

2011 | CHEMBL3939640 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(F)e(Nc2eee( -11.3466
N3CCN(C(C)y=0)CC3)cc20C(F)F)nl

2012 | CHEMBL3899531 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(C(F)(F)F)c( -11.911
Nc2cee(N3CCNCC3)cc20C)nl

2013 | CHEMBL3978871 | COclcc(N2CCN(C(C)=0)CC2)cecINclnce(C(F)(F)F)c( -11.3466
Nc2ecc(N3CCN(S(C)(=0)=0)CC3)cc20C)n1

2014 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.0111
C(C)C)eclCICCNCCI

2015 | CHEMBLS509032 COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Clye( | -12.4754
Nc2ceeee2S(=0)(=0)C(C)CO)nl

2016 | CHEMBL3128075 | Cclnn(C)ccl-clenc(N)c(O[C@H](C)c2cc(F)ecc2- -11.1393
n2ncen2)cl

2017 | CHEMBL4111854 | C[C@@H](Oclce(- -12.2765
c2¢nn(C3CC4(CNC4)C3)c2)enclN)ele(Clecc(F)elCl

2018 | CHEMBL4109336 | C[C@@H](Oclce(- -11.865
c2cnn(C3CCC4(CC3)CNCA)c2)enclN)cle(Clcee(F)elCl

2019 | CHEMBL3262356 | N[C@H]1CCCC[C@H]1Nclce2ne[nH]c(=0)c2c(Ne2eee -10.148
c3cc[nH]c23)nl

2020 | CHEMBL3920297 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccce(- -9.1566
c6cec(COcTecec(C(F)(F)F)e7)cch)eScdce3)ec2)CCl

2021 | CHEMBL3956055 | COclccceclC#Cceleenc2[nH]c3cece(- -90.2724
c4ccc(NSCCN(C)CCS)ecd)ec3cl2

2022 | CHEMBL3669145 | COclnccecl-cl1c(C(N)=0)sc2enc(Ne3ee(C)e(- -11.0197
n4ccnc4C)cc30C(C)C)necl2

2023 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -12.2256
C(C)C)eclCICCNCCI

2024 | CHEMBL3953919 | COclcc(N2CCN(C(C)=0)CC2)ccc1Nclnce(Clye(Nc2ece -10.7348
(N3CCN(C(=0)CO)CC3)cc2OC(F)F)nl

2025 | CHEMBL3934738 | COclcc(N2CCN(C)CC2)ccclNelnee(C(F)(F)F)c(Nc2cee | -11.6612
(N3CCN(C(C)=0)CC3)cc20C)nl

2026 | CHEMBL3892892 | COclcc(N2CCNCC2)cccINelnee(C(F)(F)F)c(Ne2cee(N -12.0882
3CCNCC3)cc20C)nl

2027 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.7062
C(C)C)eclCICCNCCI

2028 | CHEMBL3946370 | COclcc(N2CCN(C(C)=0)CC2)cecINclnce(F)e(Nc2cee( -10.6908

N3CCN(C(C)=0)CC3)cc20C0)n1




2029 | CHEMBL3919579 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(C(F)(F)F)c( -11.4115
Nc2cece(N3CCN(C(C)y=0)CC3)cc20C)n1

2030 | CHEMBL3954637 | COclcc(N2CCN(C(=0)CO)CC2)ccclNclnee(C(F)(F)F)c | -12.0882
(Nc2ccc(N3CCN(C(C)y=0)CC3)cc20C)n1

2031 | CHEMBL3896263 | CCNC(=O)N1CCN(c2ccc(Ne3nee(C(F)(F)F)c(Necdecc(N -10.4066
SCCN(C(=0)NCC)CC5)cc40C)n3)c(0C)c2)CC1

2032 | CHEMBL4778125 | COclcc(- -12.3695
n2cccc2C(=O)NCCO)ccclNcelnee(Cl)c(Ne2eceec2NS(C)
(=0)=0)nl

2033 | CHEMBL3931540 | COclcc(C(O)c2cccec2)e(OC)cecl-cleenc2[nH]c3cece(- -6.7296
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2034 | CHEMBL3904008 | CN1CCN(c2cce(- -9.2118
c3cccd[nH]cSncee(/C=C/c6ecce(F)c6)cS5cde3)cc2)CCl

2035 | CHEMBL3916480 | CN1CCN(c2cce(- -9.6388
c3ccc4[nH]cSncec(/C=C/c6ccccc6C(F)(F)F)c5c4c3)cc2)C
Cl

2036 | CHEMBL3913624 | CN1CCN(c2ccc(-c3ccc4[nH]cSncee(-cbeee(- -9.0899
c7cccec)cc6F)c5c4c3)cc2)CCl

2037 | CHEMBL3939548 | CN1CCC(N2CCN(c3cce(-c4cecS[nH]coneece(- -8.7296
c7ccc(Cce8ccccce8)cc7)coe5¢4)cc3)CC2)CC1

2038 | CHEMBL3902568 | CN1CCC(N2CCN(c3ccce(- -8.5887
cdcec5[nH]coneec(/C=C/c7cceec7C(F)(F)F)c6e5c4)ce3)C
C2)CCl1

2039 | CHEMBL3910295 | CN1CCN(c2ccce(-c3cec4[nH]cSnccce(- -9.4152
coeee(C(0O)c7eccecT)ech)cS5cde3)cc2)CCl

2040 | CHEMBL3958885 | CN1CCN(c2cce(-c3cec4[nH]cSnccce(- -7.294
c6cec(OcTeccec7)ech)cS5c4ce3)ec2)CCl

2041 | CHEMBL3946847 | COclcc(Cc2ccccc2)c(O)ccl-cleenc2[nH]c3cec(- -8.3483
c4ccc(NSCCN(C)CCS)ecd)ce3cl2

2042 | CHEMBL2172303 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.0882
c(F)c(Cl)e3)[nH]e3ccc(CN4CCC(C(CYC)O)CC4)ec32)C
Cl

2043 | CHEMBL3651849 | Cclce(Ne2ne(Ne3eccec3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.8609
3n2)c(OC(C)C)ecl CICCN(C(=0)Cn2ccen2)CCl1

2044 | CHEMBLS5395301 | COclcc(C2CCN(CC3CN(cdeeeS5c(c4)C(=O)N(CACCC(= -9.0759
O)NC4=0)C5=0)C3)CC2)c(C)cc1NcIncc(Cl)e(Nc2eece
c2S(=0)(=0)C(C)CO)nl

2045 | CHEMBL4473820 | CN1CCC(Nc2cee(C(=0)Nc3cece(- -7.5171
cdcc(C#N)es4)n[nH]3)cc2)CCl

2046 | CHEMBL1793896 | C=Cnlnc(C(N)=0O)c2cl- -71.9771
cInc(Nce3cc(N4CCN(C)CC4)eec30C(F)(F)F)nec1CC2

2047 | CHEMBL3970685 | CCNC(=O)N1CCN(c2cec(Ne3nc(Nedece(NSCCN(C(C)= | -12.0882
0)CC5)cc40C)ncc3C(F)(F)F)c(0OC)c2)CCl1

2048 | CHEMBL1165499 | CN1CCN(c2cce(- -10.6112
c3cnc4ce(c3)N(Ce3cc(F)eec3F)CCN4)en2)CC1

2049 | CHEMBL1171960 | N#Cclc(N)nc(SCC(=0)c2ccccc2)c(C#N)el-cleescl -8.1831

2050 | CHEMBLA4462528 | COclcc(NC(=0)C2CC2)cccINclnce(Cl)c(Ne2eccee2NC -11.8958
(C©)=0O)nl

2051 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.068

C(C)C)ec1C1CCNCCI




2052 | CHEMBL4471142 | COclcc(N2CCCC2=0)cccl1Nclnce(Cl)e(Nc2eccec2NC( -11.0687
C)=0)nl

2053 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -11.8384
clenc(N)c(O[C@H](C)c2cec(F)eecc2-n2ncen2)cl

2054 | CHEMBL3133821 | Oclccee(Nc2eenc3[nH]c4cceeecdc23)cel -9.4426

2055 | CHEMBL3669150 | COclcccecl- -9.0385
clc(C(N)=0)sc2cne(Ne3ccde(cc30OC(C)C)N(C)C(=0)CC
C4)ncl2

2056 | CHEMBL3904008 | CN1CCN(c2cce(- -9.3639
c3cccd[nH]cSncee(/C=C/c6ecce(F)c6)cS5cde3)cc2)CCl

2057 | CHEMBL3956515 | CN1CCN(c2cce(- -8.9883
c3cec4[nH]cSncec(/C=C/cbcccec6F)cS5cdce3)ec2)CCl

2058 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.8177
c2cnn(C3CCNCC3)c2)encIN)ele(Cleee(F)c1Cl

2059 | CHEMBL3735401 | CCclec2c(ccl- -11.4764
clenn(CC(=O)N(C)C)c1)C(C)(C)c1[nH]c3cc(CH#N)cee3e
1C2=0

2060 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -10.2965
cc34)c(NC3CCOCC3)c2)CCl1

2061 | CHEMBL3672895 | COCCNclcc(N2CCN(C)CC2)eccl C(=0O)NclIn[nH]c2ccce( -9.0576
Cc3cce(F)ce(F)e3)ccl2

2062 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.2256
C(C)C)eclC1ICCNCCI

2063 | CHEMBL4083964 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccee3S(=0)(=0)C(C)C) -11.7377
nl)CCNIC(N)=NCC21

2064 | CHEMBL4071384 | COclcc2c(cclNelnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -11.7377
n1)CICNCC(=O)N1CC2

2065 | CHEMBL3975069 | COclcc(N2CCN(S(C)(=0)=0)CC2)ccclNclInce(C(F)(F) -11.1393
F)c(Nc2ccc(N3CCN(C(C)y=0)CC3)cc20C)n1

2066 | CHEMBL601719 C[C@@H](Oclce(- -8.244
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2067 | CHEMBL388978 CN[C@@H]IC[C@H20[C@@](C)([C@@H]10C)nlc -12.0882
3cceccc3ce3cde(cS5checcecobn2e5c31)C(=0)NC4

2068 | CHEMBL5284780 | C=CC(=0)Nclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)NC -12.0276
3CC3)n2)c(OC)ccIN(C)CCN(C)C

2069 | CHEMBL605003 CN(C)S(=0)(=0)clcec2e(cl)/C(=C/clee3e([nH]1)CCCC -6.7296
3)C(=0O)N2

2070 | CHEMBL2023998 | COclcc(Ne2neec(N3CCC[C@H](C(=O)NCc4ccee(- -10.9512
cScceees)c4)C3)n2)ec(0OC)c10C

2071 | CHEMBL2023539 | Cclcecc(CNC(=0)[C@H]2CCCN(c3cenc(Nedeee(Cl)ecd) -7.3762
n3)C2)ccl

2072 | CHEMBL2023536 | Cclcecc(CNC(=0)[C@H]2CCCN(c3cenc(Nedcceec4)n3) -7.9916
C2)ccl

2073 | CHEMBL5183055 | CNC(=0)clcceecc1Nelne(Ne2eee3e(C(=0)OC)ce(C)[nH]e -12.0111
3¢2)ncclCl

2074 | CHEMBL5093999 | O=CINC2(CC2)COc2ncc(F)cc2[C@H]2CCCCN2c2cen3 | -10.9677
ncclc3n2

2075 | CHEMBL3966723 | COclcccecl/C=C(\C)clcenc2[nH]c3cce(- -8.1479

c4ccc(NSCCN(C)CCS5)ecd)ec3el2




2076 | CHEMBL3982473 | CN1CCN(c2ccc(-c3cec4[nH]cSncce(-cbecee(- -9.721
c7cccec7)c6)c5c4e3)cc2)CCl

2077 | CHEMBL3128075 | Cclnn(C)ccl-clenc(N)c(O[C@H](C)c2cc(F)ecc2- -9.58
n2nccn2)cl

2078 | CHEMBLA4285785 | COclnc(N2CCN(C)CC2)ccclNelnee(Cl)c(Ne2ceeeee2NS -7.6716
(=0)(=0)C2CC2)n1

2079 | CHEMBLS5173501 | C[C@H]1CNC(=0)c2cnn3cc(cnc23)N[C@H](C)c2ce(F) -12.7588
cc(c2)01

2080 | CHEMBL5209011 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.8249
C(O)C)ecl CICCN(C(=0)SCC(=S)N(O)O)CC

2081 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.6908
C(C)C)eclC1ICCNCCI

2082 | CHEMBLA4465558 | COclcc(N2CCNC2=0)ccclNclnce(Cl)e(Nc2eeceec2S(=0O | -11.8809
)EO)C(C)CO)nl

2083 | CHEMBLA4464571 | COclcc(N2CCN(CC(=O)N3CCC(=0)CC3)C2=0)cccIN -12.1531
cInce(Cl)e(Ne2eceec2S(=0)(=0)C(C)C)nl

2084 | CHEMBLA4519408 | COclcc(N2CCN(CC(=0)N(C)C)C2=0)cccINclnce(Cl)e -10.8229
(Nc2cceee2S(=0)(=0)C(C)C)nl

2085 | CHEMBL3736388 | CCclec2e(cclC1=CCN(C(=0)C3CCOCC3)CCHC(C)C) | -10.9845
cl[nH]c3cc(C#N)cee3c1C2=0

2086 | CHEMBL3977662 | CN1CCN(c2cce(- -8.5887
c3ccc4[nH]cSncec(/C=C/cb6ccccc6Cl)c5c4e3)cc2)CCl

2087 | CHEMBL3947279 | CN1CCN(c2cce(- -9.6388
c3ccc4[nH]cSncec(/C=C/c6cccccONS(C)(=0)=0)c5c4c3)
cc2)CCl1

2088 | CHEMBL3967080 | CC(C)[Si](C#Cclcenc2[nH]c3cee(- -7.531
c4ccc(NSCEN(C)CCS)ecd)ee3c12)(C(CO)O)C(O)C

2089 | CHEMBL3922458 | COclcc(C(=0)c2ccecc2)c(O)ccl-cleenc2[nH]c3cee(- -7.8757
c4ccc(NSCCN(C)CCS)ecd)ce3cl2

2090 | CHEMBL5425306 | COclcc(C2CCN(CCCC#Cc3ccec4c3CN(C3CCC(=0)NC -8.8872
3=0)C4=0)CC2)c(C)ccINcInce(Cl)c(Ne2cceee2S(=0)(=
0)C(C)O)nl

2091 | CHEMBL1779202 | CC1(C)c2cc(C3CCN(C4COC4H)CC3)cec2C(=0)c2cl[nH] -12.5152
clec(C#N)ceee21

2092 | CHEMBL3669148 | COclncc(F)ccl- -11.484
clc(C(N)=0)sc2cne(Nc3ec(C4CCOCC4)Nn3C(C)C)ncl2

2093 | CHEMBL3651842 | COclcc2c(cc1Nelnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -11.2343
n1)C(=O)N(CICN(C(=0)[C@@H]3CCCN3)C1)C2

2094 | CHEMBL3651844 | Cclce(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c[nH]ne3n2 -11.185
)c(OC(C)C)ec CICCN(C(=0)CN(C)O)CC1

2095 | CHEMBL3651845 | Cclec(Ne2ne(Nc3eccec3S(=0)(=0)C(C)C)c3c[nH]nc3n2 -10.6908
)c(OC(C)C)ecl C1ICCN(C[C@@H](O)C(F)(F)F)CC1

2096 | CHEMBL3651853 | Cclee(Nc2ec(Ne3ceeeee3S(=0)(=0)C(C)C)e3c(C)n[nH]c -10.5243
3¢2)c(OC(C)C)cc1CICCNCCI

2097 | CHEMBL3651856 | CNC(=0O)CNICCC(c2cc(OC(C)C)e(Ne3nc(NedeceeedS( -10.8896
=0)(=0)C(C)C)c4c(C)[nH]nc4n3)cc2C)CC1

2098 | CHEMBL3651862 | COclcc(C2CCN(C)CC2)c(C)ecelNelne(Ne2eceee2S(=0) -12.338

(=0)C(C)C)c2¢(C)[nH]nc2n1




2099 | CHEMBL3651873 | Cclee(Ne2ne(Ne3cceee3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.9512
3n2)c(OC(C)C)ecc CICCN([C@H]2CCS(=0)(=0)C2)CC
1

2100 | CHEMBL3651875 | COclcc(C2CCOCC2)c(C)ecINelne(Nc2eceec2S(=0)(= -11.6612
0)C(C)C)c2¢(C)[nH]nc2n1

2101 | CHEMBL3651880 | Cclce(Ne2ne(Ne3ceeee3S(=0)(=0)C(C)C)c3c(C)e[nH]c -11.5663
3n2)c(OC(C)C)ecl1 CICCN(CC(N)=0)CC1

2102 | CHEMBL3651883 | Cclcc(Ne2ne(Nc3ceceee3S(=0)(=0)C(C)C)c3c(C)c[nH]c -9.6273
3n2)c(OC(C)C)ecl CICCN(C[C@@H](O)C(F)(F)F)CCl1

2103 | CHEMBL3892892 | COclcc(N2CCNCC2)cccl1NclInee(C(F)(F)F)c(Nc2cee(N -11.911
3CCNCC3)cc20C)nl

2104 | CHEMBL3945192 | COclcc(N2CCN(S(N)(=0)=0)CC2)ccclNclncc(Cl)c(Nc -11.4115
2¢cc(N3CCN(C(C)=0)CC3)cc20C)n1

2105 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.134
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

2106 | CHEMBL1807757 | COC(=0)clccec(Oc2ne[nH]c(=0)c2/C=C/C(C)=0)cl -7.8271

2107 | CHEMBL1808095 | CC(=0)/C=C/clc(Oc2ccc(O)cc2)nc[nH]c1=0 -7.2631

2108 | CHEMBL1808097 | COclcc(Oc2ne[nH]c(=0)c2/C=C/C(C)=0)c(C(C)=0O)ccl -7.2655
oC

2109 | CHEMBL1808107 | CC(=0)/C=C/c1c(Oc2cc(C(F)(F)F)ccc2Cl)ne[nH]c1=0 -7.0997

2110 | CHEMBL1806514 | COC(=0O)clccec(Oc2ne[nH]c(=0)c2C2CC(C)=NN2C(C) -7.1565
=0)cl

2111 | CHEMBLA4550250 | CC(C)N1CCN(Cc2ccc(-c3n[nH]c4nc(- -9.9073
cScec(0)ecS)ecc34)o02)CCl

2112 | CHEMBL1922974 | Cclnnsc1C1=NNC(=0)/C1=C\clen(C)c2ccec(OCc3c(F)c -9.0743
cc(CDc3F)c12

2113 | CHEMBL3985396 | CC(=O)N1CCN(c2ccc(Ne3nee(Cl)e(Nedeee(NSCCN(C( -9.3397
C)=0)CC5)cc4Chn3)c(Cl)c2)CCl1

2114 | CHEMBL3922740 | COclcc(N2CCNCC2)cccl1Nelnec(F)e(Ne2eecc(N3CCN(C -9.6014
(C)=0)CC3)cc20C(F)F)nl

2115 | CHEMBL1779097 | CCOclccc2c3c(oc2el)C(C)(C)clec(OCCN(CC)CC)ececl -8.3315
C3=0

2116 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -12.9024
clenc(N)e(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

2117 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -13.7563
clenc(N)c(O[C@H](C)c2ec(F)ecc2-n2ncen2)cl

2118 | CHEMBL3735401 | CCclec2c(ccl- -12.338
clenn(CC(=O)N(C)C)c1)C(C)(C)cl[nH]e3cc(C#N)cee3c
1C2=0

2119 | CHEMBLA4466561 | Cclcc(NC2CCN(C)CC2)cccl - -12.8578
clec2c(N3CCC[C@H](C(=O)NCc4ccc(Cl)ccd)C3)nene2|
nH]1

2120 | CHEMBLA4537938 | Cclec(NC2CCN(C)CC2)ccecl - -13.0398
clec2c(N3CCC[C@H](C(=O)NCc4cccc(OC(F)(F)F)c4)C
3)ncenc2[nH]!

2121 | CHEMBLA4588120 | Cclec(NC2CCN(C)CC2)cccl - -13.0796

clec2e(N3CCC[C@H](C(=O)NCc4ccc(S(F)(F)F)cc4)C3)
ncnc2[nH]1




2122 | CHEMBLA4522012 | Cclecc(NC2CCN(C)CC2)cccl- -11.523
clec2e(N3CCC[C@H](C(=O)NCc4ccc(OC(F)(F)F)ccd4)C
3)ncnc2[nH]1

2123 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -11.0968
c2¢(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ee2l

2124 | CHEMBL2172313 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.338
ccc3)[nH]c3ccc(CNACCC(C(C)(C)O)CC4)cc32)CCl

2125 | CHEMBL2172336 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.0882
c(F)ce3)[nH]c3ccc(CN4CCCCC4C(=0)0)cc32)CCI

2126 | CHEMBL2172330 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.4754
c(F)ce3)[nH]c3ccc(CN4CCCCC4)ec32)CCl

2127 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.9196
C(C)C)eclC1ICCNCCI

2128 | CHEMBL1738797 | CCclecc2c(ccIN1ICCC(N3CCOCC3)CC1)C(CY(C)cl[nH] -12.5152
c3cc(C#N)eee3cl1C2=0

2129 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCCH)CC3)cecc2C(=0)c2cl -11.5156
[nH]clce(C#N)cec21

2130 | CHEMBL3925372 | COclc(Ne2nee(Clc(Ne3ceeee3N3CCCS3(=0)=0)n2)cce -10.2429
2c1CCCC(NICCN(CCO)CCDHC2

2131 | CHEMBL2403108 | Cclece(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.9932
C(C)C)ecl1C1ICCNCCI1

2132 | CHEMBL4469756 | CCOclcc(C(=O)NC2CCN(C)CC2)cceclNclnee2¢e(nl)N(C -8.9493
clcecc(Br)e)[C@H](CC)C(=0)N2C

2133 | CHEMBL2403843 | Cclce(Ne2nee(C)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(OC -11.1135
(C)C)cc1CICCN(O)CCI

2134 | CHEMBL2401832 | C[C@@H](Oclc(N)ncc2¢(C3=CCN(C(N)=0)CC3)cocl2 -8.9369
)cle(Cl)cee(F)cl1Cl

2135 | CHEMBL2403108 | Cclece(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.1091
C(C)C)eclC1CCNCCI

2136 | CHEMBL3398171 | COclcc([C@@]2(O)CCN(CC(N)=0)C[C@@H]20)cccl -10.2429
Nclncc2eee(-c3cceec30C)n2nl

2137 | CHEMBL3357439 | CC(C)S(=0)(=0O)clcceccINelnec(Ne2ecce(NC(=0O)CN)c -11.0846
2)ncclCl

2138 | CHEMBL509032 COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINeInee(Cle( -10.2854
Nc2ceeee2S(=0)(=0)C(C)C)nl

2139 | CHEMBL3115493 | O=[N+]([O-])clccec(Nc2ec3ncdeccec4n3en2)cl -7.0916

2140 | CHEMBL3128062 | COclncnccl-clenc(N)c(O[C@H](C)c2cc(F)ecc2- -8.6693
n2ncen2)cl

2141 | CHEMBL3133821 | Oclccce(Nc2eenc3[nH]c4cccecdce23)cl -8.0243

2142 | CHEMBL601719 C[C@@H](Oclcc(- -9.3397
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

2143 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -11.9203
C(C)C)eclC1ICCNCCI

2144 | CHEMBLA4522012 | Cclee(NC2CCN(C)CC2)cccl - -13.5714
clcc2¢(N3CCC[C@H](C(=0O)NCc4ccc(OC(F)(F)F)cc4)C
3)ncnc2[nH]1

2145 | CHEMBL3608535 | COclcc2c(cclNelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -8.1831

n1)CN(CCO)CCC2




2146 | CHEMBL3608531 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -8.5099
n1)CCCN(C(=0)CO)C2

2147 | CHEMBL3608530 | COclcc2c¢(cclNclncc(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -8.6474
n1)CN(C(C)=0)CCC2

2148 | CHEMBL3608523 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.4754
nl)CNCCC2

2149 | CHEMBL3608520 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -11.8523
nl)C(=0)NCCC2

2150 | CHEMBL3608522 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -12.1531
nl)CCCNC2

2151 | CHEMBL3608523 | COclcc2c¢(cc1Nelnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -12.0111
nl)CNCCC2

2152 | CHEMBL3608527 | CCN1CCCc2cc(OC)c(Ne3nce(Cl)e(NedeceecdS(=0)(=0 -7.294
)C(C)C)n3)cc2Cl

2153 | CHEMBL3608528 | CCN1CCc2cc(Nc3nee(Cl)e(NedceeccdS(=0)(=0)C(C)C) -7.3961
n3)c(0C)cc2CCl1

2154 | CHEMBL3608530 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -7.2607
n1)CN(C(C)=0)CCC2

2155 | CHEMBL3608531 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccee3S(=0)(=0)C(C)C) -8.3483
n1)CCCN(C(=0)CO)C2

2156 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.6908
C(C)C)eclC1ICCNCCI

2157 | CHEMBL2403827 | CCN1CCC(c2cc(OC(C)C)c(Ne3nee(C)e(NedeececdS(=0 -10.6823
)(EO)C(C)C)n3)cc2C)CC1

2158 | CHEMBLA4518526 | COclcc(Nc2cc(N3CCC[C@H](C(=O)NCc4cce(C)ced)C3 -7.6058
)een2)ec(0C)c10C

2159 | CHEMBLA4298138 | C[C@H]1CNC(=0)c2cnn3cce(nc23)N[C@H](C)c2ce(F) -12.7588
ccc201

2160 | CHEMBL4459025 | CCOclcc(C2CCN(C)CC2)ceclNelnee2e(nl)N(Celece(B -8.7475
r)cc)[C@H](CC)C(=O)N2C

2161 | CHEMBL4449858 | CCOclcc(C2CCN(C)CC2)ceclNelnee2e(n1)N(Celee(C) -11.0197
cs)[C@H](CC)C(=0O)N2C

2162 | CHEMBLA4519103 | CCOclcc(C2CCN(C)CC2)ceclNelnec2e(nl)N(Celeee(C -9.4426
)sD[C@H](CC)C(=0)N2C

2163 | CHEMBL1163566 | FC(F)(F)clcce(Cl)eclCN1CCNce2nec(- -11.3466
c3cenc(N4CCNCC4)c3)cc21

2164 | CHEMBL601719 C[C@@H](Oclce(- -11.7721
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2165 | CHEMBLA4113977 | CC1(C)c2cc(OC[C@H](0)CO)cecc2C(=0)c2cl[nH]clce(C -8.6109
(N)=0)c(C#N)ccc21

2166 | CHEMBLA4111677 | COclccc2c(cl)C(C)(C)cl[nH]e3c(OC[C@H](0O)CO)c(C -8.8758
#N)ccc3c1C2=0

2167 | CHEMBL3218861 | CN1CCN(c2cce(- -12.1531
c3ncdc(N[C@H]5[C@@H](C(N)=0)[C@@H]6C=C[C@
H]5C6)c(Br)ecnc4[nH]3)cc2)CC1

2168 | CHEMBL601719 C[C@@H](Oclcce(- -8.4887
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

2169 | CHEMBL3922786 | CC1(C)c2cce(OCc3ccenc3)cc2C(=0)c2cl[nH]clcc(C#N) | -11.5582

cce2l




2170 | CHEMBL4107738 | CC1(C)c2ccc(OC[C@H](0)CO)cc2C(=0)c2c1[nH]clee( -11.861
C#N)ccec21

2171 | CHEMBL4108355 | Cclec2c3c([nH]c2¢cc1CHC(C)(C)elec(OC[C@@H](0)[C -8.196
@H](0)CO)ccelC3=0

2172 | CHEMBL3128064 | Cclnc(C(C)(C)O)scl- -10.7348
clene(N)e(O[C@H](C)c2cec(F)eee2-n2ncen2)cl

2173 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -10.6699
3ceccc3c3cde(cS5checcecon2e5c31)C(=0)NC4

2174 | CHEMBLA4546844 | COclcc(NC(=O)NC2CCC(=0)CC2)cccINclInce(Cle(Ne | -11.9266
2ccccc2NC(C)=0)nl

2175 | CHEMBL3975258 | Cclec(OCc2ccc(-c3cenc4[nH]cScee(- -9.8696
c6¢ccc(N7TCCN(C)CCT)ecb)ccS5c34)ec2)cec1Cl

2176 | CHEMBL4471142 | COclcc(N2CCCC2=0)cccl1NclInce(Cl)e(Ne2eccce2NC( -12.1091
C)=0O)nl

2177 | CHEMBLA4851806 | CCclec2e(cclN1CCC(N3CCN(CCCC#Cc4ceccc5c4CN(C -7.7745
4CCC(=0)NC4=0)C5=0)CC3)CC1HC(C)(C)cl[nH]c3cc(
C#N)cce3c1C2=0

2178 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CCA4CCOCCA)CC3)ccc2C(=0)c2el | -12.0111
[nH]clce(C#N)cee21

2179 | CHEMBL3736273 | CCclec2c(ccl- -12.8298
clenn(C3CCNCC3)cl)C(C)(C)cl[nH]c3ec(C#N)cee3elC
2=0

2180 | CHEMBL5177576 | COC(=0)c1c(C)[nH]c2ce(Ne3nce(Cl)e(NcdceccecdNS(C) -11.9426
(=0)=0)n3)cccl2

2181 | CHEMBL4106737 | CC(C)Oclcc2e(cclO[C@@H]1ICCN(C3CCC3)C1)C(C)( -12.4754
C)cl[nH]c3cc(C#N)eee3c1C2=0

2182 | CHEMBL3960260 | CC(C)N1CCN(c2cee3ce(c2)C(C)(C)e2[nH]c4c(F)c(C#N)c -12.9259
cc4c2C3=0)CCl1

2183 | CHEMBL4111723 | CC1(C)c2cc(OC[C@@H](0)[C@H](O)CO)ccc2C(=0)c2 -8.5761
cl[nH]clccc(C#N)ce21

2184 | CHEMBL5401769 | COclcce2nc(-c3ccdecc(NSCCOCCS)ccdoc3=0)sc2cl -9.3165

2185 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]cdcce(CeSce(F)ee(F)cd) -11.2343
cc34)c(NC3CCOCC3)c2)CC1

2186 | CHEMBLA4449858 | CCOclcc(C2CCN(C)CC2)ceclNelnee2e(n1)N(Celee(C) -8.2602
cs D[C@H](CC)C(=0)N2C

2187 | CHEMBL3986775 | CN1CCC(Oc2cc3c(cc2[N+](=0)[O- -12.7705
NC(=0)c2¢([nH]c4cc(C#N)ccc24)C3(C)C)CCI

2188 | CHEMBL3976640 | CC1(C)c2cc(N3CCN(C4CCC4)CC3)c(Br)cc2C(=0)c2el[ | -12.3082
nH]clcc(C#N)cec21

2189 | CHEMBL3905916 | C#Cclcc2c(ccIN1CCOCCT)C(C)(C)cl[nH]c3cc(C#N)ce -12.2293
c3c1C2=0

2190 | CHEMBL3904875 | CC1(C)c2cc(N3CCOCC3)c(CHCCN3ICCOCC3)cc2C(=0 -12.1823
)c2c1[nH]clce(C#N)cee21

2191 | CHEMBL3936548 | CC(C)OCC#Cclec2e(ccINICCN(C3COC3)CC1HC(CYC -13.3293
)cl[nH]c3cc(C#N)eec3c1C2=0

2192 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.3695
C(C)C)eclCICCNCCI

2193 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -10.0735

C(C)C)ccIC1ICCNCCI




2194 | CHEMBL3915056 | CC1(C)c2cc(N3CCN(C4CCC4)CC3)c(CHCCICCC3)cc2 -13.1004
C(=0)c2c1[nH]clcc(C#N)ccc21

2195 | CHEMBL3900241 | CCI1(C)c2ccc(OCCOCCC(=0)0)cc2C(=0)c2cl[nH]clcc -10.8285
(C#N)ccec21

2196 | CHEMBL4451829 | [2H]C([2H])([2ZH])C([2H])([2H])Oclce(C2CCNCC2)c(C) | -10.3356
ccINclncc(Clhe(Nc2eeeee2S(=0)(=0)C(C)C)nl

2197 | CHEMBLS5070835 | O=CINC2(CC2)COc2ncc(F)cc2[C@H]2CNCCN2c2cen3 | -10.0007
ncclc3n2

2198 | CHEMBL3735386 | CCclecc2e(cclC1=CCN(CC3CCOCC3)CC1)C(C)C)cl[n -10.3677
H]c3cc(C#N)cee3c1C2=0

2199 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CCA4CCOCCA)CC3)ccc2C(=0)c2el | -11.9266
[nH]clce(C#N)cee21

2200 | CHEMBL4470529 | COclcc(N2CCN(CCN(C)C)C2=0)ccc1Nclnee(Cl)e(Ne2 -12.6526
cceee2S(=0)(=0)C(C)C)nl

2201 | CHEMBLA4447747 | COclcc(N2CCN(CC(=O)N3CCN(C)CC3)C2=0)ccclNc -12.8507
Ince(Cl)e(Ne2eceec2S(=0)(=0)C(C)C)nl

2202 | CHEMBL5199005 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.0571
C(C)C)ec I CICCN(C(=S)SCC(=O)N(O)C)CC1

2203 | CHEMBLS5178030 | Cclec(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.0295
C(C)C)ccCICCN(C(=0O)SCC(=S)N2CCN(CCcoO)CcC2)C
Cl

2204 | CHEMBL4437893 | C[C@@H](Oclce(- -11.2343
c2cc[nH]c(=0)c2)enc1N)clc(Clcee(F)cl1Cl

2205 | CHEMBL3669147 | COclcceccl- -10.2745
clc(C(N)=0)sc2cne(Nc3cecc(NCA4CCOCC4)cc30C(C)Cn
cl2

2206 | CHEMBL4451829 | [2H]C([2HD([2ZHDC([2H])([2H])Oclce(C2CCNCC2)e(C) -9.8906
cc1Nclncc(Cl)e(Nec2eeeec2S(=0)(=0)C(C)C)nl

2207 | CHEMBL5169496 | CN1CCN(c2cce(- -8.1479
c3cccd[nH]cSncec(Nebeeee([N+](=0)[O-
Dcb)c5cdce3)ec2)CCl

2208 | CHEMBL4859551 | CCclec2c(ccIN1ICCC(N3CCNCC3)CC1)C(CY(C)cl[nH] -9.2724
c3cc(C#N)ece3c1C2=0

2209 | CHEMBLS5170703 | COclcc(N2CCC3(CCNCC3)CC2)ceclNelnee(Cl)e(Nec2e | -11.6821
cccc2P(C)(C)=0)nl

2210 | CHEMBL5195006 | COclcc(N2CCC3(CC2)CNC3)ceclNclnee(Cl)e(Ne2cccee -11.9932
c2P(C)(C)y=0O)n1

2211 | CHEMBL5172119 | COclcec(N2CCC3(CNC3)C2)ccclNelnee(Cl)c(Ne2ceeeee -11.6025
2P(C)(C)=0O)nl

2212 | CHEMBL4464582 | [2H]C([2H])([2H])Oc1cc(C2CCNCC2)c(C)ecINelnee(Cl | -10.1392
)c(Nc2ceeeec2S(=0)(=0)C(C)C)nl

2213 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -10.0657
C(C)C)cclC1ICCNCCI

2214 | CHEMBLA4750810 | CCNICCN(CCS(=0)(=0)c2ccc(Ne3nce(Cl)e(Nedeccecd -11.8664
S(=0)(=0)C(C)C)n3)c(0C)e2)CC1

2215 | CHEMBL4749215 | CCNICCN(C(=0)CS(=0)(=0)c2ccc(Nc3nce(Cl)e(Nedcee -12.2519
cccdS(=0)(=0)C(C)C)n3)c(OC)c2)CCl1

2216 | CHEMBLA4787426 | COclcc(NC(=0)/C=C/CN2CCN(C)CC2)ccclNclncc(Cl) -11.911

c¢(Nc2cceeee2S(=0)(=0)C(C)C)nl




2217 | CHEMBLA4747053 | COclcc2c(=0)c3cdcec(C#HN)ccd[nH]c3n(C(C)C)c2ce(F)el -12.1763
NIC[C@@H](CN[C@@H](C)C1

2218 | CHEMBLA4586704 | C[C@@H](Oclce(- -10.0284
c2cen(C)e(=0)c2)encIN)cle(Clcee(F)c1Cl

2219 | CHEMBL2418756 | Cnlcc(-c2enc3[nH]ce(- -9.3713
c4cnn(Cc5ceec(C(F)(F)F)ce5)c4)c3c2)enl

2220 | CHEMBL2418755 | Cnlcc(-c2enc3[nH]cc(- -10.6301
cdenn(CeSceec(C#N)eS)e4)e3c2)enl

2221 | CHEMBL5202722 | Ccl[nH]c2ce(Nc3nce(Cl)e(NcdeccecdNS(C)(=0)=0)n3)c -11.6119
cc2c1C(=0)N1CCC(C)CClI

2222 | CHEMBL5178203 | C[C@@H]1COc2cn3ncc4c3nc2N1Celccc(F)eclO[C@@ -9.1566
H](C)CNC4=0

2223 | CHEMBL5184310 | COclcc(N2CCC3(CCNC3)CC2)cecINcelnee(Cl)e(Ne2ee -11.3344
ccc2P(C)(C)=0O)nl

2224 | CHEMBL5173297 | COclcc(N2CCC3(CCN(C)CC3)CC2)ccclNelnce(Clye(N -10.4201
c2¢(F)cccc2P(C)(C)=0)nl

2225 | CHEMBL5095068 | COclcc(N2CCC3(CCN(C)CC3)CC2)ceclNelInce(Clye(N -12.4754
c2ccccc2P(C)(C)=0)nl

2226 | CHEMBL5185835 | COclcc(N2CCC3(CCN(C)CC3)CC2)c(F)ecINclInee(Che | -11.3979
(Nc2cceec2P(C)(C)=0O)nl

2227 | CHEMBL86943 CCOC(=0)c1c(C)[nH]c(/C=C2\C(=0O)Nc3cccee32)clC -7.4712

2228 | CHEMBL2403375 | CC(=0)N1CCc2[nH]c(/C=C3\C(=0)Nc4dccc(OC(C)C)cc4 -7.7745
3)cc2Cl

2229 | CHEMBL2403374 | CC(=0)Nclccc2e(cl)/C(=C/clce3c([nH]1)CCN(C(=O)N -9.4713
1CCOCC1)C3)C(=0)N2

2230 | CHEMBL2023994 | COclcc(Ne2neec(N3CCC[C@H](C(=O)NCc4ccec([N+]( -10.148
=0)[0-])c4)C3)n2)cc(OC)c10C

2231 | CHEMBL2023552 | COclcc(Ne2neec(N3CCC[C@H](C(=O)N[C@@H](C)c4 -7.9214
cccecd)C3)n2)ec(0C)c10C

2232 | CHEMBL2023551 | COclcc(Ne2neec(N3CCC[C@H](C(=O)NCC(=O)cdccce -7.8457
c4)C3)n2)cc(0C)c10C

2233 | CHEMBL2023542 | CCclccee(Ne2neee(N3CCC[C@H](C(=0)NCc4cce(C)ee -8.5667
4)C3)n2)cl

2234 | CHEMBLA405130 COclce2nenc(Ne3ceee(O)ee3)e2ec10C -7.9707

2235 | CHEMBL5421566 | CC(Oclcc(- -7.4712
c2cnn(C3CCN(CC4ACN(c5ceche(c5)C(=O)N(C5CCC(=0)
NC5=0)C6=0)C4)CC3)c2)cncIN)clc(Cheec(F)c1Cl

2236 | CHEMBL3904285 | COclcc(N2CCN(C(C)=0)CC2)cccINclIne(Ne2cec(N3C -10.9845
CN(C(C)=0)CC3)cc2)ncclCl

2237 | CHEMBL3975069 | COclcc(N2CCN(S(C)(=0)=0)CC2)ccclNclncc(C(F)(F) -10.5083
F)c(Nc2ccc(N3CCN(C(C)=0)CC3)cc20C)nl

2238 | CHEMBL3983190 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ece -9.7667
(N3CCNCC3)cc2F)nl

2239 | CHEMBL3917284 | COclcc(N2CCN(S(C)(=0)=0)CC2)ccclNclncc(Cl)e(Nc -10.3193
2¢cc(N3CCN(C(C)=0)CC3)cc20C)nl

2240 | CHEMBL3983806 | CCC(=O)N(C)clcc(N2CCN(C(C)=0)CC2)cccINclnc(N -8.5161
c2ccc(N3CCN(C(C)=0)CC3)cc20C)nec C(F)(F)F

2241 | CHEMBL3747406 | CCclcc2c(ccl- -10.8896

clenn(C)cl)C(C)(C)el[nH]e3cc(CH#N)eee3c1C2=0




2242 | CHEMBL3982473 | CN1CCN(c2ccc(-c3cec4[nH]cSncce(-cbecee(- -9.4713
c7cccec7)c6)c5c4e3)cc2)CCl

2243 | CHEMBL3920323 | C/C(=C\clcceeel)clcenc2[nH]c3cec(- -9.3165
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2244 | CHEMBL3972466 | CN1CCN(c2cce(- -8.8671
c3cccd[nH]cSncec(Nebeccec6[N+](=0)[O-
DcS5c4ce3)ec2)CCl

2245 | CHEMBL3972466 | CN1CCN(c2cce(- -7.7745
c3cccd[nH]cSncee(Nebeccec6[N+](=0)[O-
DcS5c4c3)ec2)CCl

2246 | CHEMBL3913619 | COclccc(Cc2ccc(-c3cenc4[nH]cScec(- -8.8349
c6¢ccc(N7TCCN(C)CCT)ecb)ccS5c34)ec2)c(OC)cl

2247 | CHEMBLS5195006 | COclcc(N2CCC3(CC2)CNC3)ccclNelnee(Cl)e(Ne2eeee | -12.0882
c2P(C)(C)=0O)n1

2248 | CHEMBL3822557 | COclcc(N2CCC(N3CCOCC3)CC2)ccclNclnee(Cl)e(Ne -13.2043
2ccecc2P(C)(C)=0)nl

2249 | CHEMBL3822664 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINelnee(Clye( | -12.5755
Nc2cceee2l)nl

2250 | CHEMBL3822589 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccelNelnee(C(C) -9.2703
=0)c(Nc2cceec2P(C)(C)=0)nl

2251 | CHEMBL3822524 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(C2C -12.0427
C2)c(Nc2cceecc2P(C)(C)=0)nl

2252 | CHEMBL3978523 | CN1CCC(Oc2cc3c(cc2NS(C)(=0)=0)C(=0)c2c([nH]c4c -11.6331
c(C#N)ccc24)C3(C)C)CC1

2253 | CHEMBL3934077 | CCI1(C)c2cc(N3CCN(C4CC4)CC3)c(- -11.1043
c3cceec3)cc2C(=0)c2cl[nH]clcc(C#N)cee21

2254 | CHEMBL2037226 | Cclcee(NC(=O)Nc2ec(C(F)(F)F)ccc2F)ec1Nelcec2e(cl) -7.7561
NC(=0)/C2=C\clccc[nH]1

2255 | CHEMBL1738797 | CCclec2c(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -12.3695
c3cc(C#N)cee3c1C2=0

2256 | CHEMBL5172119 | COclcc(N2CCC3(CNC3)C2)ccclNelnee(Cl)c(Ne2ceeeee -11.3847
2P(C)(C)=0O)nl

2257 | CHEMBL5095068 | COclcc(N2CCC3(CCN(C)CC3)CC2)ccclNelnee(Cl)e(N | -12.4029
c2ccecc2P(C)(C)=0)nl

2258 | CHEMBLS5176751 | COclcc(N2CCC3(CCN(C)CC3)CC2)cccINclnee(Cl)e(N | -11.8249
c2ccc(F)ec2P(C)(C)=0O)nl

2259 | CHEMBLA4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2cc(F) -11.4918
ccc201

2260 | CHEMBL3218850 | NC(=O)[C@@H]1[C@H](Nc2c(Cl)ene3[nH]c(- -9.8108
c4ccc(NSCCOCCS)cc4)nc23)[C@H]2C=C[C@@H]1C2

2261 | CHEMBL3218857 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccl- -11.3466
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

2262 | CHEMBL2172305 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -9.1655
c(F)cce3)[nH]c3ccc(CN4CCC(C(=0)0)CC4)cc32)CC1

2263 | CHEMBL2172331 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -11.484
c(F)ce3)[nH]c3ccc(CNACCS(=0)(=0)CC4)cc32)CCl1

2264 | CHEMBL2172323 | COC(=O)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3ccccc3) -10.3078

[nH]c3cee(CN4CCCCC4)ee32)CCl




2265 | CHEMBL3948141 | COclcc(N2CCN(C(C)=0)CC2)cccINclInc(Ne2eec(N3C -10.1749
CN(C(C)=0)CC3)cc2)ncclF

2266 | CHEMBL3902647 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ece -8.8455
(N3CCN(C(C)=0)CC3)cc2NC(C)(CO)O)n1

2267 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCCH)CC3)cec2C(=0)c2cl -10.988
[nH]clce(C#N)cec21

2268 | CHEMBL1651521 | COclcc(O)c2¢(c1)CCC[C@H](O)CC(=0)/C=C\C[C@H] -8.6766
(©)0C2=0

2269 | CHEMBL5174132 | Ccl[nH]c2ce(Nc3nce(Cl)e(NcdeccecdNS(C)(=0)=0)n3)c -11.6716
cc2¢1C(=0)N1CCOCCI1

2270 | CHEMBL2158524 | COclccc(N2CCN(C)CC2)cclNcelnec2ceece(- -9.5427
c3cceec30C)n2nl

2271 | CHEMBL3903725 | Nclcce(-c2cce3necdce(=0O)[nH]c(=0)n(- -8.4132
cSceec(C(F)(F)F)cS5)c4c3n2)enl

2272 | CHEMBL3931540 | COclce(C(O)c2ccecc2)c(OC)ccl-cleenc2[nH]c3cce(- -7.1774
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2273 | CHEMBLA4089527 | COclcc(CC#N)e(C)ec1NclInee(Cl)e(Ne2eceec2S(=0)(= -10.5576
0)C(C)O)nl

2274 | CHEMBL3218849 | NC(=O)[C@@H]1[C@H](Nc2c(Cl)cne3[nH]c(- -10.0284
cdcccc(NSCCOCCS)c4)nc23)[C@H]2C=C[C@@H]1C2

2275 | CHEMBL3218858 | COclcc(CN2CCOCC2)cecl- -10.2429
clnc2e(N[C@H]3[C@@H](C(N)=0)[Co@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

2276 | CHEMBL3604654 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.2879
0C2CC2)ccl1S(C)(=0)=0

2277 | CHEMBL3604653 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -10.758
0C2CC2)cc1C(=0)C(C)C

2278 | CHEMBL4522012 | Cclec(NC2CCN(C)CC2)cccl- -11.3584
clec2c(N3CCC[C@H](C(=0O)NCc4ccc(OC(F)(F)F)cc4)C
3)nenc2[nH]1

2279 | CHEMBL3822982 | COclcc(P(C)(C)=0)ccclNclnce(Cl)e(Nc2eecec20C)nl -12.7901

2280 | CHEMBLA4483645 | Oclccc(-c2ccc3e(- -9.966
cdccc(CNSCCOCCS)o4)n[nH]c3n2)ccl

2281 | CHEMBLA4441874 | Cclnn(C)ccINclee(N2CCC[C@H](C(=O)NCc3ccc(OC( -8.6474
F)(F)F)cc3)C2)cenl

2282 | CHEMBL3787539 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -10.4481
n1)CCC(=0)C2(C)C

2283 | CHEMBL3786892 | COclcc2c(cclNclncc(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -12.9846
n1)CCC(N)C2(C)C

2284 | CHEMBL3787367 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccee3S(=0)(=0)C(C)C) -9.1708
n1)C(C)(C)C(=0)CC2

2285 | CHEMBL3786127 | COclcc2c(cclNelnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -10.4626
n1)CC/C(=N\NC(N)=0)C2(C)C

2286 | CHEMBL3786402 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccee3S(=0)(=0)C(C)C) -11.3528
n1)CCC(NC(=0)CO)C2(C)C

2287 | CHEMBL3785299 | COclcc2c¢(cc1Nelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.9759
nl)CCC(NC(=0)CN(C)C)C2(C)C

2288 | CHEMBL3785711 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)CC(C)C)n2) -11.5663

¢(0C(C)C)cc1C1CCNCC]




2289 | CHEMBL3785890 | Cclcc(Ne2nee(CH#N)c(Ne3en(C)ne3S(=0)(=0)C(C)C)n2) -12.338
c(0C2CC2)cc1CICCN(O)CCI

2290 | CHEMBL3786916 | Cclnc(Nc2ne(Ne3ce(C)c(CACCN(C)CC4)cc30C3CC3)n -10.9512
cc2Che(S(=0)(=0)C(C)C)sl

2291 | CHEMBLS5176898 | CNC(=O)clccccclNelnce(Ne2eee3c(NC(=O)CN(C)C)n[n -11.959
H]c3c2)ncclCl

2292 | CHEMBL5208148 | CC(C)S(=0)(=0O)clcccccINclnc(Ne2eee3c(NC(=O)CN4 -12.6033
CCCC4)n[nH]c3c2)ncclCl

2293 | CHEMBL601719 C[C@@H](Oclcce(- -9.8809
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

2294 | CHEMBL3949427 | COclcc2¢(ccl1SC(C)C)C(=0)cle([nH]c3cc(C#N)cecl3)C | -11.3814
2(0O)C

2295 | CHEMBL3786270 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.2854
n1)CCC(O)C2(C)C

2296 | CHEMBL3785093 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -9.9283
n1)C(C)(C)/C(=N/NC(=N)N)CC2

2297 | CHEMBLA4539309 | COclcce(-c2n[nH]e3nc(-c4ccc(O)ccd)ecc23)ecl -9.3903

2298 | CHEMBL4551421 | CCOclcc(C(=0O)NC2CCN(C)CC2)ccclNelnec2e(nl)N(C -7.7561
1CCCCH[C@@H](CO)C(=0)N2C

2299 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -11.4115
c2¢c(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ec2l

2300 | CHEMBL3921664 | CC(C)S(=0)(=O)clccceclNelnce(N/N=C/c2cce(F)ce2)ne -12.2519
clCl

2301 | CHEMBLA4284800 | COclnc(N2CCSCC2)ccclNcelnce(Cl)e(Ne2eeccc2NS(C)( -7.8757
=0)=0O)nl

2302 | CHEMBL4285785 | COclnc(N2CCN(C)CC2)ccclNclnce(Cl)e(Nc2eccee2NS -7.4063
(=0)(=0)C2CC2)n1

2303 | CHEMBL2403108 | Cclec(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -13.7563
C(C)C)cclC1ICCNCCI

2304 | CHEMBL3357439 | CC(C)S(=0)(=0)clcceccINclIne(Ne2ecec(NC(=0)CN)e -12.1531
2)ncclCl

2305 | CHEMBL2037226 | Cclcee(NC(=O)Nc2ee(C(F)(F)F)ccc2F)ec1Nelcec2e(cl) -7.3292
NC(=0)/C2=C\clccc[nH]1

2306 | CHEMBL5425607 | COclcc(C2CCN(CCCCCC#Cce3ccec4c3CN(C3CCC(=0) -9.281
NC3=0)C4=0)CC2)c(C)cc1NclInce(Cl)e(Ne2eecee2S(=
0)(=0)C(C)O)nl

2307 | CHEMBL5407877 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -8.209
C(C)C)ecC1CCN(CC2CN(c3eccdc(e3)C(=0)N(C3CCC(
=0)NC3=0)C4=0)C2)CCl1

2308 | CHEMBL2042829 | CCN1C(=0)CCCc2clccc(Nelnee(Che(N[C@H]3[Ca@ -10.4201
H])(C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

2309 | CHEMBL5404186 | CCclcc2c(ccIN1ICCN(CC3CN(c4ceeS5c(c4)C(=0)N(C4C -7.8735
CC(=0)NC4=0)C5=0)C3)CC1)C(C)(C)cl[nH]c3cc(C#N
)eee3c1C2=0

2310 | CHEMBL4473820 | CN1CCC(Nc2cee(C(=0O)Nc3ce(- -7.5018
cdcc(C#N)es4)n[nH]3)cc2)CCl

2311 | CHEMBLA4465558 | COclcc(N2CCNC2=0)ccclINclnce(Cle(Nc2eeeee2S(=0 | -10.9166
)EO)C(C)CO)nl

2312 | CHEMBL4447747 | COclcc(N2CCN(CC(=O)N3CCN(C)CC3)C2=0)ccclINc -12.3079

Incc(Che(Ne2eeecc2S(=0)(=0)C(C)C)nl




2313 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINcelnee(Cl)e( | -11.8958
Nc2ceeec2P(C)(C)=0)nl

2314 | CHEMBLS5084695 | COclcc(N2CCC(N3CCN(C(=0O)CNc4ceee5c4C(=0)N(C -11.6025
4CCC(=O)NC4=0)C5=0)CC3)CC2)ccclNclncc(Cl)c(N
c2ccecc2P(C)(C)=0O)nl

2315 | CHEMBL3805749 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -10.758
cc34)c(NCCO)c2)CCl1

2316 | CHEMBL3806045 | Cclccc(F)ecclCclecc2[nH]nc(NC(=0)c3ccc(N4CCN(C)C -9.5628
C4)cc3NC3CCOCC3)c2cl

2317 | CHEMBL3805643 | O=C(NclIn[nH]c2ccc(Ce3cc(F)cc(F)e3)ccl2)cleecc(N2CC | -12.0882
NCC2)ccINC1CCOCCI

2318 | CHEMBL3805254 | COCC(COC)Nclec(N2CCN(C)CC2)cecl C(=0O)Neln[nH -9.9345
Jc2cee(Ce3cec(F)cc(F)e3)ccl2

2319 | CHEMBL3805123 | CN1CCN(c2cec(C(=0O)Nc3n[nH]c4cce(CeSce(F)cc(F)cS) -11.3466
cc34)c(N[C@H]3CC[C@H](0O)CC3)c2)CC1

2320 | CHEMBLA4762929 | COclcce2ne(Ne3ee(C)e(CA4CCN(C)CC4)ec30C(C)Cone( -8.1049
Nc3ceeee3S(=0)(=0)C(C)C)c2cl

2321 | CHEMBL3935752 | CCN(CC)CCOclcee2e(c)CI(CCNCCl)cl[nH]e3eccee3 -8.7406
c1C2=0

2322 | CHEMBL3951557 | Cnlce(- -11.7219
c2ccc3e(c2)C(C)(C)c2[nH]c4cec(CHN)cecdc2C3=0)cnl

2323 | CHEMBL3961322 | CCI1(C)c2cc(N3CCN(S(N)(=0)=0)CC3)ccc2C(=0)c2cl| -12.0515
nH]clcce(C#N)cec21

2324 | CHEMBL3921085 | CCI1(C)c2cc(OC3COC3)cecc2C(=0)c2cl[nH]clec(C#HN)e -10.9945
cc2l

2325 | CHEMBL3894226 | CC1(C)c2cc(OCC(=0)O)ccc2C(=0)c2cl[nH]clec(C#N)c | -10.4071
cc2l

2326 | CHEMBL3943227 | CCI1(C)c2cc(N3CCC(N4CCC(F)(F)CC4)CC3)ccc2C(=0) -12.445
c2cl[nH]clcc(C#N)cee2l

2327 | CHEMBL3977388 | C=Cclccc2e(c1)C(C)(C)el[nH]c3cc(C#N)eee3c1C2=0 -11.1034

2328 | CHEMBL3930379 | CC1(C)c2cc(C(=0)O)ccc2C(=0)c2cl[nH]clcc(C#N)cee2 | -10.2467
1

2329 | CHEMBL3901433 | CCI1(C)c2cc(C(=O)N3CCOCC3)ccc2C(=0)c2cl[nH]clce | -10.6672
(C#N)cec21

2330 | CHEMBL3972539 | CC1(C)c2cc(C(=0)N3CCN(S(C)(=0)=0)CC3)ccc2C(=0 -10.7275
)c2cl[nH]clce(C#N)cee21

2331 | CHEMBL3929985 | CC1(C)c2cc(CN3CCS(=0)(=0)CC3)cecc2C(=0)c2cl[nH] | -11.5857
clec(C#N)cec2l

2332 | CHEMBL3965185 | CC1(C)c2cc(CN3CCN(S(C)(=0)=0)CC3)ccc2C(=0)c2c -11.998
1[nH]clcc(C#N)cec21

2333 | CHEMBL3972824 | CCNC(=O)N1CCC(c2cce3c(c2)C(CY(C)c2[nH]cdec(CHN -12.3376
)eecdc2C3=0)CC1

2334 | CHEMBL3918496 | CCCOclcc(N2CCN(C(C)=0)CC2)ccclNelnc(Nec2ece(N -9.6785
3CCN(C(C)=0)CC3)cc2)neclCl

2335 | CHEMBL3961212 | COclcc(N2CCN(C(C)=0)CC2)ccclNclcenc(Ne2eee(N3 -9.816
CCN(C(C)=0)CC3)cc20C)nl

2336 | CHEMBL3977453 | COclcc(N2CCN(C(C)=0)CC2)cccINclInce(F)e(Nc2ceee( -11.1393
N3CCN(C)CC3)cc20C)n1

2337 | CHEMBL3973022 | COclcc(N2CCN(C(C)=0)CC2)cecINclnce(F)e(Nc2cee( -11.0197

N3CCN(C)CC3)cc20C(F)F)nl




2338 | CHEMBL3669134 | COclcc(N2CCN(C(C)C)CC2)ceclNelnee2sc(C(N)=0)c( | -10.7124
-c3ccecc3)c2nl

2339 | CHEMBL3669135 | COclcc(C2CCN(C)CC2)c(C)ecc1Nelnee2se(C(N)=0)c(- -11.1393
c3cccee3)c2nl

2340 | CHEMBL3925204 | CCCC(=0O)N(C)clcc(N2CCNCC2)ccelNelne(Ne2ece(N -8.3976
3CCN(C(C)=0)CC3)cc20C)ncclCl

2341 | CHEMBL3913998 | COclcc(N2CCN(C(=0)OC(C)(C)C)CC2)ccclNclnee(Cl) | -10.7822
c(Nc2ccc(N3CCN(C(C)y=0)CC3)cc20C)n1

2342 | CHEMBL3985396 | CC(=0O)N1CCN(c2ccc(Ne3nee(Cl)e(Nedeee(NSCCN(C( -10.4927
C)=0)CC5)cc4Chn3)c(Cl)c2)CCl1

2343 | CHEMBL3906824 | CCNC(=O)N1CCN(c2ccc(Ne3ne(Ncdcce(NSCCN(C(C)= -9.0837
0)CC5)cc40C)ncc3F)c(0C)c2)CC1

2344 | CHEMBL3905284 | COclccee(/C=N/Nc2ncc(Cl)c(Ne3cceec3S(=0)(=0)C(C) -11.641
C)n2)cl

2345 | CHEMBL2403841 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.0381
C(O)C)ecl CICCN(CC(N)=0)CC1

2346 | CHEMBLA4753590 | COclce(SCc2ccc(CN(C)C)o2)ccclNelnee(Cl)e(Ne2ceece -12.1307
c2NS(C)(=0)=0)nl

2347 | CHEMBL3218858 | COclcc(CN2CCOCC2)cccl- -11.5933
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

2348 | CHEMBL3398174 | COclcc([Ca@@H]2CCN(CCO)C[C@@H]20)ccc1Ncelne -10.2429
c2cce(-c3cceec30C)n2nl

2349 | CHEMBL3218853 | NC(=0)[C@@H]1[C@H](Nc2c(Cl)enc3[nH]c(- -10.4626
c4enn(C5SCCNCC5)c4)nc23)[C@H]2C=C[C@@H]1C2

2350 | CHEMBL3218859 | COclcc(CN2CCN(C)CC2)cccl- -13.0303
cInc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

2351 | CHEMBL4464571 | COclcc(N2CCN(CC(=0O)N3CCC(=0)CC3)C2=0)cccIN -11.7377
clncc(Cl)e(Nc2eceec2S(=0)(=0)C(C)C)nl

2352 | CHEMBLA4573193 | COclcc(N2CCN(CC(N)=0)C2=0)ccclNclncc(Cl)c(Nc2 -12.7965
cceec2S(=0)(=0)C(C)C)nl

2353 | CHEMBL4741967 | COclcce(SCc2ccc(CN3CCCC3)02)ccclNelnee(Cl)e(Ne2e | -12.1307
cccc2NS(C)(=0)=0)nl

2354 | CHEMBL4741967 | COclce(SCe2ccc(CN3CCCC3)02)cccINelnee(Cl)e(Ne2e | -11.9266
cccc2NS(C)(=0)=0)nl

2355 | CHEMBL3944913 | C#Cclcenc2[nH]c3cce(- -6.1932
c4ccc(NSCCN(C)CCS)ec4)ec3cel2

2356 | CHEMBL3983174 | COclcccec1C#Cceleenc2elclec(- -8.568
c3ccc(NACCN(C)CC4)ec3)eecIn2C

2357 | CHEMBL3934879 | CN1CCN(c2cce(-c3ccc4[nH]cSnccc(-cbeee(- -8.5613
c7ccc(F)ec7)nch)c5c4c3)cc2)CCl

2358 | CHEMBL3922458 | COclcc(C(=0)c2cccec2)c(O)ccl-clecenc2[nH]e3cce(- -8.6247
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

2359 | CHEMBL3891424 | CN1CCN(c2ccc(-c3ccc4[nH]cSnccce(- -8.0529
c6cec(CcTeccec?)c(C(F)(F)F)c6)c5c4c3)cc2)CCl

2360 | CHEMBLA4743068 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -7.9969

C(C)C)cc1C1CCN(CCC(=0)NCCOCCOCCNc2ceec3c2
C(=0)N(C2CCC(=0)NC2=0)C3=0)CC1




2361

CHEMBLA4797636

Cclcee(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)ecl C1CCN(CCC(=O)NCCCCCCCCNCC(=0)Ne
2cecc3c2C(=0)N(C2CCC(=O)NC2=0)C3=0)CC1

-6.9396

2362

CHEMBLA4789495

Cclce(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)ccIC1CCN(CCC(=O)NCCCCCCNCCC(=0O)Nc2c
ccc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CCl1

-6.9493

2363

CHEMBLA4754307

Cclce(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)ccICICCN(CCC(=0)NCCOCCOCCNC(=0)COc
2ccec3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CClI

-8.1146

2364

CHEMBL2172315

CC(CNC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc(
F)cc(F)e3)[nH]c3cec(CNACCC(C(C)(C)O)CC4)cc32)CC
1

-12.7649

2365

CHEMBLA4573293

Cclnn(C)c2c1Cclene(N)e(c1)O[C@H](C)elee(F)cee1C(
=0)N(O)C2

-11.6025

2366

CHEMBL3925372

COclc(Ne2nee(Cle(Ne3eeccc3N3CCCS3(=0)=0)n2)cce
2¢c1CCCC(N1CCN(CCO)CCI)C2

-11.6511

2367

CHEMBL3908493

COclc(Ne2nee(Clhe(N[C@HJ3[C@@H](C(N)=0)[C@Q@
H]4C=C[C@H]3C4)n2)ccc2c 1 CCC[C@@H](N1CCOCC
1HC2

-12.5152

2368

CHEMBL3936443

COclc(Ne2nee(Che(N[C@HJ3[C@@H](C(N)=0)[C@Q@
H]4C=C[C@H]3C4)n2)cec2c 1 CCC[C@H](N1CCN(C)C
CHC2

-9.5013

2369

CHEMBL3980825

COcle(Ne2nee(Clhe(N[C@HB[C@@H](CIN)=0)[C@@
H]4C=C[C@H]3C4)n2)ccc2c1 CCC[C@Q@H](N1CCN(C)
CC1HC2

-9.5013

2370

CHEMBL3963068

CC1(C)c2cc(OC3CCN(CCO)CC3)cec2C(=0)c2cl[nH]cl
cc(C#N)ccece2l

-12.5585

2371

CHEMBL3931796

CC1(C)OCC(CNC(=0)COc2ccc3c(c2)C(C)(C)e2[nH]c4c
¢(C#N)ccc4c2C3=0)01

-10.3416

2372

CHEMBL1779200

CC(C)NICCN(c2ccee3ce(c2)C(C)(C)e2[nH]cdee(CH#N)cecd
c2C3=0)CCl1

-10.6006

2373

CHEMBL3942730

CC1(C)c2ec(C(O)CO)ecc2C(=0)c2c1[nH]clec(C#N)cee
21

-11.24

2374

CHEMBL3910490

CC1(C)c2cc(C(=O)NCCS(C)(=0)=0)ccc2C(=0)c2c1[nH
Jelec(C#N)cece2l

-11.3242

2375

CHEMBLA4455547

Oclcee(-c2ccc3c(-c4enn(CSCCNCCS)c4)n[nH]c3n2)ccl

-11.15

2376

CHEMBLA4573505

Cclec(-
n2cc(C(=0)N3CCO[C@H](C)C3)c3ccc(O[C@H](C)cdce
c(F)cn4)nc32)[nH]nl

-11.8249

2377

CHEMBLA4535072

Cclec(-
n2cc(S(C)(=0)=0)c3ccc(N[C@@H](C)cdccc(F)end)nc32
)n[nH]1

-11.185

2378

CHEMBL4476859

Cclec(-
n2cc(C(=0)N3CCOCC3)c3cecc(OC(C)cdece(F)end)nc32)[
nH]|nl

-10.1568

2379

CHEMBL5291435

COclce(N2CCN(C)CC2)ceccINclInce(Cl)c(Ne2eee3ce(c2)
B(0)OC3)nl

-10.4368

2380

CHEMBL4451829

[2H]C([2H]D([2ZHDC([2H])([2H])Oc1cc(C2CCNCC2)e(C)
cc1NclIncc(Cle(Ne2eceee2S(=0)(=0)C(C)C)nl

-10.541




2381 | CHEMBL4063965 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.7667
n1)CCclnn(C(=0)CO)c(C)cl-2

2382 | CHEMBL4084421 | COclcc2c¢(cc1Nelnec(Cl)e(Ne3eecce3S(=0)(=0)C(C)C) -11.2343
nl)CICNCCNICC2

2383 | CHEMBLA4071384 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -11.8664
n1)CICNCC(=0)N1CC2

2384 | CHEMBL3823198 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnec(OC)e | -12.6578
(Nc2cceec2P(C)(C)=0O)nl

2385 | CHEMBL3823235 | COclcc(N2CCN(CCO)CC2)ceclNelnee(Cl)e(Ne2eccec2 -13.8212
P(C)(C)=0)nl

2386 | CHEMBL3824326 | COclcc(P(C)(C)=0)ccclNclnce(Cl)e(Nc2eccec2C(C)y=0 -12.9101
)nl

2387 | CHEMBL3786831 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -9.0385
n1)C(C)(C)/C(=N/O)CC2

2388 | CHEMBL3785115 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -11.0571
n1)C(C)(C)/C(=N/NC(N)=0)CC2

2389 | CHEMBL3786431 | COclcc2c(cclNelnce(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.7348
n1)C(C)(C)C(N)CC2

2390 | CHEMBLA4277936 | COclnc(N2CCN(C)CC2)ccclNclnce(Cl)e(Ne2cceee2NS -8.3483
(C)(=0)=0)nl

2391 | CHEMBLA4284800 | COclnc(N2CCSCC2)cccINclnce(Cl)e(Nc2eceee2NS(C)( -8.2204
=0)=0)nl

2392 | CHEMBL3934856 | CCOC(=0)COclccc2e(cl)C(C)(C)el[nH]c3cc(C#HN)cee3 -10.6809
clC2=0

2393 | CHEMBL3892306 | CC(C)(C)NCCOclcec2e(cl)C(C)(C)el[nH]e3ce(C#N)cee | -11.5905
3c1C2=0

2394 | CHEMBL3982627 | CC1(C)c2cc(N3CCS(=0)(=0)CC3)ccc2C(=0)c2cl[nH]c -10.5015
Ice(C#N)eee21

2395 | CHEMBL3952637 | CC(C)N(CCS(=0)(=0)clccc2e(c1)C(C)(C)el[nH]c3cc(C | -11.1001
#N)cce3c1C2=0)C(C)C

2396 | CHEMBL3967160 | CC1(C)c2cc(C(=O)N3CCN(CCO)CC3)cec2C(=0)c2cl[n -10.4571
H]clec(C#N)ecc21

2397 | CHEMBL3976418 | CC1(C)c2cc(OCC(=O)NCCN3CCNCC3)ccc2C(=0)c2cl -7.7666
oclceceec2l

2398 | CHEMBL3901426 | CC1(C)c2cc(OCCNC3(CO)CCCC3)cec2C(=0)c2cloclce -8.5739
ccc2l

2399 | CHEMBL3938417 | CC1(C)c2cc(OCC3CC(O)CN3)ccc2C(=0)c2clocleccee2 -9.226
1

2400 | CHEMBL3928314 | CCN(CC)CCOclcee2ce(c1)C(C)(C)cloc3ee(O)cee3c1C2= -9.0909
0

2401 | CHEMBL3961544 | CC1(C)c2ec(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -8.9369
cloclec(OC[C@@H](0)CO)cec21

2402 | CHEMBL3898031 | CCN(CC)CCOclcee2e(c1)C(=O)clc(oc3ceceecl3)C2(C)C -9.0518

2403 | CHEMBL3941724 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2ceee -11.2343
(N3CCN(C(C)=0)CC3)cc20C)n1

2404 | CHEMBLA4443254 | CCS(=0)(=O)clcn(- -11.3717
c2cc(C)[nH]n2)c2nc(N[C@@H](C)c3cec(F)en3)cecl2

2405 | CHEMBL4460367 | Cclcc(- -10.7348

n2cc(S(C)(=0)=0)c3ccc(N[C@@H](C)cdccc(F)ccdF)nc3
2)n[nH]1




2406 | CHEMBL4443254 | CCS(=0)(=O)clen(- -10.5407
c2cc(CO)[nH]n2)c2ne(N[C@@H](C)c3cec(F)en3)cecl2

2407 | CHEMBL4458269 | Cclcc(- -11.3847
n2¢cc(C3=CCOCC3)c3ccc(N[C@@H](C)cdcee(F)end)nc3
2)[nH]n1

2408 | CHEMBLA4573505 | Cclec(- -10.4626
n2¢cc(C(=O)N3CCO[C@H](C)C3)c3ccc(O[C@H](C)cdce
c¢(F)cn4)nc32)[nH]nl

2409 | CHEMBL2064664 | COCCNCI1CCc2cc(Nc3nce(Clhe(N[C@H]4[C@@H](C( -11.2879
N)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)cc2CC1

2410 | CHEMBL3669142 | CCN1CCC(c2cc(Nc3nccdsc(C(N)=0)c(- -13.1919
cScceccSOC(F)(F)F)cd4n3)n(C(C)C)n2)CC1

2411 | CHEMBL3669147 | COclcceccl- -10.5749
clc(C(N)=0)sc2cne(Nc3ecc(NCA4CCOCC4)cc30C(C)Cn
cl2

2412 | CHEMBL3669152 | COclcc(N2CCN(C)CC2)cec1Nelnee2se(C(CYC)O)ce(- -9.7667
c3cceec300)c2nl

2413 | CHEMBL3669144 | COclnccecl- -12.7649
clc(C(N)=0)sc2cne(Nc3ee(F)e(C4CCN(C)CC4)cc30C(C
)CO)ncl2

2414 | CHEMBL3944715 | CC1(C)c2cc(N3CCC(N4CCOCC4)CC3)c(Clee2C(=0)c -13.3433
2cl[nH]clcc(C#N)cec21

2415 | CHEMBL3892424 | C=Cclcc2c(ccIN1CCOCCIT)C(C)(C)el[nH]c3cc(CHN)ce -12.3221
c3c1C2=0

2416 | CHEMBL3982473 | CN1CCN(c2ccce(-c3ccc4[nH]cSnecc(-cbecee(- -9.4713
c7cccecT)c6)c5c4e3)cc2)CCl

2417 | CHEMBLA4798441 | COclcc2c(=0)c3cdcec(CHN)cc4[nH]e3n(C3CCCCC3)c2 -12.4754
ccINICCN(C)CC1

2418 | CHEMBLA4777376 | COclcc2c(=0)c3cdccc(CHN)ccd[nH]e3n(C(C)C)c2e(F)cl -11.911
NICCC(N2CCOCC2)CC1

2419 | CHEMBLA4789803 | CCnlc2cc(N3CCN(C)CC3)c(OC)ec2e(=0)c2c3cec(CHN) -10.9014
cc3[nH]c21

2420 | CHEMBLA4781855 | CCCCOclec2e(=0)c3cdcec(C#N)cc4[nH]c3n(C(C)C)e2e | -11.7261
cINICCN(C)CCI

2421 | CHEMBL4764610 | COclcc2c(=0)c3cdcec(C#HN)ccd[nH]c3n(C(C)C)c2c(F)el | -11.7037
NIC[C@@H](ON(O)[C@@H](C)C1

2422 | CHEMBLA4764610 | COclcc2c(=0)c3cdccc(CH#N)ccd[nH]e3n(C(C)C)c2e(F)el | -11.7987
NIC[C@@H](ON(O)[C@@H](C)C1

2423 | CHEMBL3687219 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)cc2)ncINC1 -11.2879
CCOCC1

2424 | CHEMBL509032 COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINelnee(Clye( | -13.9335
Nc2ceeeee2S(=0)(=0)C(C)C)nl

2425 | CHEMBLA4852786 | CN1CCN(C(=0)c2cc(NC(=0)[C@@H]3CCCN3c3nc(Nc | -10.8335
4ce(F)ec(F)e4)nce3CHeecc2N2CCOCC2)CCI

2426 | CHEMBLA4854103 | CN1CCN(c2ccc(NC(=0)[C@@H]3CCCN3c3nc(Ncdec( -11.3913
F)cc(F)c4)nce3CHec2C(=0)N2CCSCC2)CCl1

2427 | CHEMBLA4856927 | O=C(Nclcec(N2CCOCC2)c(C(=0O)N2CCSCC2)cl)[C@ -10.3193
@H]1CCCNIclnc(Nc2ee(F)ee(F)c2)neclCl

2428 | CHEMBL3694581 | Clclenc2ncINCelceeee(c1)OCCCcelecec(c1)N2 -8.7244




2429 | CHEMBL3694583 | Clclenc2nc1NCcelceeee(c1)OCCOclccee(cl)N2 -8.0678

2430 | CHEMBL3960479 | CCCCCclcc2c(ccINICCN(C3COC3)CC1)C(C)(C)el[nH | -11.0948
Jc3ce(C#N)ceee3c1C2=0

2431 | CHEMBL3945766 | CC(C)N1CCN(c2cce3c(c2)C(=0)c2c([nH]c4cc(C#N)ece -11.8208
24)C3(C)C)CCl1

2432 | CHEMBL3943814 | CCN(C)CCOclcec2e(cl1)C(C)(C)C10c3cc(F)cee3C1C2= -8.6071
0

2433 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.482
C(C)C)cclC1ICCNCCI

2434 | CHEMBL3982727 | COclce(N2CCN(C(C)=0)CC2)ccclNclInce(Br)c(Nc2ece -11.2879
(N3CCN(C(C)=0)CC3)cc20C)n1

2435 | CHEMBL3972028 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Clye(Nc2ece -11.3466
(N3CCNCC3)cc20C(F)F)nl

2436 | CHEMBL3975774 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(C(F)(F)F)c( -12.0882
Nc2cee(N3CCN(C)CC3)cc20C)n1

2437 | CHEMBL3977731 | CCNC(=O)N1CCN(c2ccc(Ne3ne(Ncdcce(NSCCN(C(C)y= | -10.6301
0)CC5)cc40C)ncc3F)c(OC(F)F)e2)CCl

2438 | CHEMBL3926626 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(C(F)(F)F)c( -9.816
Nc2ece(N3CCN(C(=0)OC(C)(C)C)CC3)ec20C0)n1

2439 | CHEMBL3931692 | COclcc(N2CCN(C(=0)CO)CC2)ccclNelnce(Cl)e(Nc2ee -11.911
c(N3CCN(C(C)y=0)CC3)cc20C)n1

2440 | CHEMBL3923931 | CCCOclcc(N2CCN(C(C)=0)CC2)cccINclnc(Ne2ece(N -9.1324
3CCN(C(C)=0)CC3)cc20C)ncclCl

2441 | CHEMBL3901152 | N#Cclcee2e3e([nH]c2¢1)C1(CCOCC)clec(OC2CCNC -11.9255
C2)ccclC3=0

2442 | CHEMBL3218852 | Cnlce(- -9.3165
c2nc3c(N[C@H]4[C@@H](C(N)=0)[C@@H]5C=C[C@
H]4C5)c(Cl)yenc3[nH]2)enl

2443 | CHEMBLA4573293 | Cclnn(C)c2c1Cclenc(N)c(c1)O[C@H](C)clec(F)ececl C( -11.1393
=0)N(O)C2

2444 | CHEMBL4461100 | CN1CCN(C(=0)c2cce(- -13.0796
c3ccdc(NSCCC[C@H](C(=O)NCcb6ecc(OC(F)(F)F)cc6)C
S)ncnc4[nH]3)cc2)CCl

2445 | CHEMBLA4522012 | Cclee(NC2CCN(C)CC2)cccl - -12.1554
clec2e(N3CCC[C@H](C(=O)NCc4ccc(OC(F)(F)F)ccd4)C
3)ncenc2[nH]1

2446 | CHEMBL3923931 | CCCOclcc(N2CCN(C(C)=0)CC2)cccINclIne(Nc2ecc(N -10.5243
3CCN(C(C)=0)CC3)cc20C)nceclCl

2447 | CHEMBL3687209 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N(C)C)C3)e(C(F)(F) | -13.4294
F)c2)ncIN[C@H]1CC[C@H](0)CC1

2448 | CHEMBL436509 CNICCN(c2cece(NC(=0)c3cc(- -8.7296
cdcec5c(c4)OCOS5)enc30)cc2)CCl

2449 | CHEMBLA4472747 | CC(C)N1CCN(c2ccee(-c3n[nH]c4nc(- -8.7766
cScc(F)e(O)c(F)c5)cee34)cc2)CCl

2450 | CHEMBL601719 C[C@@H](Oclcc(- -10.8073
c2¢cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2451 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -11.8809
c2¢(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ec2l

2452 | CHEMBL3736267 | CC1(C)c2cc(C3CCN(CC4(0)CCOCCH)CC3)ecc2C(=0)c | -11.0419

2c1[nH]clec(C#N)eec21




2453

CHEMBL1738797

CCclec2e(ccINICCC(N3CCOCC3)CC1)C(C)(C)el[nH]
c3cc(C#N)eee3cl1C2=0

-11.0887

2454

CHEMBL3949340

CNI1CCN(c2ccec(-
c3ccc4[nH]cSnccc(/C=C/cb6ccc(F)ech)cSc4c3)cc2)CCl

-9.1224

2455

CHEMBL3961294

CNI1CCN(c2ccce(-
c3cccd[nH]cSncee(/C=C/coeccc(C(F)(F)F)cco)cS5cdc3)cc2)
CCl1

-9.294

2456

CHEMBL3902568

CNI1CCC(N2CCN(c3ccec(-
c4cccS5[nH]concec(/C=C/c7ccecc7C(F)(F)F)c6c5¢c4)cc3)C
C2)CCl1

-7.8541

2457

CHEMBL3963627

CC/C=C(\clcceecl)clcenc2[nH]c3cec(-
c4ccc(NSCCN(C)CCS)ecd)ec3el2

-8.5099

2458

CHEMBLA4745824

COclcc2c(=0)c3cdccc(CH#N)ec4[nH]e3n(C(C)C)c2e(F)cl
NICCN[C@H](C)C1

-11.9266

2459

CHEMBLA4795844

COclcc2c(=0)c3c4cec(CH#N)ecd4[nH]e3n(C(C)C)c2e(F)cl
NICCC(N(C)O)CCI

-11.6821

2460

CHEMBLA4744052

COclcc2c(=0)c3cdcec(CH#N)ecd[nH]e3n(C3CCC3)c2cecl
NICCN(C)CC1

-11.1994

2461

CHEMBLA4764610

COclcc2c(=0)c3cdcec(CH#N)ecd4[nH]e3n(C(C)C)c2e(F)cl
NIC[C@@H](ON(O)[C@@H](C)C1

-12.2792

2462

CHEMBL3687193

CCclnc(C(N)=0)c(Ne2cce(N3CCC(NACCN(C)CC4)CC
3)c(0C)e2)nc IN[C@H]1 CC[C@H](0)CC1

-13.3773

2463

CHEMBL3975354

CCclnc(C(N)=0)c(Nc2ceec(N3CCN(C)CC3)e2)neIN[C
@H]1CC[C@H](0)CC1

-12.4381

2464

CHEMBL3687215

CCclnc(C(N)=0)c(Nc2cec(N3CCC(N4CCN(C)CC4)CC
3)c(C)e2)nc INCICCOCCI

-12.5152

2465

CHEMBL3953243

CNI1CCN(c2cce(-c3ccc4[nH]cSncee(-
c6cec(OCc7ceccecT)ech)cSc4ce3)cc2)CCl

-8.5748

2466

CHEMBL3916988

COclcceecl/C=C/clcenc2[nH]c3cce(-
c4ccc(NSCCN(C)CCS)ec4)cec3cl2

-9.2516

2467

CHEMBLA4448107

C=CC(=0O)Nclcc(Nc2nee(F)e(Ne3ceeeee3S(=0)(=0)C(C)
C)n2)c(OC)ccIN(C)CCN(C)C

-11.0197

2468

CHEMBL3983644

CNICCC(N2CCN(c3ccec(-
c4cccS5[nH]coneee(Ne7cecec7[N+](=0)[O-
1)ec6¢5¢4)cc3)CC2)CCI

-8.5817

2469

CHEMBL3669141

COclcceecl-
clc(C(N)=0)sc2cne(Nc3ec(C)c(N4ACCC(N(C)C)C4)ee30
C(O)O)ncl2

-12.338

2470

CHEMBL3218856

COclec(N2CCC(N3CCOCC3)CC2)ccecel -
clnc2c(N[C@H]3[C@@H](C(N)=0)[C@@H]4C=C[C@
H]3C4)c(Cl)enc2[nH]1

-11.911

2471

CHEMBL3218861

CN1CCN(c2ccce(-
c3ncdc(N[C@H]5[C@@H](C(N)=0)[C@@H]6C=C[C@
H]5C6)c(Br)enc4[nH]3)cc2)CCl1

-10.4927

2472

CHEMBL5176307

Cclce(Ne2nee(Cl)e(Ne3eeeee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)ecCICCN(C(=S)SCCN(O)O)CC

-10.1055

2473

CHEMBL5179806

Cclce(Ne2nee(Cl)e(Ne3eeeee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)eccCICCN(C(=0)SCC(=S)N2CCS(=0)(=0)CC2)
CCl

-11.8262




2474 | CHEMBLS5177576 | COC(=0)clc(C)[nH]c2cc(Ne3nee(Cl)e(NedcececdNS(C) -12.0484
(=0)=0)n3)cccl2

2475 | CHEMBL3735401 | CCclecc2c(ccl- -12.338
clenn(CC(=O)N(C)C)c1)C(C)(C)c1[nH]c3cc(CH#N)cee3ce
1C2=0

2476 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3eeceee3S(=0)(=0)C(C)C)n2)c(O -12.068
C(C)C)cclC1ICCNCCI

2477 | CHEMBLA4586635 | Oclccce(-c2cec3ce(- -10.4982
c4cenn(C5CCNCCS)c4)n[nH]c3n2)cclF

2478 | CHEMBLA4588073 | CC(C)N1CCN(c2cee(-c3n[nH]c4nc(- -9.447
cScec(N)eeS)eee34)ce2)CCl

2479 | CHEMBL4456479 | Oclcee(-c2ccec3ce(- -9.0834
c4ccc(CNSCCCCCS5)o4)n[nH]c3n2)ccl

2480 | CHEMBL4448493 | Oclcce(-c2cec3ce(-c4ccc(NSCCOCCS)ccd)n[nH]c3n2)ccl -9.0365

2481 | CHEMBLA4538313 | Oclccc(-c2ccc3ce(-c4cccecd)n[nH]c3n2)ccl -9.3615

2482 | CHEMBL3951779 | CC1(C)c2cc(N3CCN(C4CCC4)CC3)c(C3CC3)cc2C(=0) -11.313
c2c1[nH]clcc(C#N)cee21

2483 | CHEMBL3969707 | CC1(C)c2cc(N3CCC(N4CCCCC4)CC3)ncc2C(=0)c2cl] -13.1996
nH]clce(C#N)cec21

2484 | CHEMBL3962220 | CC1(C)c2cc(CNCC(F)(F)F)ccc2C(=0)c2c1[nH]clec(C# -11.2415
N)cee21

2485 | CHEMBL3963805 | COclcc2¢(cclS(=0)(=O)N1CCN(C)CC1)C(=0)clc([nH] -9.9526
c3ce(Br)ccc13)C2(C)C

2486 | CHEMBL4213986 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -8.5281
C(C)C)eclC1ICCN(CCOCCOCCNC(=0)CNe2ceec3e2C(
=0)N(C2CCC(=0)NC2=0)C3=0)CCl1

2487 | CHEMBL5405062 | COclcc(CCNCCCCCC#Cc2cccc3c2CN(C2CCC(=0O)NC -8.8827
2=0)C3=0)c(C)cc1NcIncc(Cl)c(Nc2eeecee2S(=0)(=0)C(
C)O)nl

2488 | CHEMBL3608522 | COclcc2c(cclNelnce(Cl)e(Ne3cceee3S(=0)(=0)C(C)C) -12.4381
nl)CCCNC2

2489 | CHEMBL3608644 | COclcc2c¢(cclNelnec(Cl)e(Ne3eccee3S(=0)(=0)C(C)C) -8.6474
n1)CCCN(C1CCOCC1)C2

2490 | CHEMBL3608646 | COclcc2c(cclNclnec(Cl)e(Ne3eccce3S(=0)(=0)C(C)C) -7.7209
nl)CN(C1COC1)CCC2

2491 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -10.6908
C(C)C)eclCICCNCCI

2492 | CHEMBL5169860 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.343
C(C)C)ecCICCN(C(=S)SCCN2CCcee2)CCl

2493 | CHEMBL5169760 | Cclnc(- -8.9369
c2ccccc2Ne2ne(Ne3cec(CN4CCN(C)CC4)ee3)nec2Cln[
nH]I1

2494 | CHEMBL3928499 | CC1(C)c2cc(C(=O)NOCCO)ccc2C(=0)c2cl[nH]clcc(C# -11.974
N)cee21

2495 | CHEMBL3953243 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -8.0243
c6ccc(OCc7cccec)cch)cSc4c3)cc2)CCl

2496 | CHEMBL3938221 | CC(C)[Si](/C=C/clcenc2[nH]c3cece(- -7.7935

c4ccc(NSCCN(C)CC5)ced)cc3e12)(C(C)C)C(C)C




2497 | CHEMBL3944913 | C#Cclcenc2[nH]c3cce(- -6.4358
c4ccc(NSCCN(C)CCS)ecd)ec3cel2

2498 | CHEMBL3983174 | COclcccec1C#Cceleenc2clcelcce(- -7.6876
c3ccc(NACCN(C)CC4)ee3)eccIn2C

2499 | CHEMBL3910396 | CN1CCN(c2cce(- -9.7667
c3cccd[nH]cSncec(CHCcbeccechd)cSc4e3)ec2)CCl

2500 | CHEMBL3912968 | CN1CCN(c2cce(- -10.6301
c3ccc4[nH]cSncecc(N6CCC(CcT7eccec7)CCo)cS5c4ce3)cec2)
CCl1

2501 | CHEMBL3115494 | COclcccc(Ne2ce3nc4cccecd4n3cen2)cl -6.0881

2502 | CHEMBL3115496 | Brclcec2ne3cc(Ncdeceeed)nen3ce2cel -6.1127

2503 | CHEMBL3115493 | O=[N+]([O-])clccec(Nc2ec3ncdeccecdn3en2)cl -6.8844

2504 | CHEMBL3669149 | COclncccecl- -10.8335
clc(C(N)=0)sc2cne(Nc3cccc(N4CCN(C)CC4)c30C(O)C
)ncl2

2505 | CHEMBLS5179104 | COclcc(C2CCC3(CC2)CCN(C)CC3)cecINelnee(Cle(N -11.6119
c2ccecc2P(C)(C)=0)nl

2506 | CHEMBLS5176751 | COclcc(N2CCC3(CCN(C)CC3)CC2)ceccINelnee(Cl)e(N | -11.9426
c2ccc(F)ec2P(C)(C)=0)nl

2507 | CHEMBLS5172119 | COclcc(N2CCC3(CNC3)C2)cccINelnee(Clye(Ne2eeece -11.3913
2P(C)(C)=0)nl

2508 | CHEMBLS5184310 | COclcc(N2CCC3(CCNC3)CC2)ceclNelnce(Cl)e(Ne2cee -11.2241
ccc2P(C)(C)=0O)nl

2509 | CHEMBL5172847 | COclcc(N2CCC3(CCN(C)CC3)CC2)c(C)ecc1Nelnee(Cl) -11.9932
c(Nc2cceee2P(C)(C)=0O)nl

2510 | CHEMBLS5171152 | COclcc(N2CCC3(CCN(C)CC3)CC2)c(Cl)ecINclInee(Cl) | -12.3695
c¢(Nc2cceec2P(C)(C)=0O)nl

2511 | CHEMBL5172847 | COclcc(N2CCC3(CCN(C)CC3)CC2)c(C)ecc1Nelnee(Cl) -12.0111
c(Nc2cceee2P(C)(C)=0O)nl

2512 | CHEMBLS5178030 | Cclec(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -11.4115
C(C)C)ecC1ICCN(C(=0O)SCC(=S)N2CCN(Cco)ce2)C
Cl

2513 | CHEMBL3608526 | CCN1CCCc2cc(Nc3nce(Cl)e(NcdececcdS(=0)(=0)C(C) -9.0899
C)n3)c(OC)cc2Cl

2514 | CHEMBL3608525 | COclcc2c¢(cclNelnec(Cl)e(Ne3eecee3S(=0)(=0)C(C)C) -12.5152
nl)CNCCO2

2515 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0O)Nc3n[nH]c4cce(CeSce(F)ec(F)cS) -10.2965
cc34)c(NC3CCOCC3)c2)CCl1

2516 | CHEMBL3672894 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -9.4801
cc34)cc2)CCl1

2517 | CHEMBL3922741 | CC1(C)c2cc(OCCN3CCNC3=0)ccc2C(=0)c2cl[nH]clc -11.6451
¢(C#N)ccc21

2518 | CHEMBL3898277 | CC1(C)c2cc(OCCN)cec2C(=0)c2cl[nH]clce(C#N)cee21 -11.4833

2519 | CHEMBL3924288 | CC1(C)c2cc(OC3CCN(CCF)CC3)cec2C(=0)c2cl[nH]cl -12.0001
cc(C#N)cec2l

CHEMBL3981666 | C[C@H]1CN(C2CCC2)CCNlcleec2e(cl)C(CY(C)el[nH] | -12.7767
2520 c3cc(C#N)eee3c1C2=0
2521 | CHEMBL3918298 | CC1(C)c2cc(S(=0)(=0)CCC(=0)0)ccc2C(=0)c2cl[nH]c | -10.1385

Ice(C#N)cee21




2522 | CHEMBL3604648 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC(C)C)eclCICCN(O)C1

2523 | CHEMBL3604645 | Cclcc(Ne2nee(Cle(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC(C)C)eclCICNCI

2524 | CHEMBL3604642 | CC(C)S(=0)(=0)c1nn(C)cc1NcInc(Nec2ee(F)c(C3CCN( -12.0882
C)CC3)cc20C2CC2)ncclCl

2525 | CHEMBLA4476002 | Cclec(Ne2ee(N3CCC[C@@H](C(=O)NCcéccc(OC(F)(F -7.6172
)F)cc4)C3)cen2)cec INCICCN(C)CC1

2526 | CHEMBL4113696 | C[C@@H](Oclce(- -12.4029
c2cnn(C3CC4(CCNCC4)C3)c2)encIN)cle(Cl)eee(F)clCl

2527 | CHEMBLA4455502 | COclcc(N2CCC(N3CCOCC3)CC2)ccclNelec(N2CCC[ -8.8693
C@H](C(=0)NCc3ccc(OC(F)(F)F)ce3)C2)cenl

2528 | CHEMBL4574554 | Cclee(Ne2ee(N3CCC[C@H](C(=O)NCc4ccc(OC(F)(F)F -8.0799
)cc4)C3)een2)eccc INCICCN(C)CC1

2529 | CHEMBL4459365 | Cclnn(C)cclNclee(N2CCC[C@@H](C(=0O)NCc3cec(O -7.9505
C(F)(F)F)cc3)C2)cenl

2530 | CHEMBL3669137 | CC(C)Oclecc(C2CCN(C)CC2)cccINelnee2se(C(N)=0)c( -13.1919
-c3ccecc30C(F)(F)F)c2nl

2531 | CHEMBL3669139 | COclnccccl- -12.0882
clc(C(N)=0)sc2cne(Ne3ec(C)c(N4CCN(C)CC4)ee30C(
C)O)ncl2

2532 | CHEMBL3669146 | COclccceel- -11.911
clc(C(N)=0)sc2cnc(Nc3ccc(CNACCN(C)CC4)ee30C(0)
C)ncl2

2533 | CHEMBL3669139 | COclncccecl- -12.0882
clc(C(N)=0)sc2cnc(Ne3ec(C)c(N4CCN(C)CC4)ee30C(
C)C)ncl2

2534 | CHEMBL4113696 | C[C@@H](Oclce(- -12.5577
c2cnn(C3CC4(CCNCC4)C3)c2)enclN)cle(Clcee(F)elCl

2535 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.9504
3cceec3ce3cde(cSchbeccecbn2e5c31)C(=0)NC4

2536 | CHEMBL3672896 | CN1CCN(c2ccc(C(=O)Nc3n[nH]c4cce(CeSce(F)cc(F)cS) -8.1579
cc34)c(NC3CCCCC3)c2)CC1

2537 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -13.0116
3ccccc3ce3cde(cScheccecbn2e5c31)C(=0)NC4

2538 | CHEMBL1644358 | clccc(Nc2cenc3cccee23)cecl -5.6035

2539 | CHEMBLS5267265 | Fclcee(Cl)e(Sc2n[nH]ce3nce(- -9.7434
c4enn(C5CCNCC5)c4)ec23)cl1Cl

2540 | CHEMBL5267265 | Fclcee(Cl)e(Sc2n[nH]c3nce(- -8.7743
c4enn(C5CCNCC5)c4)cec23)cl1Cl

2541 | CHEMBL3687192 | CCclnc(C(N)=0)c(Nc2cece3enn(C)c3e2)neIN[C@H]ICC | -10.0973
[C@H](0)CCI

2542 | CHEMBL3687199 | CCclnc(C(N)=0)c(Nc2ccc(N3CCOCC3)ee2)ncIN[C@H | -11.0197
J1CC[C@H](0)CC1

2543 | CHEMBL3301622 | CCclnc(C(N)=0)c(Nc2ccc(N3ICCC(N4CCN(C)CC4)CC -12.5152
3)c(0C)c2)ncINCICCOCCI

2544 | CHEMBL5291435 | COclce(N2CCN(C)CC2)ccclNclInce(Cl)e(Nc2eee3ce(c2) -10.0877
B(0)OC3)nl

2545 | CHEMBLS5266396 | Cclcec(Ne2nee(Cl)c(Ne3cceedc3B(0)OC4)n2)c(OC(C)C) -11.6025

cclCICCNCCI1




2546 | CHEMBLS5286542 | COclcc(N2CCC(N(C)C)CC2)cecINelnee(Cl)e(Ne2ee(B( -10.961
0)0)ccc200)n1

2547 | CHEMBL3651885 | Cclce(Ne2ne(Nc3eccec3S(=0)(=0)C(C)C)c3[nH]nne3n2 | -10.3804
)c(OC(C)C)ecl CICCN(C)CC1

2548 | CHEMBL5286011 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cl)e( -10.948
Nc2cee3c(c2)B(O)OC3)nl

2549 | CHEMBL5271682 | COclcc(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Nc2eee3 -11.2713
c(c2)B(0)OC3)nl

2550 | CHEMBL5266396 | Cclee(Ne2nec(Cl)e(Ne3ccecde3B(0)OC4)n2)c(OC(C)C) -10.8955
cclCICCNCCI

2551 | CHEMBL3923844 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccce(- -8.5748
c6¢ccc(N7TCCN(C)CCT)ecb)c5c4c3)ec2)CCl

2552 | CHEMBL3895881 | CN1CCN(c2cce(- -9.721
c3cccd[nH]cSncec(CHCcbeccecOF)cScde3)ec2)CCl

2553 | CHEMBL3904080 | CCN(CC)CCOclcee2e(c1)C(C)(C)cl[nH]e3ecc(NC(=0)c -7.7935
4ceec(C(F)(F)F)cd)cee3e1C2=0

2554 | CHEMBL601719 C[C@@H](Oclcce(- -12.7062
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2555 | CHEMBLS509032 COclec(N2CCC(N3CCN(C)CC3)CC2)cccINeInec(Cl)e( -11.911
Nc2ceeee2S(=0)(=0)C(C)C)nl

2556 | CHEMBL1164265 | CN1CCN(c2cce(- -11.2879
c3cencde(c3)N(Ce3e(F)eec(F)e3CIH)CCN4)en2)CCl

2557 | CHEMBL3958173 | CCclec2e(ccIN1ICCN(CC3(0)CCOCC3)CC1)C(C)(C)el -12.5152
[nH]c3cc(C#N)cee3c1C2=0

2558 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -12.6033
c2¢c(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ec21

2559 | CHEMBL3669146 | COclcccececl- -11.4115
clc(C(N)=0)sc2cne(Nc3cecc(CNACCN(C)CC4)ee30C(0)
C)ncl2

2560 | CHEMBL3669151 | COclcce(F)cel- -10.6908
clc(CO)sc2ene(Ne3ccc(N4CCN(C)CC4)ee30C(C)C)nel
2

2561 | CHEMBL3128060 | C[C@@H](Oclcc(-c2ennn2C)enclN)clcc(F)cccl- -7.9096
nlncenl

2562 | CHEMBL3972653 | CNC(=0)clccecc1Nelne(Ne2eee3e(c2OC)CCC[C@@H] | -10.3552
(N2CCN(CCO)CC2)C3)ncclCl

2563 | CHEMBL1808096 | CC(=0)/C=C/clc(Oc2ccc(C#N)ce2)nc[nH]c1=0 -7.3193

2564 | CHEMBL1808102 | CCOC(=0O)clccccclOclne[nH]c(=0)cl/C=C/C(C)=0 -7.2655

2565 | CHEMBL1778714 | Cclcecc(NC2=NC(=0)/C(=C3\C(=0O)Nc4cccccd3)S2)cel -7.6958

2566 | CHEMBLA4778853 | COclcc2c(=0)c3cdccc(CH#N)ccd[nH]e3n(C(C)C)c2e(F)el | -12.5152
NICCN(C)C(C)(O)CI

2567 | CHEMBL4781439 | COclcc2c(=0)c3cdccc(CHN)ccd[nH]e3n(C(C)C)c2e(F)el | -11.4184
NICCN(C)CC1

2568 | CHEMBL3977837 | CC1(C)c2cc(OCC(N)=0)ccc2C(=0)c2cl[nH]clec(C#N)c | -11.0143
cc2l

2569 | CHEMBLA4739968 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -8.2602

C(C)C)cc1C1CCN(CCC(=0)NCCCCNCCC(=0)Ne2ecce
3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC1




2570 | CHEMBL3687201 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)ce(C)e2)ncIN -13.644
[C@H]1CC[C@H](0)CC1

2571 | CHEMBL3669136 | COclcceecl- -11.5663
clc(C(N)=0)sc2cne(Nc3ecc(CACCN(C)CC4)ec30C(C)C
)ncl2

2572 | CHEMBL3669141 | COclcccecl- -12.338
clc(C(N)=0)sc2cne(Nc3ec(C)c(NACCC(N(C)C)C4)ee30
C(C)O)ncl2

2573 | CHEMBL5283671 | Cclee(Ne2nee(Cl)e(Ne3cecde(c3)B(0)OC4)n2)c(OC(C) -10.9352
C)cc1CICCNCCI1

2574 | CHEMBL4467561 | C=CC(=0O)Nclcc(Nc2nce(I)e(Nc3ceeee3S(=0)(=O)N(C) -10.5243
C)n2)c(OC)ccIN(C)CCN(C)C

2575 | CHEMBL3946847 | COclce(Cc2cccec2)c(O)ccl-clecenc2[nH]e3ccce(- -7.6115
c4ccc(NSCCN(C)CCS)ecd)ec3cel2

2576 | CHEMBL3891424 | CN1CCN(c2cce(-c3ccc4[nH]cSnccce(- -8.0243
c6cec(Cc7eccec7)c(C(F)(F)F)c6)c5c4c3)cc2)CCl

2577 | CHEMBL3967225 | C/C(=C\clcceec1C(F)(F)F)cleenc2[nH]c3cee(- -7.3665
cdccc(NSCCN(C)CCS)ecd)ec3cel2

2578 | CHEMBL3951811 | CNC(=0)clcceccelNelnce(Ne2eee3e(c20C)CCC[C@H]( -10.8609
N2CCN(CCO)CC2)C3)ncclCl

2579 | CHEMBL3937542 | CN1CCN(c2cce(- -8.9369
c3ccc4[nH]cSncec(/C=C/cbcccechd)cScde3)cc2)CCl

2580 | CHEMBL3920297 | CN1CCN(c2cce(-c3ccc4[nH]cSnccce(- -8.1831
c6ccc(COcTecec(C(F)(F)F)e7)eeh)ecS5cdce3)ec2)CCl

2581 | CHEMBL3672894 | CN1CCN(c2ccc(C(=0)Nc3n[nH]cdcce(CeSce(F)ee(F)es) -10.1221
cc34)cc2)CC1

2582 | CHEMBLA4549667 | CN1C(=0)[C@@H](N2CCc3c(nn(Cc4cccecd)c3Br)C2= -8.5099
0)COc2ccccc21

2583 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.4381
3cceec3ce3cde(cScheceecon2e5c31)C(=0)NC4

2584 | CHEMBL202830 CN1CCN(Cc2ccc(NC(=0)c3cce(- -7.4599
c4cecSnceneSc4)enc30)ec2)CCl

2585 | CHEMBLA4586773 | Cclce(- -11.6511
n2¢cc(C(=0)N3CCN(C)CC3)c3cce(N[C@@H](C)cdcec(F
)en4)nc32)[nH]nl

2586 | CHEMBL3948508 | CCN(CC)C(=0)COclcec2e(cl)C(C)(C)cloc3cecee3clC2 -7.2451
=0

2587 | CHEMBL601719 C[C@@H](Oclcc(- -12.1763
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2588 | CHEMBL601719 C[C@@H](Oclce(- -11.2343
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2589 | CHEMBL4454858 | CCnlcce(- -9.7389
c2enc(N)c(O[C@H](C)c3c(Clcee(F)c3Cl)e2)ecl1=0

2590 | CHEMBL4586704 | C[C@@H](Oclce(- -10.434
c2cen(C)e(=0)c2)encIN)ele(Cl)eec(F)elCl

2591 | CHEMBL398610 CCOclccec2ele(/C=CIN\C(=O)NN=Clclsnnc1C)cn2C -10.3933

2592 | CHEMBL3735401 | CCclec2c(ccl- -11.009

clenn(CC(=O)N(C)C)c1)C(C)(C)cl[nH]e3cc(C#N)eee3c
1C2=0




2593 | CHEMBL3923002 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -7.7935
c6cec(Cc7eccec7)ccO6C(F)(F)F)ce5c4ce3)cc2)CCl

2594 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.1393
C(C)C)cclC1ICCNCCI

2595 | CHEMBL3687197 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)e(C(F)(F)F)e | -12.9259
2DncIN[C@H]1CC[C@H](0)CC1

2596 | CHEMBLA4284800 | COclnc(N2CCSCC2)ccclNcelnce(Cl)e(Ne2ececc2NS(C)( -7.2368
=0)=0)nl

2597 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.1091
3ceecc3ce3cde(cScoeceecbn2e5c31)C(=0)NC4

2598 | CHEMBLS5286011 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cl)e( | -10.7168
Nc2cee3c(c2)B(0O)OC3)nl

2599 | CHEMBL5271682 | COclcc(N2CCC(N(C)C)CC2)cecINelnce(Cl)e(Nc2ecee3 -11.454
c(c2)B(0)OC3)nl

2600 | CHEMBL3927036 | CN1CCN(c2cce(-c3ccc4[nH]cSnccce(- -9.6785
c6ccc(C(=0)c7eccec7)cchH)cScde3)ec2)CCl

2601 | CHEMBL3986372 | CN1CCN(c2cce(- -9.1566
c3ccc4[nH]cSncec(/C=C/cbcccechd)cScde3)en2)CCl

2602 | CHEMBL3977662 | CN1CCN(c2cce(- -9.2118
c3cccd[nH]cSncee(/C=C/c6eccec6Cl)eS5cdce3)cc2)CCl

2603 | CHEMBL601719 C[C@@H](Oclcce(- -11.3165
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2604 | CHEMBL2418761 | Cnlcc(-c2enc3[nH]cc(- -10.6908
c4enn(CceScc(F)cee5F)c4)c3c2)enl

2605 | CHEMBL5179806 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.3168
C(C)C)ecC1ICCN(C(=0O)SCC(=S)N2CCS(=0)(=0)CC2)
CCl1

2606 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.9932
C(C)C)ecclC1ICCNCCI

2607 | CHEMBL3979310 | COclcce(-c2cenc3[nH]c4cece(- -9.2314
c5ccc(N6CCN(C)CChH)eeS)ecdce23)c(OC)eclCelceccccd

2608 | CHEMBLA4462528 | COclcc(NC(=0)C2CC2)cccl1Nclnee(Cl)e(Ne2eccee2NC -11.6025
(©)=0O)nl

2609 | CHEMBL2403108 | Cclecc(Ne2nee(Cl)c(Ne3ceeceee3S(=0)(=0)C(C)C)n2)c(O -9.5106
C(C)C)eclCICCNCCI

2610 | CHEMBL3952772 | CN1CCN(c2cce(-c3ccc4[nH]cSnccc(Cl)eScde3)ec2)CCl -8.0529

2611 | CHEMBL3967225 | C/C(=C\clcccecl C(F)(F)F)clcenc2[nH]c3cce(- -7.2607
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

2612 | CHEMBL3956055 | COclcccec1C#Celeenc2[nH]c3cece(- -8.6871
c4ccc(NSCCN(C)CCS)ec4)ec3cel2

2613 | CHEMBL3937361 | CN1CCN(c2cce(- -8.3976
c3ccc4[nH]cSnccc(C#Ccbeceec6Cl)eSc4ce3)ec2)CCl

2614 | CHEMBL3978376 | Cclcee(Cn2cc(-c3cenc4[nH]c5ccce(- -7.3292
c6ccc(N7TCCN(C)CCT)eeb)ec5c34)nn2)ccl

2615 | CHEMBL3958614 | CCclec2c(ccIN1ICCC(N3CCOCC3)CC1)C(CY(C)cl[nH] -7.9711
c3cc(NC(C)=0)ccc3c1C2=0

2616 | CHEMBLA4113691 | CC1(C)c2cc(OC[C@H](0)CO)c(Br)cc2C(=0)c2c1[nH]c -9.2724
1cc(OC(F)(F)F)cee21

2617 | CHEMBL3966467 | CCN(CC)CCOclcce2e(c1)C(C)(C)cl[nH]e3cc(NC(=0)C -6.6256

c4cccccd)cec3c1C2=0




2618 | CHEMBL3978144 | CCN(CC)CCOclcee2e(c1)C(C)(C)cl[nH]e3ecc(NC(=0)O -8.3742
c4cceecd)cec3c1C2=0

2619 | CHEMBL3920323 | C/C(=C\clcceeel)clcenc2[nH]c3cec(- -9.6388
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2620 | CHEMBL3963627 | CC/C=C(\clcccecl)clcenc2[nH]c3ccce(- -7.9969
c4ccc(NSCCN(C)CCS)ecd)ec3cel2

2621 | CHEMBL3958885 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccce(- -8.6173
c6cec(OcTeceecT)ech)cS5cde3)ec2)CCl

2622 | CHEMBL3983825 | COclce(-c2cenc3[nH]c4cece(- -7.2368
c5ccc(NO6CCN(C)CChH)ceeS)ccdce23)ec(OC)clCelcececccd

2623 | CHEMBL3937361 | CN1CCN(c2cce(- -9.2724
c3cccd[nH]cSncec(CH#Ccbeccec6Cl)eS5cde3)cc2)CCl

2624 | CHEMBL3950479 | COclcce(/C(C)=N/Nc2nce(Cl)c(Nc3ceeee3S(=0)(=0)C( -10.0657
C)C)n2)ccl

2625 | CHEMBLS5286542 | COclcc(N2CCC(N(C)C)CC2)ceelNelnee(Cl)e(Ne2ee(B( -11.027
0)0)ccc20C)n1

2626 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.0115
C(C)C)eclC1ICCNCCI

2627 | CHEMBLS5209011 | Cclec(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -11.2879
C(C)C)eccl CICCN(C(=0)SCC(=SN(O)O)CC

2628 | CHEMBL3669142 | CCN1CCC(c2cc(Nce3necdsc(C(N)=0)c(- -11.911
c5cecccSOC(F)(F)F)e4n3)n(C(C)C)n2)CCl1

2629 | CHEMBL3669143 | COclcccecl-cle(C(N)=0)sc2enc(Ne3cee(- -10.3078
c4enn(C)c4)cc30C(C)C)ncl2

2630 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.0484
C(C)C)cclC1ICCNCCI

2631 | CHEMBL5198349 | CC(C)S(=0)(=O)clccccclNelceenc2[nH]e3ccce(- -7.5973
cdccc(NSCCN(C)CCS5)ecd)ec3el2

2632 | CHEMBL601719 C[C@@H](Oclce(- -10.5576
c2¢cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2633 | CHEMBL5169496 | CN1CCN(c2cce(- -8.1146
c3cccd[nH]cSncec(Nebeeec([N+](=0)[O-
Dcb6)c5cde3)ec2)CCI

2634 | CHEMBL3687210 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C(C)C)CC3)c(C)c2) -13.2043
ncIN[C@H]1CC[C@H](0)CCl1

2635 | CHEMBL3920323 | C/C(=C\clcceecl)cleenc2[nH]c3cee(- -9.3165
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

2636 | CHEMBL3890564 | CNC(=O)clccceelNelne(Ne2eee3c(c20C)CCCC(N2CC -10.4927
N(CCO)CC2)C3)ncclCl

2637 | CHEMBL3907560 | CN1CCN(c2cce(-c3ccc4[nH]cSnccc(-cobeee(- -8.7659
c7cceccT)cch)cSc4e3)ec2)CCl

2638 | CHEMBL3964686 | CN1CCN(c2ccc(-c3ccc4[nH]cSncee(-coeece(- -10.3311
c7cccc8ececc78)cchH)eS5c4ce3)cc2)CCl

2639 | CHEMBL3963627 | CC/C=C(\clcccccl)cleenc2[nH]c3cec(- -8.2602
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

2640 | CHEMBL3937361 | CN1CCN(c2cce(- -8.5481
c3ccc4[nH]cSnccc(C#Ccebeccec6Cl)eSc4ce3)ec2)CCl

2641 | CHEMBL4448400 | COclcc(NC(=O)N2CCCC2)ccclNcelnec(Cl)c(Nc2eeeec2 -11.5576

NC(C)=O)nl




2642

CHEMBL3669140

Cclocccl-
clc(C(N)=0)sc2cne(Ne3cec(C4CCN(C)CC4)ec30C(0)C
)ncl2

-11.185

2643

CHEMBL3669150

COclcccececl-
clc(C(N)=0)sc2cne(Nc3ccde(cc30OC(C)C)N(C)C(=0)CC
C4)ncl2

-9.2314

2644

CHEMBL509032

COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINelInee(Clye(
Nc2ceeee2S(=0)(=0)C(C)C)nl

-11.959

2645

CHEMBL3736267

CC1(C)c2cc(C3CCN(CC4(0)CCOCCH)CC3)ccc2C(=0)c
2c1[nH]clec(C#N)cec21

-11.0419

2646

CHEMBL3128069

Celne([C@](C)(O)CO)sc1-
clenc(N)c(O[C@H](C)c2ec(F)ececc2-n2ncen2)cl

-13.0796

2647

CHEMBLA4436406

C[C@H]10c2cc(enc2N)Cc2e(nn(C)c2CH#N)CN(C)C(=0)
c2ccc(F)ec2l

-12.7588

2648

CHEMBL2042829

CCN1C(=0)CCCc2clcece(Nelnee(Cle(N[C@H]3[Co@
H](C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

-11.1393

2649

CHEMBLA4436406

C[C@H]10c2cc(enc2N)Cc2e(nn(C)c2CH#N)CN(C)C(=0)
c2ccc(F)ec2l

-10.8896

2650

CHEMBLA4436406

C[C@H]10c2cc(enc2N)Ce2e(nn(C)c2C#N)CN(C)C(=0)
c2ccc(F)ee2l

-12.9846

2651

CHEMBLA4764610

COclcc2c(=0)c3cdcec(CH#N)ec4[nH]e3n(C(C)C)c2e(F)cl
NIC[C@@H](ON(O)[C@@H](C)C1

-11.6312

2652

CHEMBLA4177203

COclece(NC(=O)CNC(=0)c2noc(-
c3cc(C(C)C)c(0O)cc30)c2-
c2ccc(CN3CCOCC3)cc2)cc1Nelnee(Cl)e(Nc2eceee2S(=
0)(=0)C(C)O)nl

-9.8809

2653

CHEMBLA4175858

COclccc(NC(=0O)CNC(=0)CN2CCN(Cc3ccede(e3)CN(
C(=0)c3cc(C(C)C)e(0)cc30)C4)CC2)ccINeInee(Cl)e(N
c2cccec2S(=0)(=0)C(C)C)nl

-11.8958

2654

CHEMBL5289573

C[C@H]1Nc2cce3nce(n3n2)C(=0)NC2(CC2)COc2cc(F)
ccc2l

-9.1174

2655

CHEMBL601719

C[C@@H](Oclcc(-
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

-10.6301

2656

CHEMBL601719

C[C@@H](Oclcc(-
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

-9.3373

2657

CHEMBL2064666

COclc(Ne2nee(Cle(N[C@H3[C@@H](C(N)=0)[C@@
H]4C=C[C@H]3C4)n2)ccc2¢ 1 CC[C@@H](N1CCOCCI
)CC2

-12.3695

2658

CHEMBL3937418

CNI1CCN(c2ccec(-
c3ccc4[nH]cSnccc(N6CCN(Ce7cceec7)CCo)cScdc3)cc2)
CCl

-8.7385

2659

CHEMBL601719

C[C@@H](Oclce(-
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

-6.3713

2660

CHEMBL2403108

Cclce(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O
C(C)C)eclC1ICCNCCI

-11.1393

2661

CHEMBLA4298138

C[C@H]1CNC(=0)c2cnn3ccc(ne23)N[C@H](C)c2cce(F)
ccc201

-12.7175

2662

CHEMBL3931695

CC1(C)c2cc(Oc3nceen3)cec2C(=0)c2cl[nH]clcec(CH#N)e
cc21

-10.6611




2663 | CHEMBL3936470 | CC1(C)c2cc(N3CCC(S(C)(=0)=0)C3)ccc2C(=0)c2cl[n -11.0483
H]clce(C#N)cee21

2664 | CHEMBL3983398 | CCN(CC)CCOclcec2e(c1)C(C)(C)el[nH]c3cc(C(F)(F)F) -8.4609
ccc3clC2=0

2665 | CHEMBL4108286 | COclcce2c3c(n(C)c2cl)C(C)(C)eclec(OC[C@H](0)CO)e -8.2122
cclC3=0

2666 | CHEMBL4115062 | CC1(C)c2cc(OC[C@H](O)CO)c(Br)cc2C(=0)c2c1[nH]c -9.9041
Iccee(Che21

2667 | CHEMBL4110008 | CC1(C)c2ec(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -6.9323
cl[nH]clec(C(=0O)Nc3cceee3)eec2l

2668 | CHEMBLA4106507 | CC(C)Oclcec2e3c(oc2¢l)C(C)(C)eclec(OC[C@@H](0)] -8.7296
C@H](0)CO)cccl1C3=0

2669 | CHEMBLA4114948 | CC(C)(C)cleccecINC(=0)Oclecc2e3ce(oc2c1)C(C)(C)cl -8.8895
cc(OC[C@H](0)CO)ccelC3=0

2670 | CHEMBL3967916 | CCC(O)(CC)CCNC(=0)COclcce2e(c1)C(C)(C)el[nH]c3 -9.6307
cc(Br)ccc3c1C2=0

2671 | CHEMBL601719 C[C@@H](Oclcce(- -9.4426
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2672 | CHEMBL3669148 | COclncc(F)ccl- -11.185
clc(C(N)=0)sc2cnc(Nc3ec(C4CCOCCA)Nn3C(C)C)ncl2

2673 | CHEMBL3952772 | CN1CCN(c2ccce(-c3ccc4[nH]cSncec(Cl)eScde3)ec2)CCl -8.5099

2674 | CHEMBL601719 C[C@@H](Oclce(- -10.6699
c2cnn(C3CCNCC3)c2)enclN)cle(Checc(F)cl1Cl

2675 | CHEMBL3946496 | C#Cclcc2e(ccINICCN(C3CCC3)CC1)C(C)(C)el[nH]c3 -13.4668
cc(C#N)cec3el1C2=0

2676 | CHEMBL5268149 | COclcc(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Ne2eecee( | -10.5982
B(0)O)c2)nl

2677 | CHEMBL2403842 | Cclce(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -10.758
C(C)C)ecCICCN(C(=0O)CN(O)O)CCI

2678 | CHEMBL3651846 | COclcc(C2CCN(C[C@H](O)C(F)(F)F)CC2)c(C)ecINcl -10.3804
nc(Nc2eeeee2S(=0)(=0)C(C)C)c2¢[nH]nc2n1

2679 | CHEMBL3651872 | CCN1CCC(c2cce(Ne3nc(NedeceecdS(=0)(=0)C(C)C)c4 -11.3466
c(C)[nH]nc4n3)cc2)Cl

2680 | CHEMBL3735648 | CCI1(C)c2cc(C3CCN(CC4CCOCCH)CC3)cec2C(=0)c2cl | -11.4764
[nH]clce(C#N)cee21

2681 | CHEMBL4476742 | CNC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cccece3) -12.338
[nH]c3ccc(CN4CCCCC4)ce32)CCl

2682 | CHEMBL3929912 | C[S+]([O- -11.3314
DCCOclcec2e(c1)C(C)(C)el[nH]c3cc(C#N)eee3c1C2=0

2683 | CHEMBL1823221 | CCclecc2c(ccINICCN(C3COC3)CC1)C(C)(C)el[nH]c3c -12.1091
c(C#N)cce3cl1C2=0

2684 | CHEMBL3939763 | CC1(C)c2cc(OCCCCCC(=0)0)ccc2C(=0)c2cloclcecce -7.413
21

2685 | CHEMBL3934533 | CC1(C)c2cc(OCC(=O)NCCOCCO)ccc2C(=0)c2cloclce -7.3074
ccc2l

2686 | CHEMBL4108699 | Cnlc2c(c3ccc(C(=0O)Ncdcececd)cc31)C(=0)cleec(OC[C -6.9323
@@H](0O)[C@H](0)CO)ccl1C2(C)C

2687 | CHEMBL3809888 | Cclcc(- -7.3858

c2cc(NC(=0)c3ccc(CNACCN(C)CC4)cc3)[nH]n2)cecIN
C(=0)Nclccce(F)cl




2688 | CHEMBL3918616 | COclc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=O)N(C)C)n2)cce -10.4927
2c1CCCC(NICCN(CCO)CCI)C2

2689 | CHEMBL2064666 | COclc(Nc2nee(Cl)e(N[C@HB[C@@H](C(N)=0)[C@@ | -10.9196
H]4C=C[C@H]3C4)n2)ccc2c1 CC[C@@H](N1CCOCCI1
)CC2

2690 | CHEMBL3128069 | Cclnc(JC@](C)(O)CO)scl- -10.8896
clenc(N)c(O[C@H](C)c2cec(F)eec2-n2ncen2)cl

2691 | CHEMBL3669151 | COclccc(F)ccl- -10.7348
clc(CO)sc2ene(Ne3cec(N4CCN(C)CC4)ee30C(C)CO)nel
2

2692 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -12.6033
clenc(N)c(O[C@H](C)c2ec(F)ececc2-n2ncen2)cl

2693 | CHEMBL3941724 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2eee -10.1055
(N3CCN(C(C)=0)CC3)cc20C)n1

2694 | CHEMBLA4761644 | CC(C)nlc2cc(N3CCN(C)CC3)c(Br)ec2e(=0)c2c3cce(CH -12.6033
N)ce3[nH]c21

2695 | CHEMBL4453984 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINclee(N2CC -8.0384
C[C@@H](C(=O)NCc3ccc(OC(F)(F)F)cc3)C2)cenl

2696 | CHEMBL3983559 | CC(C)(C)OC(=O)N1CCC(Oc2ccc3ce(c2)C(C)(C)c2[nH]e -10.3227
4cc(CHN)cecdc2C3=0)CCl1

2697 | CHEMBL3904008 | CN1CCN(c2cce(- -9.2118
c3ccc4[nH]cSncec(/C=C/cb6ccec(F)c6)cSc4c3)cc2)CCl

2698 | CHEMBL3984671 | CN1CCN(c2ccee(- -8.4512
c3ccc4[nH]cSnecc(C#Ccobeccec6C(F)(F)F)cScdc3)cc2)CC
1

2699 | CHEMBL3983644 | CN1CCC(N2CCN(c3cec(- -7.1917
c4cccS[nH]coneee(Ne7cecec7[N+](=0)[O-
])c6c5¢4)cc3)CC2)CC1

2700 | CHEMBL4109403 | CC1(C)c2ec(OC[C@@H](O)[C@H](0)CO)ccc2C(=0)c2 -9.65
cloclcc(OCCCCO)eec?1

2701 | CHEMBL3967044 | CCCnlc2c(c3ccecc31)C(=0)clecc(OCCN(CC)CC)eclC2 -8.3364
(OC

2702 | CHEMBL3918268 | CCN(CC)CCOclcee2e(c1)C(C)(C)ele(c3ece(C)ec3nlC) -7.4117
C2=0

2703 | CHEMBL3736273 | CCclcc2c(ccl- -11.0766
clenn(C3CCNCC3)c1)C(C)(C)cl[nH]c3cc(C#N)eee3elC
2=0

2704 | CHEMBL3907560 | CN1CCN(c2ccc(-c3ccc4[nH]cSncec(-cobecce(- -8.9247
c7cceccT)cch)cSc4ce3)ec2)CCl

2705 | CHEMBL3912968 | CN1CCN(c2cce(- -9.5013
c3cccd[nH]cSncec(N6CCC(Cc7ccccc7)CCh)cScdce3)ec?)
CCl1

2706 | CHEMBLA4753590 | COclcc(SCc2ccc(CN(C)C)o2)ccclNelnece(Cl)e(Ne2eece -12.1763
c2NS(C)(=0)=0)nl

2707 | CHEMBL4787021 | COclcc(NCC2CCCO2)cecINclInce(Cl)e(Nc2eecee2NS( -11.8384
C)(=0)=0)nl

2708 | CHEMBLA4783455 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -8.0529

C(C)C)ce1C1CCN(CCC(=0)NCCCCCCNC(=0)COc2cc
cc3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC1




2709 | CHEMBL4748837 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -7.7209
C(C)C)ecl CICCN(CCC(=O)NCCOCCNC(=0)COc2ccce
3c2C(=0)N(C2CCC(=0)NC2=0)C3=0)CC1

2710 | CHEMBLS5401769 | COclcce2nc(-c3ccdecc(NSCCOCCS)cc4oc3=0)sc2cel -8.8349

2711 | CHEMBL3922510 | COCCOclcc2c(ccINICCC(N3CCOCC3)CC1)C(CYC)cl -11.4467
c(c3ccc(C#N)ec3n1 CCOC)C2=0

2712 | CHEMBL3943601 | C[C@@H]1CN(C2CCN(c3ccde(cn3)C(=0)c3c([nH]cSce -9.848
(C(N)=0)ccc35)C4(C)C)CC2)C[C@H](C)O1

2713 | CHEMBL601719 C[C@@H](Oclcc(- -10.3311
c2cnn(C3CCNCC3)c2)encIN)ele(Clyeee(F)c1Cl

2714 | CHEMBL4437893 | C[C@@H](Oclce(- -10.4481
c2cc[nH]c(=0)c2)enc1N)clc(Clcee(F)cl1Cl

2715 | CHEMBL4459183 | COclcc(N2CCNCC2)ceclNelee(N2CCC[C@@H](C(=0 -8.8671
INCc3cec(OC(F)(F)F)cc3)C2)cenl

2716 | CHEMBLA4549308 | CCOclcc(C2CCN(C)CC2)ceclNelncc2e(nl)N(Celsencl -9.1224
O)[C@H](CC)C(=0)N2C

2717 | CHEMBL3912544 | COclcc2¢(cclCH#CC(=0)O)C(=0)clc([nH]c3cc(C#N)cee -11.5962
13)C2(C)C

2718 | CHEMBL3981472 | CC1(C)c2cc(N3CCN(C4COC4)CC3)e(Br)cc2C(=0)c2cl[ | -12.7952
nH]clcce(C#N)cec21

2719 | CHEMBLA4113696 | C[C@@H](Oclce(- -12.6526
c2cnn(C3CC4(CCNCC4)C3)c2)enclN)cle(Clyeee(F)cl1Cl

2720 | CHEMBL513897 CCCN1CCC=C(c2ccc(Ne3nce(NedcecececdC(N)=0)cdcee[n -12.7649
H]c4n3)c(C)c2)C1

2721 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -12.9024
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

2722 | CHEMBL601719 C[C@@H](Oclce(- -8.4941
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

2723 | CHEMBL3923002 | CN1CCN(c2cce(-c3cec4[nH]cSnccce(- -7.2368
coeee(Ce7cccec?)ec6C(F)(F)F)cS5cde3)cc2)CCl

2724 | CHEMBL3953243 | CN1CCN(c2cce(-c3cec4[nH]cSnccce(- -8.5748
c6cec(OCc7cccec7)ech)e5cde3)ec2)CCl

2725 | CHEMBL3975258 | Cclec(OCc2ccc(-c3cenc4[nH]cScee(- -10.3311
cbccc(N7CCN(C)CCT)ecbh)ceS5c34)cc2)ceclCl

2726 | CHEMBL3961294 | CN1CCN(c2cce(- -9.816
c3cec4[nH]cSncec(/C=C/c6ccc(C(F)(F)F)cch)cScéc3)cc2)

CC1

2727 | CHEMBL3975454 | CN1CCN(c2cce(- -8.2204
c3cec4[nH]cSncec(/C(=C/cbccecchd)cbeceecd)cScdc3)cc?)
CCl1

2728 | CHEMBL3938221 | CC(C)[Si](/C=C/clcenc2[nH]c3ccc(- -7.3026
c4ccc(NSCEN(C)CCS5)ecd)ec3c12)(C(O)O)C(O)C

2729 | CHEMBL3984671 | CN1CCN(c2cce(- -9.3165
c3cccd[nH]cSncec(CHCcobeccec6C(F)(F)F)cScdc3)ec2)CC
1

2730 | CHEMBL3937418 | CN1CCN(c2cce(- -8.7385
c3cccd[nH]cSnccc(N6CCN(Ce7cceec7)CCoh)cS5c4ce3)cc2)

CC1
2731 | CHEMBL601719 C[C@@H](Oclcc(- -8.7985

c2cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl




2732 | CHEMBL3953811 | CC(=0)N1CCN(c2ccc(Ne3nee(Cl)e(Nedeee(NSCCN(C( -9.2516
C)=0)CC5)cc4)n3)cc2)CC1

2733 | CHEMBL3927081 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Clye(Nc2ece -10.4481
(N3CCN(S(N)(=0)=0)CC3)cc20C)n1

2734 | CHEMBL3977453 | COclce(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -9.328
N3CCN(C)CC3)cc20C)n1

2735 | CHEMBL3669145 | COclnccecl-cl1c(C(N)=0)sc2enc(Ne3ee(C)e(- -10.1936
n4ccnc4C)ec30C(C)C)necl2

2736 | CHEMBL203354 COclcece(- -7.8332
c2cne(O)c(C(=0)Nc3ccc(CN4CCN(C)CC4)cce3)c2)enl

2737 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.5156
C(C)C)eclC1ICCNCCI

2738 | CHEMBL3920298 | CC1(C)c2[nH]c3cc(C#N)cee3c2C(=0)c2ccee(OC[C@@ -9.7459
H](0)CO)c21

2739 | CHEMBLA4460367 | Cclcc(- -12.6526
n2cc(S(C)(=0)=0)c3ccc(N[C@@H](C)cdccc(F)ccdF)nc3
2)n[nH]1

2740 | CHEMBL3651857 | Cclce(Ne2ne(Ne3eccec3S(=0)(=0)C(C)C)e3c(C)[nH]ne -11.2879
3n2)c(OC(C)C)ecc1 CICCN(CCO)CCI1

2741 | CHEMBL3651863 | COclcc(C2CCNCC2)c(C)eclNelne(Nce2eceec2S(=0)(= -11.2343
0)C(C)C)c2¢(C)[nH]nc2nl

2742 | CHEMBL3651879 | Cclce(Ne2ne(Nc3eceee3S(=0)(=0)C(C)C)e3c(C)c[nH]c -9.6583
3n2)c(OC(C)C)ecC1CCNCC1

2743 | CHEMBL3975852 | CCN(CC)CCOclcec2e(nl)C(C)(C)cloc3ec(CHN)ccc3el -9.0745
C2=0

2744 | CHEMBL2403848 | Cclcc(Ne2nee(Cl)e(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -11.009
C2CCC2)cc1CICCNCCI

2745 | CHEMBL3735648 | CC1(C)c2cc(C3CCN(CC4CCOCC4H)CC3)cec2C(=0)c2cl | -10.5226
[nH]clcc(C#N)cee21

2746 | CHEMBLA4543331 | CCOclcc(C2CCN(C)CC2)cccINclncc2e(nl)N(Celsceel -8.4977
O)[C@H](CC)C(=0)N2C

2747 | CHEMBLA4454885 | CCOclcc(C2CCN(C)CC2)ceclNelnee2e(n1)N(Celecee( -9.1566
OC)c)[C@H](CC)C(=O)N2C

2748 | CHEMBLA4557730 | CCOclcc(C2CCN(C)CC2)cccINclncc2e(nl)N(Celeecce -9.6785
1Br)[C@H](CC)C(=0)N2C

2749 | CHEMBL3957490 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ceee -11.3466
(N3CCN(C(C)=0)CC3)cc20C(F)F)nl

2750 | CHEMBL3957490 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ece -10.4775
(N3CCN(C(C)=0)CC3)cc20OC(F)F)nl

2751 | CHEMBL3950987 | COclcc(N2CCN(CCO)CC2)ccclNclnec(C(F)(F)F)c(Nc2 | -11.7735
ccc(N3CCN(C(C)=0)CC3)cc20C)n1

2752 | CHEMBL3916647 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2ceee -10.434
(N3CCN(C(C)=0)CC3)cc2Cnl

2753 | CHEMBL3911373 | CC(=O)NI1CCN(c2cce(Ne3nee(C(F)(F)F)c(Nedecc(NSC -11.0571
CN(C(C)=0)CC5)cc4OC(F)F)n3)c(OC(F)F)c2)CCl1

2754 | CHEMBL3946370 | COclcc(N2CCN(C(C)=0)CC2)cccINclnce(F)e(Nc2ceee( -9.2414
N3CCN(C(C)y=0)CC3)cc20C)n1

2755 | CHEMBLS5177248 | CNC(=O)clcccecelNelne(Ne2eee3c(C(=0)N4CCC(C)CC | -11.5933

4)c(C)[nH]c3c2)ncclCl




2756 | CHEMBL5197072 | CNC(=O)clccccclINelnc(Ne2eee3e(C(=O)N4CCC(O)CC | -11.7377
4)c(C)[nH]c3c2)neclCl

2757 | CHEMBLA4758056 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.5663
C(C)C)eclC1ICCN(C(=O)CCCC(=O)N[C@H](C(=0O)N2
C[C@H](O)C[C@H]2C(=O)NCc2ccc(-
c3scnc3C)ec2)C(C)(C)C)CC1

2758 | CHEMBL2042829 | CCNI1C(=0)CCCc2clccc(Nelnee(CHe(N[C@H3[C@@ -10.4201
H]J(C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

2759 | CHEMBL3913619 | COclcee(Cc2cce(-c3cencd[nH]cScee(- -8.9127
c6¢ccc(N7CCN(C)CCT)echb)ec5c34)cc2)c(OC)cl

2760 | CHEMBL3910396 | CN1CCN(c2cce(- -9.6014
c3cccd[nH]cSncec(C#Ccbeccechd)cScde3)ec2)CCl

2761 | CHEMBL3967080 | CC(C)[Si](C#Cclcenc2[nH]c3cee(- -7.3861
c4ccc(NSCEN(C)CCS)ecd)ece3c12)(C(O)O)C(O)C

2762 | CHEMBL601719 CI[C@@H](Oclcc(- -8.8246
c2cnn(C3CCNCC3)c2)enclN)cle(Clheee(F)c1Cl

2763 | CHEMBL4073635 | Brclccc2c(Ne3ceeee3)cenc2cel -5.9973

2764 | CHEMBL4083663 | Fclcee(Oc2cenc3cc(-c4enn(CSCCNCCS)cd)ecc23)eclF -9.6868

2765 | CHEMBL3964766 | CC(=O)N1CC(N2CCC(COc3ccc4c(c3)C(C)(C)c3[nH]cS5¢ -9.5354
c(Br)cce5¢3C4=0)CC2)Cl1

2766 | CHEMBL5436489 | COclcc(CCNCCCCCC#Cc2cccc3c2C(=0)N(C2CCC(=0 -8.5964
INC2=0)C3=0)c(C)cc1Nclncc(Cl)e(Nc2eceec2S(=0)(=
0)C(C)O)nl

2767 | CHEMBL3946847 | COclcc(Cc2ccccc2)c(O)ccl-cleenc2[nH]c3cec(- -8.3483
c4ccc(NSCCN(C)CCS)ec4)ec3cel2

2768 | CHEMBL3933100 | COclccc(/C=C/c2cenc3[nH]c4dccec(- -8.3976
c5ccc(N6CCN(C)CCh)ccS)cec4ce23)cecl

2769 | CHEMBL3949340 | CN1CCN(c2cce(- -9.1224
c3cec4[nH]cSncec(/C=C/co6ccc(F)ech)cSc4c3)ec2)CCl

2770 | CHEMBL1778710 | O=C1Nc2cccec2/C1=C/clc[nH]ncl-clcceecl -8.1723

2771 | CHEMBL3955465 | CCI1(C)c2cc(OCCn3cenc3)ccc2C(=0)c2cloclccccc?l -8.1441

2772 | CHEMBL3397300 | COclcc(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Nc2eeeee | -14.4029
2P(C)(C)=0O)nl

2773 | CHEMBL3942803 | CCC(=O)N1CCN(c2ccc(Ne3ne(Ncdeecc(NSCCN(C(C)=0 -9.3468
)CC5)cc40C)ncc3Clc(0C)c2)CC1

2774 | CHEMBL3956794 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -9.402
N3CCN(S(C)(=0)=0)CC3)cc20C)n1

2775 | CHEMBL3926221 | CCNC(=0O)N1CCN(c2ccc(Ne3nec(Cl)e(Nedecc(NSCCN( -10.9845
C(=O)NCC)CCS5)cc40C)n3)c(0C)c2)CC1

2776 | CHEMBL3959161 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ece -11.2879
(N3CCN(C(C)=0)CC3)cc2F)nl

2777 | CHEMBL1642258 | COclcc2ce(cc1Nelncc(Cl)e(Ne3eec(N4CCOCC4)cec30C) -10.6699
n1)CCN(CC(=0)N(C)C)CC2

2778 | CHEMBL5269433 | C[C@H]1Nc2cee3nce(n3n2)C(=0)NC2(CCC2)COc2¢ccc( | -11.8117
F)cc21

2779 | CHEMBL4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2cc(F) -12.6226
ccc201

2780 | CHEMBL601719 C[C@@H](Oclcce(- -8.6151

c2¢cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl




2781 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceeceee3S(=0)(=0)C(C)C)n2)c(O -12.1763
C(C)C)eclCICCNCCI

2782 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -9.8585
C(C)C)cclC1ICCNCCI

2783 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.0923
3ceccc3ce3cde(cS5checcecon2e5c31)C(=0)NC4

2784 | CHEMBLA4524160 | CN(CCO)Cclcee(-c2n[nH]c3nc(-c4ccc(O)ccd)ccc23)ol -10.0419

2785 | CHEMBL5287224 | CCC[C@H]1Nc2ccec3nce(n3n2)C(=0)NC2(CC2)COc2cc -9.0517
c(F)cc2l

2786 | CHEMBL5279068 | C[C@@H]1Nc2ccc3nec(n3n2)C(=0)NC2(CC2)COc2ccc -8.5099
(F)cc21

2787 | CHEMBL3984671 | CN1CCN(c2cce(- -8.4512
c3ccc4[nH]cSnecc(C#Ccbeccec6C(F)(F)F)cScdc3)cc2)CC
1

2788 | CHEMBL3907560 | CN1CCN(c2cce(-c3ccc4[nH]cSncee(-cbece(- -8.7475
c7cccccT)ech)cSc4ce3)ec2)CCl

2789 | CHEMBL3933100 | COclccc(/C=C/c2cenc3[nH]c4ccc(- -9.6014
c5ccc(N6CCN(C)CCh)ccS)ccde23)ecl

2790 | CHEMBL3956515 | CN1CCN(c2cce(- -9.6785
c3cec4[nH]cSncec(/C=C/cbcccec6F)cS5cde3)ec2)CCl

2791 | CHEMBL3972466 | CN1CCN(c2cce(- -9.5662
c3cccd[nH]cSncee(Nebeeeec6[N+](=0)[O-
Dc5c4c3)cc2)CCl

2792 | CHEMBL4435574 | Cclece(- -10.9845
n2cc(S(=0)(=0)C(C)C)c3ccc(N[C@@H](C)cdccc(F)en4
)nc32)n[nH]1

2793 | CHEMBL4087615 | COclccc(Oc2cence3cc(-c4enn(CSCCNCCS)cd)cec23)cecl -10.5178

2794 | CHEMBL4091441 | Cclcee(Oc2cenc3cc(-c4enn(CSCCNCCS)cd)cec23)cecl -10.479

2795 | CHEMBL4091441 | Cclcec(Oc2cenc3cece(-c4ecnn(CSCCNCCS)cd)cec23)ecl -12.0295

2796 | CHEMBL4095317 | N#Cclcce(Oc2ceenc3cc(-c4enn(C5SCCNCCS)c4)ecc23)cecl -9.9697

2797 | CHEMBL3927036 | CN1CCN(c2ccc(-c3ccc4[nH]cSnccc(- -8.8144
c6cec(C(=0)cT7ecccc7)echd)cScde3)ec2)CCl

2798 | CHEMBL4159161 | COclcc(- -12.0882
c2nc(CN3CCC(C)CC3)cs2)ccc1Nelnec(Cl)e(Ne2eeeec2S
(=0)(E0)C(C)O)nl

2799 | CHEMBL4163707 | CC(C)Oclcc(- -12.0111
c2nc(CN3CCN(C)CC3)cs2)ceclNelnee(Cl)e(Ne2eecee2
S(=0)(=0)C(C)O)nl

2800 | CHEMBL4168868 | COclccc(NC(=O)CNC(=0)c2cc(C(C)C)e(O)cc20)cclNe -12.4029
Incc(Clc(Ne2eeeec2S(=0)(=0)C(C)C)nl

2801 | CHEMBLA4174031 | COclcce(NC(=0O)C(Cc2cceec2)NC(=0)c2ec(C(C)C)c(0O) | -11.4996
cc20)cc1NclIncc(Cl)e(Nc2eeeec2S(=0)(=0)C(C)C)nl

2802 | CHEMBL5289573 | C[C@H]1Nc2cce3nec(n3n2)C(=0O)NC2(CC2)COc2cc(F) -8.5143
ccc2l

2803 | CHEMBL5274542 | C[C@H]1CNC(=0)c2enc3ccc(nn23)N[C@H](C)c2cc(F) -11.7613
ccc201

2804 | CHEMBL5291345 | C[C@H]1Nc2ccc3ncc(n3n2)C(=0O)NC2(CC2)COc2ccece -10.7348

21




2805 | CHEMBL5274362 | Cclec2nce3n2ncIN[C@H](C)elec(F)ececc10CC1(CC1)N -10.9845
C3=0

2806 | CHEMBL5269530 | C[C@H]1Nc2ccce3ncc(n3n2)C(=0O)NCCOc2ccc(F)cc21 -10.7124

2807 | CHEMBL5284909 | CC1(C)COc2ccc(F)cc2CN(C2CC2)c2ccc3ncc(n3n2)C(= -10.0505
O)NI

2808 | CHEMBLS5270423 | O=C(Nclcccee(- -11.4395
n2cc(CNe3ecc(N4CCC(0O)CC4)e(C(=O)N4CCCCC4)c3)
nn2)cl)clcc(F)ce(F)cl

2809 | CHEMBL1738797 | CCclec2e(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)el[nH] -12.3695
c3cc(C#N)eee3cl1C2=0

2810 | CHEMBLS5179806 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.6664
C(C)C)ecC1ICCN(C(=O)SCC(=S)N2CCS(=0)(=0)CC2)
CCl

2811 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.1091
C(C)C)eclC1ICCNCCI

2812 | CHEMBL3939548 | CN1CCC(N2CCN(c3cce(-c4cecS[nH]coneece(- -8.7209
c7ccc(Cce8cccce8)cc7)coe5¢4)ec3)CC2)CC1

2813 | CHEMBL2064664 | COCCNCI1CCc2cc(Nc3nce(Clhe(N[C@H]4[C@@H](C( -11.911
N)=0)[C@@H]5C=C[C@H]4C5)n3)c(OC)cc2CC1

2814 | CHEMBL2172315 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc( | -12.7649
F)ce(F)c3)[nH]c3ccc(CN4CCC(C(C)(C)O)CC4)cc32)CC
1

2815 | CHEMBLA4573193 | COclcc(N2CCN(CC(N)=0)C2=0)ccclNclncc(Cl)c(Nc2 -11.4467
cceec2S(=0)(=0)C(C)O)nl

2816 | CHEMBLS5286542 | COclcc(N2CCC(N(C)C)CC2)cecINelnee(Cl)e(Ne2ee(B( -9.8274
0)O)ccc200)n1

2817 | CHEMBL5283671 | Cclec(Ne2nee(Cl)e(Ne3ceede(c3)B(0)OC4)n2)e(OC(C) -11.6511
C)cc1CICCNCCI

2818 | CHEMBL3896672 | CCOclcc(N2CCN(C(C)=0)CC2)cccINclInc(Ne2eee(N3 -10.0735
CCN(C(C)=0)CC3)cc20C)ncclF

2819 | CHEMBL3972028 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2cecee -11.7735
(N3CCNCC3)cc20C(F)F)nl

2820 | CHEMBL3128069 | Cclnc([C@](C)(O)CO)scl- -12.934
clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl

2821 | CHEMBL5271682 | COclce(N2CCC(N(C)C)CC2)ccclNelnee(Cl)e(Ne2cec3 -10.8751
c(c2)B(0)OC3)nl

2822 | CHEMBL5266396 | Cclcc(Ne2nee(Cl)c(Ne3cceedc3B(0)OC4)n2)c(OC(C)C) -10.582
cclCICCNCCI

2823 | CHEMBL5283829 | COclcc(Ne2ne(Ne3cee(NACCC(N(C)C)CC4)ee30C)nee -10.3346
2Cl)ec(B(0)O)cl

2824 | CHEMBL5209432 | CC(C)(C)OC(=O)N1CCN(c2cee(-c3ccc4[nH]cSncee(- -7.1168
c6cec(Cc7eccec)ech)cScdce3)cc2)CCl

2825 | CHEMBL4434659 | COCclen(- -12.0484
c2cc(C)n[nH]2)c2nc(OC(C)e3cec(F)en3)cecl2

2826 | CHEMBL3810133 | Cclcc(- -9.0713
c2cc(NC(=0)c3ccc(CNACCN(C)CC4)cc3)[nH]n2)cecIN
C(=O)Nclee(C(C)C)onl

2827 | CHEMBL3128069 | Cclnc(JC@](C)(O)CO)scl- -12.4381

clenc(N)c(O[C@H](C)c2ec(F)eec2-n2ncen2)cl




2828 | CHEMBL1487936 | Oclccc(Ne2ne(-c3ccece30)nc3cceec23)ecl -7.6201

2829 | CHEMBL601719 C[C@@H](Oclce(- -8.9646
c2cnn(C3CCNCC3)c2)enclN)cle(Clhecee(F)cl1Cl

2830 | CHEMBL50 O=clc(O)c(-c2ccc(O)c(0)c2)oc2ec(O)ec(O)cl2 -7.7708

2831 | CHEMBL3669140 | Cclocccl- -11.0197
clc(C(N)=0)sc2cne(Nc3ecc(CA4CCN(C)CC4)ec30C(C)C
)ncl2

2832 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -12.1091
C(C)C)eclC1CCNCCI

2833 | CHEMBL1651523 | COclcc(O)c2c(c1)CCCCCC(=0)/C=C\C[C@H](C)OC2= -7.7383
0

2834 | CHEMBL2418761 | Cnlcc(-c2enc3[nH]ec(- -9.7958
cdenn(CeSce(F)cee5F)c4)c3c2)enl

2835 | CHEMBL2418761 | Cnlcc(-c2enc3[nH]cc(- -10.6908
c4cenn(CceSce(F)eee5F)c4)ce3c2)enl

2836 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cS) -11.2343
cc34)c(NC3CCOCC3)c2)CCl1

2837 | CHEMBL3934594 | CC(C)S(=0)(=0)clcccccINeInc(N/N=C/c2ccec(C(F)(F) -11.7148
F)c2)neclCl

2838 | CHEMBL3922762 | C/C(=N\Nclncc(Cl)c(Nc2eceee2S(=0)(=0)C(C)C)nl)cl -12.2005
cce(F)ecl

2839 | CHEMBL3893810 | CC(C)S(=0)(=0O)clcccccINeclnc(N/N=C/c2ccc(C(F)(F)F -10.1221
)ec2)neclCl

2840 | CHEMBL4107461 | CC1(C)c2cc(OC[C@H](O)CCC(=0)0O)ccc2C(=0)c2cln -8.6085
H]clee(Br)eec21

2841 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.6301
c2cnn(C3CCNCC3)c2)enclN)cle(Clheee(F)c1Cl

2842 | CHEMBLA466154 Cclce(O)cc2oc3cc(O)ec(O)c3ce(=0)cl2 -6.218

2843 | CHEMBL3975454 | CN1CCN(c2cce(- -8.2204
c3cec4[nH]cSncec(/C(=C/cbccecchH)cobeceecd)cScdc3)cc?)
CCl1

2844 | CHEMBL3687211 | CCOclce(Ne2ne(N[C@H]3CC[C@H](O)CC3)c(CC)nc2 -13.5947
C(N)=0)cccIN1ICCC(N2CCN(C)CC2)CCl1

2845 | CHEMBL3687218 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.3695
3)c(C)e2)nc INCICCN(C)CC1

2846 | CHEMBL2064666 | COclc(Nc2nee(Cl)e(N[C@HB3[C@@H](C(N)=0)[C@@ | -10.9196
H]4C=C[C@H]3C4)n2)ccc2c1 CC[C@@H](N1CCOCCI1
)CC2

2847 | CHEMBL1738797 | CCclecc2c(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -8.4917
c3cc(C#N)eee3el1C2=0

2848 | CHEMBL3925957 | COclcc(N2CCN(C(C)=0)CC2)ccc1Nclnce(Cl)e(Nc2ece -11.4115
(N3CCNCC3)cc200)nl

2849 | CHEMBL3898320 | COclcc(N2CCN(C(C)=0)CC2)ccclNclnce(Cl)e(Nc2ece -10.0284
(N3CCN(C(=0)OC(O)(C)O)CC3)cc20C)n]

2850 | CHEMBL3954721 | COC(=0O)N1CCN(c2cce(Ne3nc(Nedece(NSCCN(C(C)=0 -8.4507
)CC5)cc40C)ncc3Clc(0C)c2)CC1

2851 | CHEMBL3951932 | COclce(N2CCN(C(C)=0)CC2)ccclNclInce(F)c(Nc2eee( -11.0571
N3CCN(CCO)CC3)cc2OC(F)F)nl

2852 | CHEMBL276711 Cclce(C)e(/C=C2\C(=O)Nc3cceec32)[nH]1 -8.1445




2853 | CHEMBL601719 C[C@@H](Oclcce(- -8.6151
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

2854 | CHEMBLS535 CCN(CC)CCNC(=0)c1e(C)[nH]c(/C=C2\C(=0O)Nc3cce( -10.3006
F)cc32)clC

2855 | CHEMBL5198409 | C#CCNI1CCN(c2ccee(-c3ccc4[nH]cSneee(- -7.7209
c6cec(Cc7cccec7)cch)c5cdel3)cc2)CCl

2856 | CHEMBLA4787543 | CC(C)nlc2[nH]c3cc(C#N)cce3e2e(=0)c2eccc(N3ICCN(C) -10.9258
CC3)c(F)c21

2857 | CHEMBLA4743395 | Cnlc2cc(N3CCC(N4CCOCC4)CC3)cec2e(=0)c2c3cec(C -7.9448
#N)cc3[nH]c21

2858 | CHEMBL3966723 | COclcccecl/C=C(\C)clcenc2[nH]c3cce(- -8.2602
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2859 | CHEMBL3963627 | CC/C=C(\clccececl)clcenc2[nH]c3ccce(- -8.3027
cdccc(NSCCN(C)CCS)ecd)ec3cel2

2860 | CHEMBL3961377 | CN1CCN(c2cce(- -8.5817
c3cccd[nH]cSncec(C#Ccbecc(F)ech)eS5c4c3)cc2)CCl

2861 | CHEMBL601719 C[C@@H](Oclcce(- -9.5013
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2862 | CHEMBL601719 C[C@@H](Oclcc(- -8.8014
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

2863 | CHEMBL601719 C[C@@H](Oclcce(- -10.2227
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2864 | CHEMBL601719 Cl[C@@H](Oclcc(- -8.8195
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2865 | CHEMBL601719 C[C@@H](Oclce(- -8.581
c2¢cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2866 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.8797
C(C)C)ecclC1CCNCCI

2867 | CHEMBL3128060 | C[C@@H](Oclcc(-c2ennn2C)enclN)clcc(F)cecl- -7.9096
nlncenl

2868 | CHEMBLA4303155 | CC10c2cc(cnc2N)- -12.6033
c2c(nn(C)c2CHN)CN(C)C(=0O)c2cce(F)ce21

2869 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.6908
C(C)C)cclC1ICCNCCI

2870 | CHEMBL3916988 | COclcccecl/C=C/clcenc2[nH]c3cce(- -9.2118
c4ccc(NSCCN(C)CCS5)ecd)ec3cel2

2871 | CHEMBL3910295 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccce(- -8.3027
c6cec(C(O)cTecececT)ech)cS5c4c3)cc2)CCl

2872 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -11.1393
C(C)C)eclC1ICCNCCI

2873 | CHEMBL5172782 | CNC(=0)clccecce1Nclne(Ne2eee3c(C(=O)N(C)C)e(C)[n -12.2519
H]c3c¢2)ncclCl

2874 | CHEMBL3922458 | COclce(C(=0)c2ccccc2)c(O)ccl-clecenc2[nH]e3cce(- -8.6247
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

2875 | CHEMBL3916480 | CN1CCN(c2cce(- -9.3397
c3cec4[nH]cSncee(/C=C/c6ccecc6C(F)(F)F)c5c4c3)cc2)C
Cl

2876 | CHEMBL3933100 | COclccc(/C=C/c2cenc3[nH]c4ccc(- -9.6014

c5ccc(N6CCN(C)CCh)ccS)ecde23)ccl




2877 | CHEMBL3956515 | CN1CCN(c2cce(- -9.6785
c3cccd4[nH]cSncee(/C=C/cbeccec6F)cScde3)cc2)CCl

2878 | CHEMBL3963627 | CC/C=C(\clcccccl)cleenc2[nH]c3cec(- -8.2602
c4ccc(NSCCN(C)CCS)ecd)ec3el2

2879 | CHEMBL3895881 | CN1CCN(c2cce(- -9.721
c3cccd[nH]cSncec(CHCcbeccec6F)cScde3)ec2)CCl

2880 | CHEMBL3972466 | CN1CCN(c2cce(- -9.5662
c3ccc4[nH]cSnccc(Nebeeeec6[N+](=0)[O-
DecS5c4c3)ec2)CCl

2881 | CHEMBL3934879 | CN1CCN(c2ccc(-c3ccc4[nH]cSncee(-cbecce(- -8.5613
c7ccc(F)ec7)nc6)cS5c4c3)cc2)CCl

2882 | CHEMBL3956055 | COclccccclC#Cceleenc2[nH]c3cece(- -9.2724
c4ccc(NSCCN(C)CCS)ec4)ec3el2

2883 | CHEMBL3979310 | COclce(-c2cenc3[nH]c4cece(- -9.2314
c5¢ccc(N6CCN(C)CChH)ceS)ecde23)c(OC)ecl Celeccececl

2884 | CHEMBL3975258 | Cclee(OCc2ccc(-c3cencd[nH]cS5ccce(- -9.8696
c6ccc(N7TCCN(C)CCT)ecb)ccS5c34)ec2)cec1Cl

2885 | CHEMBL601719 C[C@@H](Oclcc(- -10.0829
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2886 | CHEMBL3301622 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.6526
3)c(0C)c2)ncINCICCOCCI

2887 | CHEMBL3687222 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)e(F)e2)ncIN -11.2879
CICCOCCI

2888 | CHEMBL3933100 | COclccc(/C=C/c2cenc3[nH]c4ccc(- -8.3976
c5ccc(N6CCN(C)CChH)ecS)ce4ce23)ccl

2889 | CHEMBL3937418 | CN1CCN(c2cce(- -8.5099
c3cccd[nH]cSncecc(N6CCN(Ce7cceec7)CCoh)c5c4c3)cc2)
CCl1

2890 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -10.5243
c2¢c(nn(C)c2CHN)CN(C)C(=0)c2ccc(F)ec21

2891 | CHEMBL601719 Cl[C@@H](Oclcc(- -9.6198
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2892 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ccclNelnee(Cl)e( | -12.4381
Nc2ceeec2P(C)(C)=0)nl

2893 | CHEMBL1779201 | CC1(C)c2cc(N3CCN(C4COC4)CC3)ccc2C(=0)c2cl[nH] | -10.7348
clec(C#N)cec2l

2894 | CHEMBL3604631 | Cclcc(Ne2nee(Clhe(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.484
OC(C)C)ec1CICCNCCI

2895 | CHEMBL601719 C[C@@H](Oclcc(- -10.5407
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2896 | CHEMBL605003 CN(O)S(=0)(=0O)clcec2e(cl)/C(=C/clec3e([nH]1)CCCC -8.61
3)C(=O)N2

2897 | CHEMBLS513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -8.5817
C)CC4)cc30C)nc2N1C1CCCC1

2898 | CHEMBL276711 Cclce(C)e(/C=C2\C(=O)Nc3cceec32)[nH]1 -8.3976

2899 | CHEMBL458997 CNC(=O)clcecccINelne(Nc2cec(N3CCOCC3)ec20C)ne | -10.3552
clCl

2900 | CHEMBLA4754657 | COclcc2c(cclNelnee(Cl)c(Ne3ceeeee3S(=0)(=0)C(C)C) -10.6699

n1)CN(C)CC2




2901 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -12.3079
C(C)C)eclCICCNCCI

2902 | CHEMBL5089164 | Cnlccc2cc(Ne3nee(C(F)(F)F)e(N[C@H]4CC[C@@H](N -7.9854
)CC4)n3)cec2c1=0

2903 | CHEMBL507625 COclcc(N2CCN(C(C)C)CC2)cecINelIne(Ne2eeee(F)e2C -13.1919
(N)=0)c2cc[nH]c2nl

2904 | CHEMBL4064669 | Fclccee(Oc2cenc3cc(-c4cnn(CSCCNCCS)cd)cec23)cl -9.6583

2905 | CHEMBL601719 C[C@@H](Oclcc(- -9.6752
c2¢nn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2906 | CHEMBL2178352 | CN1CCN(c2ccc(Ne3nccdnce(NeSceeee5)n(C5CCCCS)cdn -7.9969
3)cc2)CCl1

2907 | CHEMBL2064723 | COclcc2c(cclNelnee(Cle(N[C@H]3[C@@H](C(N)=0) -9.6785
[C@@H]4C=C[C@H]3C4)n])CCC(N1ICCN(C)CC1H)CC
2

2908 | CHEMBL2064723 | COclcc2c(cclINelnee(CHe(N[C@H3[C@@H](C(N)=0) | -11.0968
[C@@H]4C=C[C@H]3C4)n])CCC(N1ICCN(C)CC1)CC
2

2909 | CHEMBL3398175 | COclcc([C@H]2CCN(CCO)C[C@@H]20)ccc1Nelnec2 -10.3552
cce(-c3ccccc30C)n2nl

2910 | CHEMBL3951811 | CNC(=0)clccecelNelnce(Ne2eee3e(c20C)CCC[C@H]( -12.068
N2CCN(CCO)CC2)C3)ncclCl

2911 | CHEMBL2403108 | Cclece(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.1393
C(C)C)eclC1ICCNCCI

2912 | CHEMBL388978 CN[C@@H]IC[C@H20[C@@](C)([C@@H]10C)nlc -12.4381
3ceccc3c3cde(cS5checcecotn2e5c31)C(=0)NC4

2913 | CHEMBL3651854 | Cclce(Ne2ne(Ne3eccec3S(=0)(=0)C(C)C)c3c(C)[nH]ne -10.9196
3n2)c(OC(C)C)ecIC1ICCN(C)CC1

2914 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -13.7563
c2¢(nn(C)c2CHN)CN(C)C(=0O)c2cce(F)ce2l

2915 | CHEMBL601719 C[C@@H](Oclce(- -8.9646
c2¢cnn(C3CCNCC3)c2)encIN)clce(Cheee(F)c1Cl

2916 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -12.4754
c2¢(nn(C)c2CHN)CN(C)C(=0O)c2cce(F)cc2l

2917 | CHEMBL601719 C[C@@H](Oclcce(- -8.8195
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2918 | CHEMBL5275393 | COclcc(C2CCN(C(=0)CO)CC2)ceclNelnee(C(F)(F)F)c -12.338
(Nc2cec(C3CCN(C(=0)CO)CC3)cc20C)n1

2919 | CHEMBL601719 C[C@@H](Oclce(- -9.8696
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

2920 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -9.7958
cc34)c(NC3CCOCC3)c2)CCl

2921 | CHEMBL3951811 | CNC(=0)clccecc1Nelnce(Ne2eee3e(c20C)CCC[C@H]( -10.0284
N2CCN(CCO)CC2)C3)ncclCl

2922 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -10.7348
C(C)C)cclC1ICCNCCI

2923 | CHEMBL1738797 | CCclec2ce(ccIN1CCC(N3CCOCC3)CC1)C(C)(C)el[nH] -12.3695
c3cc(C#N)eee3c1C2=0

2924 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -9.5662

C)CC4)cc30C)nc2N1C1CCCCL




2925 | CHEMBL1738797 | CCclec2e(ccIN1CCC(N3CCOCC3)CC1)C(C)(C)el[nH] -12.7901
c3cc(C#N)eee3cl1C2=0

2926 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.1897
C(C)C)eclCICCNCCI

2927 | CHEMBL601719 C[C@@H](Oclce(- -8.4249
c2cnn(C3CCNCC3)c2)enclN)cle(Clheee(F)cl1Cl

2928 | CHEMBL5272293 | CNCclen(-c2cccc(NC(=0)c3cc(F)cc(F)e3)c2)nnl -9.3165

2929 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Clye( | -12.4381
Nc2cceec2P(C)(C)=0)nl

2930 | CHEMBL3687213 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.1307
3)c(C)c2)ncINC1CCC(O)CO)CCI

2931 | CHEMBL3687220 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -11.4996
3)cc2)ncINC1CCOCCI

2932 | CHEMBL3946088 | CC1(C)c2cec(OCC(=0)0)cc2C(=0)c2cl[nH]clcc(Br)cce -8.6007
21

2933 | CHEMBL3923481 | COclcc2c¢(cclBr)C(C)(C)el[nH]c3cc(C#N)cee3c1C2=0 -10.6846

2934 | CHEMBL3936102 | CC1(C)c2cc(N3CCOCC3)c(OC3CCOC3)cc2C(=0)c2cl| -13.0899
nH]clce(C#N)cec21

2935 | CHEMBLA4113969 | CC1(C)O[C@H](CO)[C@@H](COc2ccc3c(c2)C(C)(C)e -9.6742
2[nH]c4cc(Br)cec4c2C3=0)01

2936 | CHEMBL3975525 | COCCOclcc2e(cc10C(C)C)C(=0)clc(n(CCOC)c3cc(CH -11.3528
N)ceel3)C2(C)C

2937 | CHEMBL3953815 | CCclec2ce(ccIN1CCC(N3CCC3)CC1)C(C)(C)el[nH]c3c -13.5065
c(C#N)cce3cl1C2=0

2938 | CHEMBL3919367 | CCI1(C)c2cc(N3CCN(C4COC4)CC3)c(CHCC3CC3)cc2C( -12.843
=0)c2cl[nH]clcc(C#N)cec21

2939 | CHEMBL3897451 | CC1(C)c2ccc(N3CCCC3)cc2C(=0)c2c1[nH]clcc(C#N)e -11.2338
cc2l

2940 | CHEMBL5281719 | CC1(C)COc2ccc(F)cc2CNe2cce3nee(n3n2)C(=0)N1 -10.9512

2941 | CHEMBL5289155 | C[C@H]1Nc2cce3nec(n3n2)C(=0)NC2(CC2)COc2ccc(C -10.2854
cc2l

2942 | CHEMBL5267497 | CN1Cc2cc(F)ccc20OCC(C)(C)NC(=0)c2enc3ccc1nn23 -10.9512

2943 | CHEMBL601719 Cl[C@@H](Oclcc(- -8.6188
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

2944 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.3717
C(C)C)eclCICCNCCI

2945 | CHEMBL1738797 | CCclecc2c(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -13.0899
c3cc(C#N)eee3el1C2=0

2946 | CHEMBL2064667 | COclcc2c(cclNelnec(Che(N[C@H]3[C@@H](C(N)=0) | -11.0571
[C@@H]4C=C[C@H]3C4)n1)CCC(N1CCOCC1)CC2

2947 | CHEMBL5399967 | Ccleee(S(=0)(=0)n2cc(Cc3cc(C)c(0)c(C)c3)c3cecce32) -7.3113
ccl

2948 | CHEMBL4113696 | C[C@@H](Oclce(- -12.5152
c2¢nn(C3CC4(CCNCC4)C3)c2)enclN)cle(Cl)eee(F)clCl

2949 | CHEMBL1983268 | CN1CCN(c2cec(C(=0O)Nc3n[nH]c4cce(CeSce(F)cc(F)cS) -11.5663
cc34)c(NC3CCOCC3)c2)CCl1

2950 | CHEMBL3104855 | Cclc(O)c(0)c(0)e(C=0)cl- -9.3639

clcc2e(C=0)c(C)c(0)c(0)c20l




2951 | CHEMBL3687191 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)ec2)ncIN[C -11.7377
@H]1CC[C@H](0)CC1

2952 | CHEMBL3687202 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -13.5947
3)c(C)e2)nc IN[C@H]1CC[C@H](O)CC1

2953 | CHEMBL3687206 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)e(C)e2)ncIN | -13.6976
[C@H]1CC[C@@](C)(O)CCI

2954 | CHEMBL3687223 | COclcc(Ne2ne(NC3CCOCC3)c(C(C)Cnc2C(N)=0O)ccecl -12.5577
NI1ICCN(C)CCl1

2955 | CHEMBL3907871 | COclcee(Sc2cenc3[nH]c4ccece(- -7.0916
c5ccc(N6CCN(C)CCh)ccS)ccde23)ecl

2956 | CHEMBL601719 Cl[C@@H](Oclcc(- -12.4029
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

2957 | CHEMBL3977662 | CN1CCN(c2cce(- -8.5887
c3ccc4[nH]cSncec(/C=C/cb6ccecc6Cl)c5c4e3)cc2)CCl

2958 | CHEMBL5180262 | CCN(CC)CC(=O)NclIn[nH]c2cc(Ne3nce(Cl)c(Nedceeeed | -11.9426
S(=0)(=0)C(C)C)n3)cccl?2

2959 | CHEMBL4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2cce(F) -12.2519
ccc201

2960 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ceccINelnee(Clye( | -13.3773
Nc2ceeec2P(C)(C)=0)nl

2961 | CHEMBLA4281394 | COclnc(N2CC(O)C2)ccclNelnce(Cl)c(Nc2ececce2NS(C) -8.3027
(=0)=0)nl

2962 | CHEMBL4291608 | COclnc(N2CCN(CCO)CC2)ccc1Nclnce(Cl)e(Nc2eccee2 -8.0243
NS(C)(=0)=0)nl

2963 | CHEMBL3929315 | Cnlce(- -12.8947
c2cc3c(cc2N2CCOCC2)C(C)(C)c2[nH]c4ce(CH#N)cecdce2
C3=0)cnl

2964 | CHEMBL3687190 | CCclnc(C(N)=0)c(Nc2ccc(N3ICCC(N4CCN(C)CC4)CC -11.4184
3)cc20C0)ncIN[C@H]1CC[C@H](O)CC1

2965 | CHEMBL3687225 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C4CCN(C)CC4)CC -12.2792
3)c(C)e2)ncINC1CCOCCI1

2966 | CHEMBL2042829 | CCN1C(=0)CCCc2clccc(Nelnee(Cl)e(N[C@H3[C@@ -9.4288
H)(C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

2967 | CHEMBL3735980 | CCclec2ce(ccl- -11.5576
clenn(CC(N)=0)c1)C(C)(C)cl[nH]c3cc(C#N)cee3e1C2=
0

2968 | CHEMBL5270672 | CC[C@H]1Nc2cce3nec(n3n2)C(=0)NC2(CC2)COc2ccc( -12.1763
F)cc21

2969 | CHEMBL5274542 | C[C@H]1CNC(=0)c2cenc3ccc(nn23)N[C@H](C)c2cc(F) -11.2879
ccc201

2970 | CHEMBL2386796 | Cclcc(- -9.5766
c2cc(NC(=0)c3ccc(CNA4CCN(C)CC4)cc3)[nH]n2)cecIN
C(=0)Nclcc(C(C)(C)C)onl

2971 | CHEMBL2386803 | CN1CCN(Cc2ccc(C(=0O)Nc3ce(- -7.5835
c4ccc(CNC(=O)Nce5ce(C(C)(C)C)onS)ccd)n[nH]3)cc2)C
Cl

2972 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)c(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.5749
C(C)C)cclC1ICCNCCI

2973 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -9.5329

C)CC4)cc30C)nc2N1C1CCCCl




2974 | CHEMBL4449391 | C=CC(=0)Nclcc(Nc2nec(Cl)e(Ne3eccee3S(=0)(=O)N(C | -11.0197
)C)Nn2)c(OC)ccIN(C)CCN(C)C

2975 | CHEMBL3975258 | Cclec(OCc2cce(-c3cenc4[nH]cScee(- -10.3311
c6ccc(N7CCN(C)CCT)echb)eeS5c34)cc2)ceclCl

2976 | CHEMBL3923002 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccc(- -7.7935
c6eec(Ce7ceccec?)eccO6C(F)(F)F)e5c4c3)cc2)CCl

2977 | CHEMBL3687194 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.1307
3)ec2)ncIN[C@H]1CC[C@H](0)CC1

2978 | CHEMBL3687216 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.7649
3)c(C)e2)ncINCICCNCCI1

2979 | CHEMBL5269530 | C[C@H]1Nc2ccce3ncc(n3n2)C(=0O)NCCOc2ccc(F)cc21 -11.185

2980 | CHEMBL5284765 | C[C@H]1Nc2cce3nec(n3n2)C(=0O)NC(C)(C)COc2ccc(F) -11.4614
cc2l

2981 | CHEMBL5267497 | CN1Cc2cc(F)ccc20CC(C)(C)NC(=0)c2enc3cccInn23 -10.7822

2982 | CHEMBL601719 C[C@@H](Oclce(- -11.3466
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

2983 | CHEMBL388978 CN[C@@H]IC[C@H20[C@@](C)([C@@H]10C)nlc -11.5933
3cceec3ce3cde(cScheccecon2e5c31)C(=0)NC4

2984 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -13.0694
C(C)C)eclC1ICCNCCI

2985 | CHEMBL601719 Cl[C@@H](Oclcc(- -11.3284
c2¢nn(C3CCNCC3)c2)encIN)clce(Cheee(F)cl1Cl

2986 | CHEMBL1852688 | CCN1CCN(c2cec(Ne3ec(N(C)C(=0)Nc4c(Cle(OC)ee(O -7.8174
C)c4Chnen3)ec2)CC1

2987 | CHEMBL601719 Cl[C@@H](Oclcc(- -12.3079
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

2988 | CHEMBL3672895 | COCCNclcc(N2CCN(C)CC2)cccl C(=0)NclIn[nH]c2ccece( -9.0576
Cc3cc(F)cc(F)e3)cecl2

2989 | CHEMBL4114311 | C[C@@H](Oclce(- -12.3631
c2¢cnn(C3CC4(CCCNC4)C3)c2)enclN)cle(Clcee(F)c1Cl

2990 | CHEMBL3964686 | CN1CCN(c2cce(-c3ccc4[nH]cSncec(-cobeee(- -10.3311
c7cccc8ecccc78)cchd)cS5cde3)cc2)CCl

2991 | CHEMBL3907871 | COclcce(Sc2cene3[nH]cdccec(- -7.4379
c5ccc(N6CCN(C)CCh)ccS)ccde23)ecl

2992 | CHEMBL3950181 | COclce(-c2cenc3[nH]c4cecee(- -7.2139
c5ccc(NO6CCN(C)CCoH)ccS)ccdce23)c(OC)ec1 C(=0O)clcece
cl

2993 | CHEMBL5209011 | Cclec(Ne2nee(Cl)e(Ne3ceeeee3S(=0)(=0)C(C)C)n2)c(O -11.2879
C(C)C)ecl CICCN(C(=0O)SCC(=S)N(O)O)CC

2994 | CHEMBL3916480 | CN1CCN(c2cce(- -9.3397
c3cec4[nH]cSncee(/C=C/c6ccecc6C(F)(F)F)c5c4c3)cc2)C
Cl

2995 | CHEMBL3913624 | CN1CCN(c2cce(-c3ccc4[nH]cSnccc(-cbeee(- -8.5287
c7cccecT)ccoF)c5c4c3)cc2)CCl

2996 | CHEMBL3924528 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -9.5013
c6eec(Cc7ccccc)ech)cSc4ce3)cc2)CCl

2997 | CHEMBL3939548 | CN1CCC(N2CCN(c3cee(-c4cccS[nH]conecec(- -8.2602

c7ccc(Cc8ccccce8)cc7)coc5¢4)cc3)CC2)CCI




2998 | CHEMBL601719 C[C@@H](Oclcce(- -11.8169
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

2999 | CHEMBL5283829 | COclcc(Ne2ne(Ne3eec(NACCC(N(C)C)CC4)ec30C)ncce -8.9993
2Clce(B(0)0O)cl

3000 | CHEMBL5269028 | COclcc(N2CCC(N3CCN(C)CC3)CC2)cccINelnee(Cl)e( -10.482
Nc2ceee3c2B(0)OC3)nl

3001 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -12.2519
C(C)C)cclC1ICCNCCI

3002 | CHEMBL4062877 | Ccln[nH]c2ccc(-c3cc(N[C@@H](CO)c4cceccd)enc3- -9.9215
c3cc(F)eee30)ccl2

3003 | CHEMBLS5188519 | CCclec2e(ccIN1CCN(C(=0O)CNc3ccecdc3C(=0O)N(C3C -6.4021
CC(=0)N(C)C3=0)C4=0)CC1)C(C)(C)c1[nH]c3cc(CHN
)eee3c1C2=0

3004 | CHEMBLS5184310 | COclcc(N2CCC3(CCNC3)CC2)ceclNelnce(Cl)e(Ne2cee -11.5933
ccc2P(C)(C)=0O)nl

3005 | CHEMBL5173297 | COclcc(N2CCC3(CCN(C)CC3)CC2)cccl1Nelnee(Cl)e(N -10.674
c2¢(F)cccc2P(C)(C)=0O)nl

3006 | CHEMBL1229592 | C=CC(=0)Nclccce(Oc2ne(Ne3cce(N4CCN(C)CC4)ee30 -8.5161
C)nec2Cl)cl

3007 | CHEMBL2042829 | CCN1C(=0)CCCc2clccc(Nelnee(Che(N[C@H]3[C@@ -11.1393
H]J(C(N)=0)[C@@H]4C=C[C@H]3C4)n1)c20C

3008 | CHEMBL2172308 | CC(C)NC(=0)[C@H]1CC[C@@H](n2/c(=N/C(=0)c3cc -12.6526
c(F)cc3)[nH]c3ccc(CNACCC(C(C)(C)O)CC4)cc32)CCl

3009 | CHEMBL4449858 | CCOclcc(C2CCN(C)CC2)ccclNclInee2e(nl)N(Celee(C) -11.0197
cs N[C@H](CC)C(=0)N2C

3010 | CHEMBL5174132 | Ccl[nH]c2cc(Ne3nce(Cl)e(NedceeccdNS(C)(=0)=0)n3)c | -11.6928
cc2c1C(=0)N1CCOCCI

3011 | CHEMBL2403108 | Cclcc(Ne2nee(Clhe(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -11.8809
C(C)C)ecclC1ICCNCCI

3012 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -11.2343
cc34)c(NC3CCOCC3)c2)CCl1

3013 | CHEMBLS5198499 | Cclce(- -10.9845
c2cc(C(F)(F)F)ccc20[C@H2C[C@@]2(CN)c2ccc(F)cc2
F)n[nH]1

3014 | CHEMBL601719 C[C@@H](Oclce(- -11.5321
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3015 | CHEMBL601719 C[C@@H](Oclce(- -11.8384
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

3016 | CHEMBL5189272 | Cclee(-c2ccenc2)n[nH]1 -5.1876

3017 | CHEMBL5208148 | CC(C)S(=0)(=0O)clcceccINclne(Ne2eee3c(NC(=0O)CN4 -12.9759
CCCC4)n[nH]c3c2)ncclCl

3018 | CHEMBL5180262 | CCN(CC)CC(=O)Ncln[nH]c2cc(Ne3nce(Cl)e(Nedeceeed | -12.4029
S(=0)(=0)C(C)C)n3)cecl 2

3019 | CHEMBL3604634 | Cclcc(Ne2nee(Cl)e(Ne3en(C)ne3S(=0)(=0)C(C)C)n2)c( -11.911
OC2CC2)cc1CICCN(C)CCI

3020 | CHEMBL5203625 | COclcce(-c2ccc3[nH]c4ncec(/C=C/cScceecS)c4c3c2)ccl -8.6028

3021 | CHEMBL2403108 | Cclcc(Ne2nee(Clhe(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -10.6908

C(C)C)ec1C1CCNCCI




3022 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3eeceee3S(=0)(=0)C(C)C)n2)c(O -8.6397
C(C)C)eclCICCNCCI

3023 | CHEMBL4082724 | COclcc2c¢(Oc3ccc(NC(=O)cdncSceceeSn(- -7.8668
cScec(F)ee5)e4=0)cc3F)cenc2cc IOCCCNTCCN(C)CCl

3024 | CHEMBLA4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2cce(F) -11.8384
ccc201

3025 | CHEMBL1738797 | CCclec2e(ccIN1CCC(N3CCOCC3)CC1)C(C)(C)el[nH] -12.491
c3cc(C#N)eee3el1C2=0

3026 | CHEMBL3924528 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -10.4927
c6cec(Cc7cccec7)cch)c5cde3)cc2)CCl

3027 | CHEMBL3687189 | CCclnc(C(N)=0)c(Nc2ccee(S(C)(=0)=0)c2)ncIN[C@H | -12.7711
J1CC[C@](C)(O)CC1

3028 | CHEMBL5275393 | COclcc(C2CCN(C(=0)CO)CC2)cccINelInee(C(F)(F)F)c -12.0882
(Nc2cec(C3CCN(C(=0)CO)CC3)cc200)n1

3029 | CHEMBLS5393969 | COclcc(C2CCN(CC#Cc3cec4e(c3)CN(C3CCC(=0)NC3 -8.6717
=0)C4=0)CC2)c(C)ccINclncc(Clc(Nc2eeeee2S(=0)(=
0)C(C)O)nl

3030 | CHEMBL5430072 | COclcc(C2CCN(CC3CN(c4ceeS5c(c4)CN(CA4CCC(=0O)N -8.836
C4=0)C5=0)C3)CC2)c(C)ccINcInce(Cl)c(Ne2eeeec2S(
=0)(=0)C(C)C)nl

3031 | CHEMBL3687195 | CC(C)clnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)ee2)ncIN | -12.3079
[C@H]1CC[C@H](0)CC1

3032 | CHEMBL3687198 | CCclnc(C(N)=0)c(Nc2ccc(N3CCN(C)CC3)e(OC)e2)ncl -13.4478
N[C@H]1CC[C@H](O)CCl1

3033 | CHEMBL5424392 | COclccc2cc(-c3ncdecc(OC)ccds3)c(=0)oc2el -9.0018

3034 | CHEMBLS5401769 | COclcee2ne(-c3ccdeccc(NSCCOCCS)ccdoc3=0)sc2cl -9.2516

3035 | CHEMBL601719 C[C@@H](Oclce(- -10.6263
c2cnn(C3CCNCC3)c2)enclN)cle(Cheec(F)cl1Cl

3036 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -11.0968
cc34)c(NC3CCOCC3)c2)CCl1

3037 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Ne3cee(C(=O)NCACCN( -9.0899
C)CC4)cc30C)Nc2N1CICCCCI

3038 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -12.4754
cc34)c(NC3CCOCC3)c2)CCl

3039 | CHEMBL601719 C[C@@H](Oclce(- -10.9196
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

3040 | CHEMBL601719 C[C@@H](Oclce(- -10.1171
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3041 | CHEMBLS5185835 | COclce(N2CCC3(CCN(C)CC3)CC2)c(F)celNclInee(Cl)e | -11.7494
(Nc2cceec2P(C)(C)=0)nl

3042 | CHEMBLS5179104 | COclcce(C2CCC3(CC2)CCN(C)CC3)cecINelnee(Cl)e(N -11.9426
c2ccecc2P(C)(C)=0)nl

3043 | CHEMBL2403108 | Cclcc(Ne2nee(Clhe(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -12.0295
C(C)C)eclCICCNCCI

3044 | CHEMBL601719 C[C@@H](Oclcc(- -9.8316
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3045 | CHEMBL601719 C[C@@H](Oclcc(- -10.9196

c2cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl




3046 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -11.6167
3ceccc3ce3cde(cScoecececon2e5c31)C(=0)NC4

3047 | CHEMBL3922458 | COclcc(C(=0)c2ccccc2)c(O)ecl-cleenc2[nH]e3cce(- -7.8757
c4ccc(NSCCN(C)CCS)ecd)ec3el2

3048 | CHEMBL3986372 | CN1CCN(c2ccee(- -9.1566
c3cccd[nH]cSncee(/C=C/cbeccechd)cSc4c3)en2)CCl

3049 | CHEMBL3927036 | CN1CCN(c2cce(-c3ccc4[nH]cSnccce(- -9.721
c6ccc(C(=0)cTccecc7)ech)c5cdcel3)cc2)CCl

3050 | CHEMBLA4565984 | C=CC(=O)Nclcc(Nc2ncc(F)c(Ne3ceeee3S(=0)(=0)N(C) -11.0968
C)n2)c(OC)ccIN(C)CCN(CO)C

3051 | CHEMBL3687212 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.8096
3)c(C)e2)ncIN[C@H]1CC[C@](C)(O)CC1

3052 | CHEMBL4514156 | COclce(NC(=O)NCc2ccenc2)cec1Nelnee(Cl)e(Ne2ceee( -8.765
N3CCOCC3)c(0OC)c2)nl

3053 | CHEMBL601719 CI[C@@H](Oclcc(- -10.8073
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

3054 | CHEMBL1738797 | CCclcc2c(ccIN1ICCC(N3CCOCC3)CCI1)C(C)(C)cl[nH] -10.9512
c3cc(C#N)cee3c1C2=0

3055 | CHEMBL2403108 | Cclce(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.3849
C(C)C)eclC1ICCNCCI

3056 | CHEMBL3904008 | CN1CCN(c2cce(- -9.3639
c3ccc4[nH]cSnccc(/C=C/cb6ccec(F)c6)cSc4c3)cc2)CCl

3057 | CHEMBL3972466 | CN1CCN(c2cce(- -8.8671
c3cccd[nH]cSncee(Nebeecec6[N+](=0)[O-
]c5c4c3)ec2)CCl

3058 | CHEMBL3953243 | CN1CCN(c2cce(-c3cec4[nH]cSnccce(- -8.0243
c6cec(OCc7cccecT)ech)e5cde3)ec2)CCl

3059 | CHEMBL3961377 | CN1CCN(c2cce(- -9.7667
c3ccc4[nH]cSncec(CH#Ccbecc(F)ech)cScdce3)ec2)CCl

3060 | CHEMBL3966723 | COclcccecl/C=C(\C)clcenc2[nH]c3cce(- -8.1479
c4ccc(NSCCN(C)CCS)ec4)ec3cel2

3061 | CHEMBL3952772 | CN1CCN(c2ccc(-c3cccd[nH]cSncee(Cl)c5c4c3)ec2)CCl -8.5099

3062 | CHEMBL1738797 | CCclcc2c(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -11.2605
c3cc(C#N)eee3c1C2=0

3063 | CHEMBL3927036 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -8.8895
c6cec(C(=0)c7ecccc7)echH)cScde3)ec2)CCl

3064 | CHEMBL3545311 | COclcc(N2CCC(N3CCN(C)CC3)CC2)ceclNelnce(Cl)e( -11.786
Nc2cceec2P(C)(C)=0)nl

3065 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3ceeee3S(=0)(=0)C(C)C)n2)c(O -12.6526
C(C)C)ecl1C1ICCNCCI

3066 | CHEMBL3687200 | CCclnc(C(N)=0)c(Nc2cec(N3CCC(N4CCN(C)CC4)CC -13.0303
3)(C(E)F)F)c2)ncIN[C@H]1CC[C@H](O0)CCl1

3067 | CHEMBL3687207 | CCclnc(C(N)=0)c(Nc2cecc(N3CCC(N4CCN(C)CC4)CC -13.7262
3)c(O)e2)ncIN[C@H]1CC[C@@](C)(O)CCl1

3068 | CHEMBL3687188 | CCclnc(C(N)=0)c(Nc2ceee(S(C)(=0)=0)c2)ncIN[C@H -11.0197
J1CC[C@H](0)CC1

3069 | CHEMBL3687204 | CCclnc(C(N)=0)c(Nc2cec(C3CCN(C)CC3)ec2)ncIN[C -13.5947

@H]1CC[C@H](0)CC1




3070 | CHEMBL3912968 | CN1CCN(c2cce(- -10.6301
c3cccd[nH]cSncec(N6CCC(Cce7cccec7)CCh)cScde3)ec?)
CCl1

3071 | CHEMBL3939548 | CN1CCC(N2CCN(c3cce(-c4cecS[nH]coneece(- -8.1831
c7ccc(Cc8ccecce8)cc7)coc5¢4)cc3)CC2)CCI

3072 | CHEMBL601719 C[C@@H](Oclcce(- -9.1479
c2¢cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3073 | CHEMBL601719 Cl[C@@H](Oclcc(- -8.4941
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

3074 | CHEMBL601719 C[C@@H](Oclce(- -9.1291
c2¢cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3075 | CHEMBL601719 C[C@@H](Oclce(- -8.6151
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

3076 | CHEMBL3809489 | Nclnc(Nec2cee3e(c2)CC[C@@H](N2CCCC2)CC3)nnl - -8.901
clec2e(nnl)-cleccec1 CCC2

3077 | CHEMBL1738797 | CCclcc2e(ccIN1ICCC(N3CCOCC3)CC1)C(C)(C)cl[nH] -12.3695
c3cc(C#N)eee3c1C2=0

3078 | CHEMBL4298138 | C[C@H]1CNC(=0)c2cnn3ccc(nc23)N[C@H](C)c2cc(F) -12.0258
ccc201

3079 | CHEMBL4298138 | C[C@H]1CNC(=0)c2cnn3cec(nc23)N[C@H](C)c2cce(F) -12.7588
ccc201

3080 | CHEMBL1644358 | clcce(Nc2cenc3cccee23)ccl -5.436

3081 | CHEMBL3967080 | CC(C)[Si](C#Cclcenc2[nH]c3cee(- -7.3861
c4ccc(NSCEN(C)CCS)ecd)ee3c12)(C(CO)O)C(O)C

3082 | CHEMBL3938221 | CC(C)[Si](/C=C/clcenc2[nH]c3cece(- -7.7935
c4ccc(NSCEN(C)CCS5)ecd)ec3c12)(C(O)O)C(C)C

3083 | CHEMBL3964686 | CN1CCN(c2cce(-c3ccc4[nH]cSncee(-coece(- -10.3311
c7cccc8ececc78)ccH)ecS5c4ce3)cc2)CCl

3084 | CHEMBL3983644 | CN1CCC(N2CCN(c3cee(- -8.5817
c4ccc5[nH]concee(Ne7cccec7[N+](=0)[O-
]e6e5c¢4)cec3)CC2)CCI

3085 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.7325
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3086 | CHEMBL3949340 | CN1CCN(c2cce(- -9.9864
c3ccc4[nH]cSncec(/C=C/cb6ccc(F)cech)cSc4c3)cc2)CCl

3087 | CHEMBL3958885 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -7.294
c6eec(OcTeceecT)eechH)cS5c4e3)ec2)CCl

3088 | CHEMBL3975454 | CN1CCN(c2cce(- -8.3976
c3cec4[nH]cSncec(/C(=C/cbccecchd)cbeceecd)cScdc3)cc?)
CCl1

3089 | CHEMBL3966723 | COclccceel/C=C(\C)clcenc2[nH]c3cce(- -8.2602
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

3090 | CHEMBL3941724 | COclcc(N2CCN(C(C)=0)CC2)ccclNclInce(Cl)e(Ne2ceee -10.1055
(N3CCN(C(C)=0)CC3)cc20C)nl

3091 | CHEMBL2403108 | Cclcc(Ne2nee(Clhe(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -13.7563
C(C)C)eclC1ICCNCCI

3092 | CHEMBL4213986 | Cclce(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -11.3466

C(C)C)cc1C1CCN(CCOCCOCCNC(=0)CNe2ecce3e2C(
=0)N(C2CCC(=0)NC2=0)C3=0)CC1




3093 | CHEMBL4213986 | Cclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -10.4927
C(C)C)eclC1ICCN(CCOCCOCCNC(=0)CNe2ceeee3ce2C(
=0)N(C2CCC(=0)NC2=0)C3=0)CCl1

3094 | CHEMBL5267265 | Fclceee(Cl)e(Sc2n[nH]c3nce(- -8.8476
c4cenn(CSCCNCC5)c4)ec23)c1Cl

3095 | CHEMBLA4213986 | Cclee(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -10.3552
C(C)C)ecC1ICCN(CCOCCOCCNC(=0)CNe2ceec3e2C(
=0)N(C2CCC(=0)NC2=0)C3=0)CC1

3096 | CHEMBL1738797 | CCclec2e(ccIN1CCC(N3CCOCC3)CC1)C(C)(C)el[nH] -11.7377
c3cc(C#N)cee3el1C2=0

3097 | CHEMBL4075720 | CN1CCN(Cc2ccc(NC(=0)c3n[nH]cc3Nce3nencdscec34)c -9.9657
c2)CCl1

3098 | CHEMBL3952772 | CN1CCN(c2ccc(-c3cccd[nH]cSncee(Cl)c5c4c3)ec2)CCl -8.0529

3099 | CHEMBL3910396 | CN1CCN(c2cce(- -9.6014
c3cccd4[nH]c5Sncec(CHCcbeccechd)cScdceld)ec2)CCl

3100 | CHEMBL3913624 | CN1CCN(c2cce(-c3cec4[nH]cSncece(-co6eee(- -9.2118
c7cccecT)ccoF)c5c4c3)cc2)CCl

3101 | CHEMBL3895881 | CN1CCN(c2cce(- -8.4512
c3cccd[nH]cSncec(CHCcbeccecOF)cScde3)ec2)CCl

3102 | CHEMBL3913619 | COclcee(Cc2cec(-c3cenc4[nH]cScee(- -8.9127
c6¢ccc(N7TCCN(C)CCT)ecb)ccS5c34)ec2)c(OC)cl

3103 | CHEMBL3947279 | CN1CCN(c2cce(- -9.0156
c3ccc4[nH]cSncec(/C=C/c6cccccONS(C)(=0)=0)c5c4c3)
cc2)CC1

3104 | CHEMBL3938221 | CC(C)[Si](/C=C/clcenc2[nH]c3ccce(- -7.3026
c4ccc(NSCEN(C)CCS5)ecd)ec3c12)(C(O)O)C(C)C

3105 | CHEMBL3934879 | CN1CCN(c2ccc(-c3ccc4[nH]cSncee(-cbecce(- -8.1479
c7ccc(F)ec7)nc6)c5c4c3)cc2)CCl

3106 | CHEMBL3977662 | CN1CCN(c2cce(- -9.2118
c3ccc4[nH]cSncec(/C=C/cbecceec6Cl)c5c4e3)ec2)CCl

3107 | CHEMBL3937361 | CN1CCN(c2cce(- -9.2724
c3cec4[nH]cSncec(C#Ccbeceec6Cl)eSc4ce3)cec2)CCl

3108 | CHEMBL3907560 | CN1CCN(c2cce(-c3ccc4[nH]cSncee(-coece(- -8.7475
c7cccecT)echd)cSc4ce3)cc2)CCl

3109 | CHEMBL3963627 | CC/C=C(\clcccccl)cleenc2[nH]c3ccce(- -8.3027
c4ccc(NSCCN(C)CCS)ecd)ec3cel2

3110 | CHEMBL3902568 | CN1CCC(N2CCN(c3cee(- -7.8541
c4cccS[nH]concee(/C=C/c7ccecc7C(F)(F)F)c6c5c4)cc3)C
C2)CCl1

3111 | CHEMBL3956055 | COclccccclC#Cceleenc2[nH]c3cece(- -8.6871
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

3112 | CHEMBL601719 C[C@@H](Oclcc(- -11.5663
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

3113 | CHEMBL3687217 | Ccleec(Ne2ne(N[C@H]3CC[C@H](O)CC3)c(Cl)nc2C(N) | -12.2519
=0)cccINICCC(N2CCN(C)CC2)CCl1

3114 | CHEMBL3937542 | CN1CCN(c2cce(- -10.0505
c3cec4[nH]cSncec(/C=C/cbccccchd)cS5cde3)cc2)CCl

3115 | CHEMBL3910295 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -8.3027

c6cec(C(O)c7ceccc7)ech)cSc4c3)cc2)CCl




3116 | CHEMBL3353410 | C=CC(=0)Nclcc(Nc2ncee(- -9.5766
c3cn(C)cdceccec34)n2)c(OC)ccIN(C)CCN(C)C

3117 | CHEMBL601719 Cl[C@@H](Oclcc(- -10.4481
c2¢cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

3118 | CHEMBL601719 C[C@@H](Oclce(- -11.6119
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

3119 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3cceee3S(=0)(=0)C(C)C)n2)c(O -11.3284
C(C)C)cclC1ICCNCCI

3120 | CHEMBL3982473 | CN1CCN(c2ccc(-c3cec4[nH]cSncce(-cbecee(- -9.721
c7cccec7)c6)c5c4e3)cc2)CCl

3121 | CHEMBL3937418 | CN1CCN(c2cce(- -8.5099
c3cccd[nH]cSncecc(N6CCN(Ce7ccecc7)CCoh)cS5cdce3)cc)
CCl

3122 | CHEMBL3891424 | CN1CCN(c2ccce(-c3ccc4[nH]cSnccce(- -8.0243
c6cec(Ce7cccec?)e(C(F)(F)F)c6)c5c4e3)ec2)CCl

3123 | CHEMBL509032 COclcc(N2CCC(N3CCN(C)CC3)CC2)cecINeInee(Clye( | -12.0882
Nc2ceeee2S(=0)(=0)C(C)C)nl

3124 | CHEMBL3984671 | CN1CCN(c2cce(- -9.3165
c3ccc4[nH]cSnecc(C#Ccbeccec6C(F)(F)F)cScdc3)cc2)CC
1

3125 | CHEMBL3910295 | CN1CCN(c2ccce(-c3cccd[nH]cS5ncee(- -9.4152
c6cec(C(O)c7ccecc7)ech)cSc4c3)cc2)CCl

3126 | CHEMBL3950181 | COclece(-c2cenc3[nH]c4ceee(- -7.2139
c5ccc(NO6CCN(C)CChH)ccS)ccdce23)c(OC)ecl C(=0O)clcece
cl

3127 | CHEMBL3983825 | COclce(-c2cenc3[nH]c4cece(- -7.2368
c5ccc(NO6CCN(C)CChH)eeS)ccdce23)ec(OC)clCelceccccd

3128 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -8.5817
C)CC4)cc30C)nc2N1C1CCCC1

3129 | CHEMBL601719 Cl[C@@H](Oclcc(- -11.185
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)cl1Cl

3130 | CHEMBL1823221 | CCclcc2e(ccINICCN(C3COC3)CC1)C(C)(C)el[nH]c3c -11.5529
c(C#N)ccec3cl1C2=0

3131 | CHEMBL601719 Cl[C@@H](Oclcc(- -12.1531
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)el1Cl

3132 | CHEMBL2403108 | Cclcc(Ne2nee(Clc(Ne3ceceee3S(=0)(=0)C(C)C)n2)c(O -9.5075
C(C)C)cclC1ICCNCCI

3133 | CHEMBLI1825138 | CC(Oclcc(- -8.6474
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3134 | CHEMBL3950181 | COclce(-c2cenc3[nH]c4ccee(- -7.9969
c5ccc(N6CCN(C)CCoH)ceeS)ccdc23)c(OC)eclC(=0O)clcecc
cl

3135 | CHEMBL3931540 | COclcc(C(O)c2ecccc2)c(OC)ecl-cleenc2[nH]c3cce(- -7.1774
c4ccc(NSCCN(C)CCS5)ecd)ec3el2

3136 | CHEMBL3924528 | CN1CCN(c2ccc(-c3cec4[nH]cSnccce(- -9.4152
c6cec(Cc7eccec7)cch)cScdel3)ec2)CCl

3137 | CHEMBL3920297 | CN1CCN(c2ccce(-c3cce4[nH]cSncec(- -8.1831
c6ccc(COcTecec(C(F)(F)F)e7)ecehb)eScdce3)ec2)CCl

3138 | CHEMBL3913619 | COclcee(Cce2cce(-c3cencd[nH]cS5cee(- -8.8349

c6ccc(NTCCN(C)CCT)ecb)cecS5e34)ec2)c(OC)cl




3139 | CHEMBL3979310 | COclce(-c2cenc3[nH]c4cece(- -10.8609
c5ccc(N6CCN(C)CChH)ceeS)ccdc23)c(OC)eclCelcecececd

3140 | CHEMBL3923002 | CN1CCN(c2cce(-c3ccc4[nH]cSnccce(- -7.2368
c6cec(Cc7cccec?)ecc6C(F)(F)F)eS5c4c3)cc2)CCl

3141 | CHEMBL601719 C[C@@H](Oclce(- -4.851
c2cnn(C3CCNCC3)c2)encIN)ele(Cheee(F)c1Cl

3142 | CHEMBL3937542 | CN1CCN(c2ccec(- -9.9283
c3ccc4[nH]cSncec(/C=C/cbecccechd)cScdeld)cc2)CCl

3143 | CHEMBL1983268 | CN1CCN(c2ccc(C(=0)Nc3n[nH]c4cce(CeSce(F)ee(F)cd) -11.5663
cc34)c(NC3CCOCC3)c2)CCl1

3144 | CHEMBL601719 C[C@@H](Oclce(- -12.2079
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

3145 | CHEMBL601719 C[C@@H](Oclce(- -12.1091
c2¢cnn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

3146 | CHEMBL2403108 | Cclcc(Ne2nee(Cl)e(Ne3eceee3S(=0)(=0)C(C)C)n2)c(O -12.4754
C(C)C)eclCICCNCCI

3147 | CHEMBL3961294 | CN1CCN(c2cce(- -9.294
c3ccc4[nH]cSncec(/C=C/c6ccc(C(F)(F)F)ccb)cScdc3)cc2)
CCl1

3148 | CHEMBL601719 C[C@@H](Oclce(- -10.9196
c2cnn(C3CCNCC3)c2)encIN)ele(Cl)eee(F)c1Cl

3149 | CHEMBL4297627 | C[C@@H]1CCc2ncc(F)cc2[Ca@H]2CCCN2c2cen3nec(c -9.3074
3n2)C(=O)N1

3150 | CHEMBL601719 C[C@@H](Oclce(- -10.6699
c2cnn(C3CCNCC3)c2)enclN)cle(Cheec(F)cl1Cl

3151 | CHEMBL3967225 | C/C(=C\clcccecl C(F)(F)F)clcenc2[nH]c3cce(- -7.3665
c4ccc(NSCCN(C)CCS)ec4)cec3cel2

3152 | CHEMBL3902568 | CN1CCC(N2CCN(c3ccee(- -8.5887
cdcecS[nH]coneec(/C=C/c7cccec7C(F)(F)F)c6e5c4)ce3)C
C2)CCl1

3153 | CHEMBL3986372 | CN1CCN(c2cce(- -9.1566
c3ccc4[nH]cSncec(/C=C/cbcccech)cS5cde3)en2)CCl

3154 | CHEMBL3956515 | CN1CCN(c2cce(- -8.9883
c3cec4[nH]cSncec(/C=C/cb6cceccc6F)cS5cde3)ec2)CCl

3155 | CHEMBL3947279 | CN1CCN(c2ccce(- -9.5329
c3cccd[nH]cSncee(/C=C/c6cccccONS(C)(=0)=0)c5c4c3)
cc2)CCl1

3156 | CHEMBL601719 C[C@@H](Oclcc(- -12.0239
c2cnn(C3CCNCC3)c2)enclN)cle(Cheee(F)c1Cl

3157 | CHEMBL1779202 | CC1(C)c2cc(C3CCN(C4COC4)CC3)cec2C(=0)c2cl[nH] -12.503
clcec(C#N)cec21

3158 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -10.0893
c2¢(nn(C)c2C#N)CN(C)C(=0O)c2cce(F)ce21

3159 | CHEMBL601719 C[C@@H](Oclce(- -10.0657
c2¢nn(C3CCNCC3)c2)encIN)cle(Cheee(F)c1Cl

3160 | CHEMBLA464552 CNC(=O)clc(F)cceccINcIne(Ne2ee3ce(cc20C)CCN3C(= -13.1919
0)CN(C)C)nec2[nH]ecccl2

3161 | CHEMBL3301622 | CCclnc(C(N)=0)c(Nc2ccc(N3CCC(N4CCN(C)CC4)CC -12.6526

3)c(0C)c2)ncINC1CCOCCI




3162 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -11.5576
3ceccc3ce3cde(cScoecececon2e5c31)C(=0)NC4

3163 | CHEMBL3286830 | C[C@H]10c2cc(cnc2N)- -10.8896
c2¢(nn(C)c2CHN)CN(C)C(=O)c2cce(F)ce21

3164 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -11.9426
3ceccc3ce3cde(cScoecececbn2e5c31)C(=0)NC4

3165 | CHEMBL388978 CN[C@@H]1C[C@H20[C@@](C)[C@@H]10C)nlc -12.2519
3ceccc3c3cde(cS5checcecon2e5c31)C(=0)NC4

3166 | CHEMBL3920323 | C/C(=C\clcccecl)cleenc2[nH]c3cee(- -9.6388
c4ccc(NSCCN(C)CCS)ecd)ec3cel2

3167 | CHEMBL1738797 | CCclec2e(ccIN1CCC(N3CCOCC3)CC1)C(C)(C)el[nH] -12.3168
c3cc(C#N)eee3c1C2=0

3168 | CHEMBL513909 CC[C@@H]1C(=O)N(C)c2enc(Nc3cee(C(=O)NCACCN( -9.0899

C)CC4)cc30C)nc2NIC1CCCC1

Table S2: List of predicted binding affinities of EMNPD compounds with ALK using the CatBoost

machine learning model

ID | SMILES AGwmL

1 CC(C=CC1=C(C)CCCC1(C)C)=CC=CC(C)=CC(=0)NC1=CC=C(0)C=Cl -8.6553
C[C@H](CCC(=0)0)[C@H]1 CC[C@H]2[C@@H]3[C@H](0)C[C@@H]4C[C@

2 | HI(O)CC[C@]4(O)[C@H]3C[C@H](0)[C@]12C -10.9834
C[C@H]10[C@@H](O[C@H]2[C@@H](0)C[C@H](O[C@H]3[C@@H](O)C[C
@H](O[C@HJ4CC[C@@]5(O)[C@H](CC[C@@H]6[C@@H]5C[C@@H](0)[C@
15(0)[C@@H](C7=CC(=0)0C7)CC[C@]650)C4)0[C@@H]3C)O[C@@H]2C)C[

3 C@H](0)[C@@H]10 -10.1777
COC1=CC(/C=C/C(=0)0[C@H]2CC[C@]34C[C@]35CCIC@]3(C)[C@@H]([C@

4 | H(C)CCC=C(C)O)CCIC@@]3(C)[C@Q@H]SCC[C@H]4C2(C)C)=CC=C10 -9.6487
CC(=0)0[C@H]1C(=0)[C@@]2(C)[C@H]([C@H](OC(=0)C3=CC=CC=C3)[C@]
3(0)C[C@H](OC(=0)[C@H](0O)[C@@H](NC(=0)C4=CC=CC=C4)C4=CC=CC=

5 C4)C(C)=C1C3(C)O)[C@]1(OC(C)=0)CO[C@@H]1 C[C@@H]20 -8.9559

6 | COCI=CC(=0)C[C@@H](C)[C@]120C1=C(CHC(OC)=CC(OC)=C1C2=0 -10.0486
COC(=0)[C@H]1 [C@H]2C[C@@H]3C4=C(CCN3C[C@H2C[C@@H](OC(=0)

7 | €2=CC(0C)=C(0C)C(0C)=C2)[C@@H]10C)C1=CC=C(OC)C=CIN4 -9.3374
CCIC@]1(0)C[C@@H]2CN(CCC3=C(NC4=CC=CC=C34)[C@@](C(=0)OC)(C3
=CC4=C(C=C30C)N(C)[C@H]3[C@@](O)(C(=0)OC)[C@H](OC(C)=0)[C@]5(C

8 | 0)c=CCN6CCIC@]43[C@@H]65)C2)C1 -8.2260
CC(C)CCCIC@@H](C)[C@H]1CC[C@H2[C@@H]3CC=C4C[C@@H](O)CC[C

9 | @AQ)[C@HBCCIC@]12C -10.0994




10 | C=C[C@H]ICN2CC[C@H]IC[C@H]2[C@H](0)C1=CC=NC2=CC=C(OC)C=C12 | -9.7317
CC[C@H](CC[C@@H](C)[C@H]1CC[C@H2[C@@H]3CC=C4C[C@@H](O[C
@@H]50[C@H](CO)[C@@H](0)[C@H](0)[C@H]50)CC[C@]4(CO)[C@H]3CC[

11 | C@]120)C(C)C -10.3931

12 | OC[C@H]10[C@@H](O)[C@H](0)[C@@H](O)[C@@H]10 -9.6514
C[C@@H]10[C@@H](OC[C@H]20[C@@H](OC3=C(C4=CC=C(0)C(0)=C4)0O
C4=CC(0)=CC(0)=C4C3=0)[C@H](O)[C@@H](0)[C@@H]20)[C@H](O)[C@

13 | HI(O)[C@H]10 -10.8384
CC[C@H](C)C(=0)O[C@H]1CCC=C2C=C[C@H](C)[C@H](CC[C@@H]3C[C@

14 | @H)(0)CC(=0)03)[C@H]21 -10.6265
CCH(O)O[C@@H]2[C@@H](CO[C@@]3(COS(N)(=0)=0)OC(C)(C)O[C@@H]2

15 |30l -10.3098
CCC[C@@H]IC[C@@H](C(FON[C@@H]([C@H]20[C@H](SC)[C@H](O)[C@

16 | @H)(0)[C@H]20)[C@H](C)CHN(C)C1 -11.2508

17 | O[C@@H]1CO[C@H2[C@@H]10C[C@@H]20 -9.7808

18 | 0=CIC=CNC(=O)N1 -8.6080

19 | NCI=NC=NC2=CIN=CN2[C@@H]10[C@H](CO)[C@@H](O)[C@H]10 -9.6502
COC(=0)C[C@](O)(CCCC(C)(C)0)C(=0)O[C@@H]1C(0OC)=C[C@]23CCCN2C

20 | CC2=CC4=C(C=C2[C@H]13)0CO4 -10.4934
CC1=CC2=C(C=C1C)N(C[C@H](O)[C@H](0)[C@H](0)CO)C1=NC(=0)NC(=0)

21 | C1=N2 -10.3853
CC(=0)O[C@H]IC[C@@]2(O)[C@@H](C[C@@H](0)[C@H]3[C@@]4(C)CC[C

22 | @@H])(0)[C@@H](C)[C@@H]4CC[C@@]32C)/C1=C(\CCC=C(C)C)C(=0)O -10.5664
C[C@H](CCC(=0)0)[C@H]1 CC[C@H2[C@@H]3[C@Q@H](0)C[C@@H]4CIC

23 | @H](0)CC[C@]4(C)[C@H]3CC[C@]12C _11.1489
C[C@H](CCC(=0)0)[C@H]1 CC[C@H]2[C@@H]3CC[C@@H]AC[C@H](0)CC]

24 | C@JA(O)[C@HBC[C@H](0O)[C@]12C -11.0847
C=C1/C(=C\C=C2/CCC[C@]3(C)[C@@H]([C@H](C)CCCC(C)(C)0)CC[C@Q@H]

25 | 23)C[C@@H](0)C[C@@H]10 -10.8677

26 | COCI=CC(C2=CC(=0)C3=C(0)C(0C)=C(0)C=C302)=CC=C10 -10.4081

27 | COCI=CC=C(CO)C=CI -9.3664

28 | 0=CC1=CC=C(0)C=C] -9.1600
CC1=CC(0)=C(C)C(0)=C1C(=0)0C1=C(C)C(C)=C(C(=0)0C2=C(C)C(C)=C(C(=

29 | 0)0)C(0)=C2C)C(0)=C1C -9.8374
COC1=C(C)C(OC(=0)C2=C(C)C=C(0)C(C)=C20)=C(C)C(C)=C1C(=0)OC1=CC(

30 | O=C(C(=0)0)C(0)=CIC -10.0128
COC1=C(C)C(OC(=0)C2=C(C)C=C(0)C(C)=C20)=C(C)C(C)=C1C(=0)OC1=C(C

31 |)C(C)=C(C(=0)0)C(0)=C1C -10.0535
0=C(/C=C/C1=CC=C(0)C(0)=C1)O[C@@H]1C[C@](0)(C(=0)0)C[C@@H](O)]

32 | c@H]10 -10.3944




0=C1C=C(C2=CC=C(0)C=C2)0C2=C([C@@H]30[C@H](CO)[C@@H](0)[C@

33 | HIO)[C@H]30)C(0)=CC(0)=C12 -10.4874
CC[C@H](CC[C@@H](C)[C@H]1CC[C@H2[C@@H]3CC=C4C[C@@H](0)CC
34 | [C@4(Q)[C@H]BCCIC@]12C)C(C)C -10.0298
35 | 0=C1C(0)=C(C2=CC=C(0)C=C2)0C2=CC(0)=CC(0)=C12 -9.8141
36 | 0=C1C(0)=C(C2=CC=C(0)C(0)=C2)0C2=CC(0)=CC(0)=C12 -9.9537
37 | COC1=CC(C=CC(=0)0)=CC=C10 -10.0408
38 | 0=C1C=CC2=CC=C(0)C=C201 -9.5079
39 | COC1=C2C=COC2=CC2=C1C=CC(=0)02 -10.0113
40 | COCI1=CC2=C(C=C10)0C(=0)C=C2 -10.3025
41 | 0=C(0)C1=CC(0)=C(0)C(0)=Cl1 -10.2616
42 | COC(=0)C1=CC(0)=C(0)C(0)=C1 -10.5504
43 | 0=C(0)C=CC1=CC=C(0)C(0)=Cl -9.8228
44 | 0=C(0)C=CC1=CC=C(0)C=C] -9.5041
45 | 0C1=CC(0)=C2C[C@@H](0)[C@@H](C3=CC=C(0)C(0)=C3)0C2=C1 -10.0683
46 | CC(C)=CCCIC@@H](C)C1=CC=C(C)C(0)=Cl -9.2902
47 | COCI=CC(=0)C2=C(0)C=C(0C)C3=C2[C@]1(0)COC3=0 -10.7468
48 | 0=C1C=C(C2=CC=C(0)C=C2)0C2=CC(0)=CC(0)=C12 -9.5179
49 | 0CCC1=CC=C(0)C=CI -9.4235
50 | COC1=CC(0)=CC2=C1C(=0)0[C@@H](C)CCCCCCC2 -10.7432
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=CC=C4C[C@@H](O
51 | )CCIC@)4(C)[C@H]3CCI[C@]12C -10.0100
52 | COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)0C3=CC2=C]1 -10.6761
53 | CC1=CC(0)=C2C(=0)C3=C(0)C=C(0)C=C3C(=0)C2=C1 -10.0799
54 | COC(=0)C1=CC=C(0)C=C1 -10.1992
55 | CC(=0)C1=CC(C)=C(0)C(C)=C10 -10.4530
56 | CC1=CC(0)=CCOC(=0)C2=C(C)C=C(0)C=C20)=C1 -10.0646
CCCCI[C@H](O[C@@H]10[C@H](CO)[C@@H](OC)[C@H](O)[C@@H]10)[C
57 | @@H]1CC(OC)=CC(=0)01 -10.7685
58 | COC(=0)C1=C(C)C=C(0)C=C10 -10.3816
59 | CC1=CC(0)=CC(0)=Cl -9.5493
60 | C[C@@H]10C(=0)C2=C(0)C=CC=C2[C@H]10 -9.9751
61 | 0=C(0)CC1=CC=C(0)C=C1 -9.6191
62 | COC(=0)C1=CC=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -10.0530
63 | COC1=CC=CC2=C1C(=0)0[C@@H](C)C2 -9.4701
64 | COCI=CC(=0)[C@H]20[C@@]2(C)[C@H]1O -10.0842
65 | COCI=CC(=0)C[C@@](C)OC@H]10 -10.0695
66 | C=C1CC[C@H]20[C@]2(C)CC[C@@H]2[C@@H]1CC2(C)C -9.8014
C=CC(C)(C)[C@]12NC3=C(0)C=CC=C3[C@@]1(0)C[C@H]1C(=0)O[C@@H](
67 | CC3=CC=CC=C3)C(=0)N12 -9.0595




68 | 0=C1C=CC2=CC(0)=C(0)C=C201 -10.0218
69 | C=CCC1=CC(0C)=C(OC)C(OC)=C1 -10.2990
70 | CC[C@@H](C)C(=0)C@@H](C)C1=CC(0)=C(C)C(0)=C1C=0 ~11.1540
CC1(C)C=CC2=C(C=CC3=C2NC(=0)[C@@]32C[C@@]34NC(=0)[C@]5(CCCN
71 | 5C3=0)C[C@H]4C2(C)C)O01 -9.8892
72 | 0=C1CCC2(OC3=CC=CC4=CC=CC(=C34)02)C2=CC=CC(0)=C12 -9.0939
73 | 0=C1CCC2(0C3=CC=CC4=CC=CC(=C34)02)C2=C(0)C=CC(0)=C12 -9.0648
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC2=C3C=CC4=CC(=0)CC[C@]4
74 | (O[C@H3CC[C@@]21C -9.7589
75 | COC1=CC(=0)[C@@H]20[C@]2(C)[C@H]1O -10.2330
76 | 0=C(0)C1=CC=C(0)C=Cl -10.2368
77 | N[C@@H](CC1=CC=CC=C1)C(=0)0 -9.4470
78 | 0=C(0)C=CC1=CC=CC=C] -8.8589
79 | COC1=CC(C(=0)0)=CC=C10 -10.6729
80 | COC1=CC(C=0)=CC=C10 -10.1098
81 | ccececeeceecceccecceee(=0)0 -10.1856
82 | ccececeeceecceceecceceecceceeceeee -9.1041
83 | ccececeecceceeceeceeccecCcCCCCCCCCCCCecee -9.0257
84 | CCCCCCCCCCCCCeceC=CCCCCCCCCCCCCCCCCC -9.1074
85 | COC1=CC(=0)C(0)=C(C)C1=0 -10.3606
86 | COC1=C(0)C(=0)C(0)=C(C)C1=0 -10.2848
87 | CCIC@H](C)[C@H]INC(=0)C2=CIN(C)C1=CC=CC=C1C2=0 -9.9444
88 | CN1C2=C(C(=0)NC2=0)C(=0)C2=CC=CC=C21 -9.6546
89 | o=cci=cc=cc=Cl -8.3144
90 | 0=C1C=CC2=CC=CC=C201 -9.0429
91 | NC(=0)C1=CC=CC=C] -8.9456
92 | O=C(N[C@H](CO)[C@H](0)C1=CC=C(IN+](=0)[0-])C=C1)C(C]CI -10.6804
93 | C[C@@H]1C[C@@H]([C@H](0)CC2CC(=0INC(=0)C2)C(=0)C@@H](C)C1 -11.1348
94 | COC1=CC(C)=CC=C10 -10.1806
95 | CC1=CCC(C(C)C)=CCl -8.8348
96 | CC1=CC=C(C(C)C)CCI -8.8318
97 | CCCCCCC(C)=0 -8.9675
98 | COC(=0)C1=CC=CC=CIN -9.9308
99 | ccccececeeco -8.9088
100 | CC(=0)0CCCCI=CC=CC=C] -9.1516
101 | 0=C1C(C2=CC=C(0)C=C2)=COC2=CC(0)=CC(0)=C12 -9.7469
102 | 0=C1C(C2=CC=C(0)C=C2)=COC2=CC(0)=CC=C12 -9.6777




103 | OC1=CC(0)=C2C[C@H](O)[C@@H](C3=CC=C(0)C(0)=C3)0C2=C1 -10.2533
104 | COC1=CC=C(C2=CC(=0)C3=C(OC)C(OC)=C(OC)C(0C)=C302)C=C10C -10.2807
0=C1C(C2=CC=C(0)C=C2)=COC2=CC(O[C@@H]30[C@H](CO)[C@@H](O)[
105 | C@H](0)[C@H]30)=CC(0)=C12 -10.5436
106 | N[C@@H](CC1=CNC2=CC=CC=C12)C(=0)O -9.4794
107 | CC1=CC=NC(NS(=0)(=0)C2=CC=C(N)C=C2)=N1 -9.8557
108 | COC1=CC=C(NS(=0)(=0)C2=CC=C(N)C=C2)N=N]1 -9.7689
109 | 0=C1C=C(C2=CC=C(0)C(0)=C2)0C2=CC(0)=CC(0)=C12 -10.0982
110 | COC1=CC=C([C@@H]2CC(=0)C3=C(0)C=C(0)C=C302)C=C10 -10.5308
111 | O=C(CCC1=CC=C(0)C=C1)C1=C(0)C=C(0)C=C10 -9.6870
112 | OC1=CC=C(C=CC2=CC(0)=CC(0)=C2)C=Cl -9.2736
113 | COC1=CC=C(0)C=CI -9.6993
114 | oCccccco -9.0560
115 | CCOC1=CC=C(NC(C)=0)C=C1 -9.0932
116 | CCOC(=0)C1=CC=CC=C1C(=0)0CC -10.3510
117 | C1I=CNN=C1 -8.0885
118 | NC(=0)C1=CC=CC=C10 -10.0176
119 | C=CC1=CN=CC2=C1CCOC2=0 -9.4036
120 | CCC=CCC=CCC=CCCCCCCCC(=0)0 -10.2860
121 | CCOC(=0)C1=CC=CC=Cl -9.5344
122 | CC(=0)C1=CC=CC=C] -8.5367
123 | COC1=CC=C(C(C)=0)C=Cl -9.4216
124 | CCC(=0)0CCC(C)C -9.3445
125 | cC=0)0CC(C)C -9.2267
126 | CC(=0)0CC1=CC=CC=C] -8.7295
127 | CC(=0)0CCC(C)C -9.2666
128 | CC=CC1=CC=C(OC)C(OC)=Cl -9.7680
129 | CC(C)=CCCC(C)=CC=0 9.4135
130 | CC(C)=CCCC(C)=CCOC=0 -9.5001
131 | 0CC=CC1=CC=CC=CI -8.5284
132 | 0=CCC1=CC=CC=C]1 -8.1833
133 | 0CCC1=CC=CC=CI -8.7070
134 | CCC1(C2=CCCCC2)C(=0NC(=0)NC1=0 -10.3755
135 | 0CC1=CC=COl -8.8135
136 | CC(=0)C1=CC=CS1 -9.1748
137 | C=CC(C)=CCC=C(C)C -8.6940
138 | cc=Ccc=Ccc=0 -8.8386
139 | COC1=CC=C(C=CC(=0)0)C=Cl -9.8642
140 | CC(=0)CCC=C(C)CCC=C(C)CCC=C(C)C -9.8671
141 | CsSsc -8.7966




142 | cco)eco -8.6664
143 | CCCCCC=CCC=CCCCCCCCC(=0)0 -10.3290
144 | CC=CC1=CC=C(OC)C=CI -9.1844
145 | 0=C(0)C=CC(=0)0 -9.3224
146 | CC(C)=CCCC(C)=CCCC(C)=CCCC=C(C)CCC=C(C)CCC=C(C)C -9.0165

147 | CCCCC=CCCCCCCCC(=0)0 -9.7590
148 | CCCCCC=CCC=CCC=CCC=CCCCC(=0)0 -9.9107
149 | cceccco -8.6354
150 | C=CC(C)=CCC=C(C)CCC=C(C)C -9.1529
151 | COC1=CC2=C(0C(=0)C=C2)C(OC)=C10 -10.7855
152 | 0=C(0)C1=CNC2=CC=CC=C]12 -9.6584
153 | COC(=0)C1=CC=CC=C10 -10.4798
154 | CC(=0)C=CC1=C(C)CCCC1(C)C -9.9775

155 | clceeccl -8.0354
156 | C[C@H](N)C(=0)C1=CC=CC=Cl1 -9.7375

157 | C=CCCCCCCCCCCCCCCC -9.4253

158 | OC[C@@H](0)C(0)[C@@H](0)CO -9.9256
159 | CC1=CC=CC=C10 -8.9017
160 | 0=C10C2=C(0)C(0)=CC3=C2C2=C(0C3=0)C(0)=C(0)C=C12 -10.5063
161 | CSsC -8.4268
162 | CC1=CC=C(C=0)01 -9.4609
163 | ccl=cc=cc=Cl -8.1955

164 | CCCCCCC=CCCCCCCCC(=0)0 -10.2686
165 | CCCCCC=CCC=CCCCCCCCC(=0)0C -10.3270
166 | CC1=CN=C(C)C=N1 -9.1801

167 | CCCCCCCCCCCCCCCCCCe -8.8651

168 | CCCCCCCCCCeeeece -9.0833

169 | CC1=CC=CC=CIC -8.7880
170 | 0=C1C[C@@H](C2=CC=C(0)C(0)=C2)0C2=CC(0)=CC(0)=C12 -10.1548
171 | 0=C(0)C=CC1=CC=CC=C10 -9.5592
172 | CCC=CCC=CCC=CCC=CCC=CCCCC(=0)0 -9.0921

173 | CCCCCCCeceCceCcCCCeC(=0)0 -10.0718
174 | CCC=CCC=CCC=CCC=CCC=CCC=CCCC(=0)0 -9.3048
175 | 0=C(0)C1=CC=C(0)C(0)=C]1 -10.1875
176 | cC=0)0 -8.7527
177 | CC1=C(C=0)C(C)(C)CC=C] -9.4977
178 | CCCCCCCCC=CCCCCCCCC(=0)0 -10.2255
179 | C=CCC1=CC=C(0)C=Cl -8.5042
180 | ccceeceeceece=0 -8.7517
181 | C=C(0)[C@@H]1CCC2=CCC[C@@H](C)[C@]2(C)C1 -9.3715




182 | cCcoc(Q)=0 -9.0678
183 | CC1=CC=CC(C)=C1 -8.6226
184 | CCCCCCCCCCCCCCCCN)=0 -10.2298
185 | CCC(=0)0 -8.8401
186 | 0=CO -8.4055
187 | 0=C(C=CC=CC1=CC=C20COC2=C1)NICCCCCI -9.6477
188 | CCCCC=CC=CC=CCCCCCCCC(=0)0 -10.3690
189 | CC(=0)C(=0)0 -9.1417
190 | CCCCCCCCcecccecceCceCeC(=0)0 -9.9546
191 | CCCCCeCcecceceececcecCcCcCCcCcCcCCCCCCCCeee -8.9700
192 | CCCCCCCCCCcCceCccCceccCccCcecCcecCceccccee -8.9452
193 | CCCCCCCCCCCCCC(=0)0 -9.8262
194 | CCCCCCCCC=CCCCCCCCC(=0)0C -10.2741
195 | CCCCCC1=CC=COol -8.7645
196 | CC1=NC(C)=C(C)S! -9.7293
197 | ccceeccco -9.0054
198 | CC1=CC=C(C(C)C)C=C] -8.5735
199 | OC1=CC=CC=C] -8.6869
200 | CCCCCCCCCCCCCCCCCCCCe -8.8455
201 | C=CC1=CC=C(0)C(OC)=Cl -10.0539
202 | N[C@@H](CCCCN[C@@H](CCC(=0)0)C(=0)0)C(=0)O -9.8281
203 | COC1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(C)C=C1C2=0 -10.2041
204 | CCCCCCCCCCCCCCCCCC -9.0067
205 | CCCCCCCCCCCCCCCCCCCCCCC(O)C -8.8967
206 | CC1=CC=C2C(=C1)[C@H](C(C)C)CC[C@@H]2C -9.2591
207 | CC(C)C1=CC=C(C=0)C=C] -8.6873
208 | CCCCCCCCCCCCCCCCCCCCCCCCCCCeee -8.8982
209 | 0=C(0)CC1=CC=CC=C1 -9.1750
210 | 0=C(0)CC(O)(CC(=0)0)C(=0)0 -9.2457
211 | 0=C(0)CC1=CNC2=CC=CC=C12 -9.2345
212 | CCCCCCCCCCCCCCCCCCCCCCCCCe -9.0201
213 | CCCCCCCCCCCCCCCCCCCCCCC -9.0184
214 | CCI=CC=CC=CIC(C)C -8.5701
215 | CC(=0)0CCC1=CC=CC=C1 -9.0973
216 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCC -8.9558
217 | 0=C(0)CC1=CC=C(0)C(0)=Cl -9.8788
0=C(/C=C/C1=CC=C(0)C(0)=C1)O[C@@H]1C[C@@](O)(C(=0)0)C[C@@H](
218 | O)[C@@H]10 -10.4524
COC1=CC([C@@H]2C3=CC4=C(C=C3[C@H](0)[C@H]3COC(=0)[C@H]23)0C
219 | 04)=CC(OC)=C10C -10.3968
220 | CCCCCCCC(C)=0 -9.0998
221 | CC(C)(C)CC(C)(C)C1=CC=C(0)C=C]1 -9.4643
222 | CCCCCCCCCC(=0)0 -9.4221




223 | COCI=CC(C=0)=CC(OC)=C10 -10.6302
224 | CCI=CC[C@@]23C[C@@H]1C(C)(C)[C@@H]2CC[C@H]3C -9.5924
225 | C[C@H]1CC[C@@H](C(C)(C)0)CC2=C1CC[C@@H]2C -10.5924
226 | CCCCCCCCCCCCCCCCCCCCCCCCCCCo -9.5317
227 | CCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCCCCCC -10.7686
228 | CCCCCCCC(=0)0 -9.3494
229 | CC[C@H](O)[C@H](N)C(=0)O -9.8183
230 | C1=CC=C2NC=CC2=Cl -7.9972
231 | COCI=CC(0)=C2C(=0)0C3=CC(0)=CC(C)=C3C2=C1 -10.6102
232 | CCCCCCCCCCCCCCCCCCCCCCCCo -9.5071
233 | CC1=C2[C@H](CCHC@H](C)CC[C@@H]1[C@H]2C1(C)C -9.6296
234 | OCC1=CC=CC=C] -8.4986
235 | CCCCCCCCCC(C)=0 -8.9719
236 | CCCCCCCCCCCCCCCCCCCCCCCe -9.0271
237 | CC(C)=CCCIC@]1(O)[C@H2CC=C(C)[C@@H]1C2 -9.5078
238 | CCCCCCCCCCCCCCCCCCCCCC(=0)0 -10.0472
239 | CCCOC(=0)C1=CC=CC=C1C(=0)0CCC -10.3921
240 | CCCCCCCCCCCCCCCCCCCCCCo -9.4209
241 | CCCCCCCCCCCCCCCCCCCCCCCCCCC -9.0795
242 | 0=C(0)C1=CC=CC=C] -9.3046
243 | 0=CC1=CC=CO1 -8.9771
244 | 0=C(0)CCC(=0)0 -9.3964
245 | C=CCC1=CC=C(0)C(0C)=C1 -9.6613
246 | COC1=CC=CC=C10 -9.7826
247 | 0=C1C2=CC=CC(0)=C2C(=0)C2=C(0)C=CC=C12 -9.6189
248 | CC1=CC(0)=CC2=C1C1=CC(0)=CC(0)=C1C(=0)02 -10.0721
249 | CCCCC(=0)CC -8.5268
250 | COC1=CC=C2C=CC(=0)0C2=C1C[C@@H]10C1(C)C -10.1374
251 | 0CC(0)CO -9.3600
252 | CC1=CC(=0)0C2=CC(N)=CC=C12 9.2181
253 | CC1=CC=C(C(C)C)C=C2C(C)=CC=C12 -9.0186
0=C1C(C2=CC=C(0)C=C2)=COC2=CC(O[C@@H]30[C@H](CO)[C@@H](O)[
254 | C@H](O)[C@H]30)=CC=C12 -9.8315
255 | 0=C1C2=CC(0)=CC(0)=C2C(=0)C2=C(0)C=C(CO)C=C12 -9.9246
256 | CCCCCCCCCCCCCC(C)=0 -9.5994
257 | CC1=CC(=0)CC(C)(O)[C@@]1(0)/C=C/[C@@H](C)O -10.7248
258 | C=C(O)[C@@H]1CC[C@Q@]2(C)CCC=C(C)[C@@H]2C]1 -9.2365
259 | CC1=CCC(=C(C)C)CCI -8.7552
260 | CC(C)=CCCC1=COC=C]1 -8.8847
261 | CO -8.0397
262 | 0=C(0)C1=CC(0)=CC=C10 -10.0001




263 | C=CCCCCCCCCCCCCC -9.0433
264 | NCCCC[C@H](N)C(=0)O -9.7871
265 | CCCCCCCCCCCC=0 -8.8488
266 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCe -8.8770
267 | CCCC(=0)0 -8.7568
268 | COC(=0)C1=CC=CC=C1 -9.5033
269 | CC1=CC(0)=C2C(=0)C3=C(0)C=CC=C3C(=0)C2=C1 -9.7328
270 | CC[C@@]1(0)C(=0)0OCC2=C1C=C1C3=NC4=CC=CC=C4C=C3CN1C2=0 -8.9009
271 | CCC1=CC=CC=C1 -8.0311
272 | C[C@@](0)(CCOYCC(=0)O -10.0126
273 | CC1=CC=C(0)C=C1 -8.7923
274 | C=CCC1=CC=C(OC)C=C1 -8.6612
275 | CC1=CC=C2C(=0)C3=C(0)C=CC(0)=C3C(=0)C2=C1 -9.6696
276 | CCCCCCCCCCCC(=0)0 -9.2880
277 | CCI=CC(C(C)(C)C)=C(0)C(C(C)(C)C)=C1 -9.6282
278 | COC1=CC(C(=0)0)=CC(0C)=C10 -10.6351
279 | CC1=CC=C(C(C)C)C=C1O0 -9.2343
280 | NC(=0)C1=CC=CN=Cl -8.8268
281 | CC1=CC(=0)CC(C)(C)C1 -9.1686
282 | CC1=C(C=0)C(C)(C)CCC1 -9.4028
283 | CC(=0)CCC=C(C)CCC=C(C)C -9.6562
284 | O[C@H]I[C@H]2C3=CC4=C(C=C3CN3CCC(=C[C@@H]10)[C@H]23)0CO4 -10.8746
285 | CC(C)=CCCC(C)=C1CC=C(C)CC1 -9.0298
286 | CCCCCC=CCC=CCCCCCCCC(=0)0CC -10.0460
287 | CCCCCCCCCCCCCCCCCCCCCCCCCC(=0)0C -10.0875
288 | CCCCCCCCC=CCCCCCCCC(=0)0CCCCCCCCCCCCCCCCCCCC -9.8397
289 | CSS(C)(=0)=0 -10.0113
290 | O=CI1C[C@H](C2=CC=C(0)C=C2)0C2=CC(0)=CC(0)=C12 -9.8386
291 | CCCCCCCCCCCCCCCCCCo -9.4346
292 | C[C@H]1CC2=CC=CC(0)=C2C(=0)01 -9.5903
293 | OC1=CC=CC(0)=C10 -9.5418
294 | CCCCCCCCCCCCCCCCCCCCCC(=0)0C -9.9923
295 | C=C1CC/C=C(/C)CC[C@@H]2[C@@H]1CC2(C)C -9.2993
296 | COC1=C(0)C=C20C(C3=CC=C(0)C=C3)=CC(=0)C2=C10 -10.7495
297 | CCCCCCCCCC(=0)0C -9.2986
298 | COC(=0)CCCCCCCCCCCC(C)C -10.0475
299 | COC1=CC(0)=C2C(=0)C3=C(0)C=C(C)C=C3C(=0)C2=C1 -10.0673
300 | C[C@@H]10C(=0)C2=C(0)C=CC=C2[C@@H]10 -10.0687




301 | CC1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(0)C=C102 -10.4138
302 | COCI=CC(0)=C2C(=0)C3=C(0)C=C(C)C=C30C2=C1 -10.7434
CCCCCC[C@H]1C(=0)O[C@H](C)[C@H](NC(=0)C2=CC=CC(NC=0)=C20)C(
303 | =0)0[C@@H](C)[C@@H]10C(=0)CC(C)C -9.8671
304 | 0=C10C=CC2=CC=CC=C12 -9.0774
305 | 0C1=CC=CC=C10 -9.2306
CC[C@H](/C=C/[C@@H](C)[C@H]1 CC[C@H2[C@@H]3CC=CAC[C@@H](O[
C@@H]50[C@H](CO)[C@@H](O)[C@H](O)[C@H]50)CC[C@]4(C)[C@H]3CC
306 | [C@]12C)C(C)C -10.5891
CCCC[C@H]1C(=0)0[C@H](C)[C@H](NC(=0)C2=CC=CC(NC=0)=C20)C(=0)
307 | O[C@@H](CO)[C@@H]10C(=0)CC(C)C -9.8967
308 | CC(C)C[C@@H]INC(=0)[C@H](C)NC1=0 -9.3910
309 | COC1=CC(CCO)=CC=C10 -9.8208
CC(=0)N(O)CCCCCNC(=0)CCC(=0)N(0)CCCCCNC(=0)CCC(=0)N(O)CCCCC
310 | N -10.5753
311 | 0=C(C1=CC=CC=C1)C1=CC=CC=Cl -8.8459
312 | OC[C@@H](0)[C@@H](0)[C@H](0)[C@H](0)CO -9.8654
313 | CC1=CC2=CC=CC=C2N1 -8.0700
314 | NC(=0)CC1=CC=CC=Cl -8.9380
315 | 0=CC1=CNC2=CC=CC=C12 -8.2516
316 | OCCC1=CNC2=CC=CC=C12 -8.6098
317 | 0=C(0)CC1=CC=CC=C10 -9.7451
318 | CC1=CC=CC(0)=C1C(=0)0 -9.9967
319 | CCCCCCCCOC(=0)CCCCC(=0)0CCCCCCCC -10.1375
320 | CC(=0)NCCC1=CC=CC=C]1 -8.6686
321 | CC1=CC(0)=CC(0)=C1C(=0)0 -10.2453
322 | CC(C)CN)=0 9.2144
323 | CC(=0)NCCC1=CNC2=CC=CC=C12 -8.6011
324 | CC(=0)NCCC1=CC=C(0)C=Cl -9.2271
325 | ccececee=0)ce -8.5604
326 | O=CINC(=0)C2=CC=CC(0)=C201 -9.9282
327 | C=Cl[C@@H](C)CC[C@@]2(C)[C@H]1CC=C(C=0)[C@]2(0)C=0 -10.6692
328 | COCI=CC(C=CC(=0)N2CCC=CC2=0)=CC(0C)=C10C -10.3886
CO[C@H]1[C@@H](0)[C@@H](C)O[C@H](O[C@H]2[C@H](OC3=CC=CC4=C
(0)C5=C6C(=C34)0C(=0)C3=C(C)C=CC(=C36)0C5=0)0[C@H](C)[C@H](O)[C
329 | @@H]20)[C@@H]10 9.8121
330 | O=CIN[C@@H](CC2=CC=CC=C2)C(=0)N2CCC[C@@H]12 -9.4808
331 | COC1=CC(OC)=C2C(C3=CC=CC=C3)=CC(=0)0C2=C1 -9.5557
332 | COC1=CC(C(=0)CO)=CC=C10 -10.5013
333 | 0=CIC[C@@H](0)[C@@H](0)C2=CC=CC(0)=C12 -10.2907




334 | CC=CC1=C(0)C(=0)C(C(=0)C2=C(OC)C=C(0C)C=C2C(=0)0C)=CO1 -10.4427
335 | CC(=0)C=C1C(=0)NC2=C(CC=C(C)C)C=CC=C12 -9.1667
COC1=C(C)C(=0)C2=C(C=C(0)C3=C20[C@H](C)[C@]3(C)[C@H](0)CC=C(C)
336 | O)Cl1=0 -10.7414
337 | COC1=CC(CCC(=0)N2CCC=CC2=0)=CC(OC)=C10C -10.1653
338 | CCCCOC(=0)C1=CC=CC=C1C(=0)0CCCC -10.2375
339 | 0=C(0)C1=CC=COl -9.4070
340 | 0=C1CC[C@@H](0)C2=CC=CC(0)=C12 -10.3378
COC1=C(C)C(=0)C2=C(C=C(0)C3=C20[C@H](C)[C@]3(C)[C@H](0)C/C=C(\C
341 |)C(E=0)0)C1=0 -10.7965
C/C=C(\C)[C@H](O)[C@H](C)/C=C(C)/C=C/C/C(C)=C/CC1=C(C)C(=0)C(OC)=
342 | C(OONI1 -8.9424
343 | CC(C)C[C@@H]INC(=0)[C@@H]2CCCN2C1=0 -9.6784
344 | 0=CICNC(=0)[C@H](CC2=CNC3=CC=CC=C23)N1 -9.0883
345 | CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCC[C@H]10C(=0)[C@@H]1CO -10.7939
346 | CC(C)C[C@@H]INC(=0)[C@H](CC2=CC=CC=C2)NC1=0 -9.9023
347 | COC1=CC(C(=0)0)=CC(OC)=C1C(=0)O -10.7885
348 | 0=CCC1=CNC2=CC=CC=C12 -8.2100
349 | CC1(C)C=CC2=CC(C(=0)0)=CC=C201 -10.3413
350 | 0=C(0)C1=CC=C(0)C=C10 -10.0611
351 | CC1=C(0)C(=0)C=CO1 -9.8207
352 | 0=C(0)C1=CC=CNI1 -8.9158
353 | 0=C1CCCOl -8.6761
354 | CNC(=0)0C1=CC=C2C(=C[C@]1(C)CCN(C)[C@@H]IN2C -9.3184
355 | 0=C(0)C1=CC=CC(C(=0)0)=N1 -8.9989
356 | N[C@@H](CCCC(=0)0)C(=0)0 9.2272
357 | 0=C(CO)C1=CNC2=CC=CC=C12 9.1163
358 | CCL(C)CCCIC@]2(C)[C@H]3C(=0)0CC3=CC[C@@H]12 -10.3721
0=C1CCC(=0)NCCCCCN(O)C(=0)CCC(=0)NCCCCCN(0)C(=0)CCC(=0)NCC
359 | CCCNI1 -10.5599
360 | CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.2093
361 | CCLO)[C@@H](0)CC[C@]2(O)[C@@H]3C(=CC[C@@H]12)CO[C@H]30 -11.0496
362 | 0=C(/C=C/C1=CC=C(0)C(0)=C1)O[C@H](CC1=CC=C(0)C(0)=C1)C(=0)O -9.5378
363 | CC1=CC(0)=C(C)C(=0)01 -10.2499
364 | COC1=CC(=0)C[C@@H](C)[C@]120C1=CC(OC)=CC(OC)=C1C2=0 -10.3227
365 | C=C1CC/C=C(/C)CC[C@H]2[C@@H]1CC2(C)C -9.2956
366 | CC(=0)NC[C@H]1CS[C@@H]([C@@H]2COC(C3=CC=CC=C30)=N2)N1C -10.3156




367 | CC(O)[C@@H]INC(=0)[C@@H]2CCCN2C1=0 -9.6273
368 | CC1=C2NC=C3C4=C5C(=C(C)C(=0)C4=0)NC=C5C(=C23)C(=0)C1=0 -9.3084
369 | COC1=CC(0)=C2C(=0)0C(C[C@@H](0)C(CI)CH=CC2=C1 -11.0417
370 | C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](C)NC2=0)C2=CC=CC=C2N]1 -9.2327
371 | CC(C)CCCCCCCCCCCC(=0)0 -9.9117
0=C1CCC(=0)N(0)CCCCCNC(=0)CCC(=0)N(0)CCCCCNC(=0)CCC(=0)N(O)
372 | CCCCCNI1 -10.4944
373 | O=CIN[C@@H](CC2=CC=C(0)C=C2)C(=0)N2CCC[C@@H]12 -9.7732
374 | O=CIN[C@@H](CC2=CNC3=CC=CC=C23)C(=0)N2CCC[C@@H]12 -9.7729
375 | 0=C1C=C(0)C2=C(0)C=C(0)C=C2C1=0 -9.9227
376 | CC1(C)OC[C@H](CO)O1 -9.6278
377 | C[C@H]1CCCIC@@]2(C)CCCC[C@]120 -10.0759
378 | CC(=0)NCC(=0)C1=CNC2=CC=CC=C12 -9.2186
379 | CCCC1=CC(=0)C2=C(CC(=0)0)C=CC=C201 -9.8669
380 | CCCC1=CC(=0)C2=C(CC3=CC(0)=CC(=0)03)C=CC=C201 -9.4539
381 | N[C@@H](CC1=CC=C(0)C=C1)C(=0)0 -9.8138
382 | CC(=0)C1=CC=C(0)C=C] -9.2574
383 | 0=C(0)CCC1=CC=CC=C] -8.8993
384 | CC1=CN([C@H]2C[C@H](0)[C@@H](CO)02)C(=0)NC1=0 9.6181
385 | CCCCCCCC1=C(0)C=C(CC=C(C)C)C(0)=C1C=0 -10.3882
386 | C=CCCCCCCCCCCCCCCCCe -9.0868
387 | 0=C(O)[C@H](0)CC1=CNC2=CC=CC=CI12 -8.8499
388 | CC(=0)C1=NC=CC2=CINC1=CC=CC=CI2 -8.8021
389 | COCI=CC=C(C2=CC(=0)0C3=CC(OC)=CC(OC)=C23)C=C]1 -9.8812
390 | O=CIN[C@@H](CC2=CC=CC=C2)C(=0)N2C[C@H](0)C[C@@H]12 -9.9984
391 | CCL(C)CCCIC@]2(C)[C@@H](C=0)C(C=0)=CC[C@@H]12 -10.2167
392 | COCI=CC(C2=CC=CC=N2)=NC(CO)=C1SC -9.3186
393 | COC(=0)C1=CC(C)=NC2=C(CCC(C)(C)OC)C=CC=C12 -10.0648
394 | COC1=CC(0)=C(C(=0)0)C(C2=CC(0)=C(0)C=C2C)=Cl -10.4799
CC[C@H](CC[C@@H](C)[C@H]1CC[C@H]2[C@@H]3CCC4=CC(=0)CC[C@]4
395 | (O)[C@H]3CCIC@]12C)C(C)C -10.0928
396 | CC(C)=CCC1=CC=C2C(CCHN)=CNC2=C1 -9.1457
CC[C@@]1(0)C[C@H](0)C2=C(C=C3C(=0)C4=C(0)C=CC(0)=C4C(=0)C3=C2
397 | O)[C@H]1C(=0)0C -10.1281
398 | CC1=CC(C)=C(0)C(C(=0)CC2CC(=0INC(=0)C2)=C1 -10.8285




399 | CCCCCCCCCCCCCCCCCON)=0 -10.0606
400 | CCCCCCCCCCCCCCC(=0)0 -9.8651
401 | CCCCCCI=CC(0)=C(CCCC)C(0)=C1 -9.6772
C=CC1=C(C)C(=CC2=C(C)C(CCC(=0)0)=C(CC3=C(CCC(=0)0)C(C)=C(C=C4N
402 | C(=0)C(C)=C4AC=C)N3)N2)NC1=0 -8.2526
403 | CC1=CC(C)=NC(NS(=0)(=0)C2=CC=C(N)C=C2)=N1 -9.6397
404 | 0=C(0)CCCCCCCC(=0)0 -9.1489
COC1=CC(0)=C2C(=0)C=C(C3=CC=CC(O[C@@H]40[C@H](CO)[C@@H](O)[
405 | C@H](0)[C@H]40)=C30)0C2=C10C -10.7520
CC(=0)0C[C@@]1(C)[C@@H]2C[C@H](OC(C)=0)[C@@]3(C)OC4=C(C(=0)O
406 | C(C5=CC=CN=C3)=CH[C@H](0)[C@@H3[C@@]2(C)CC[C@@H]10C(C)=0 -9.4347
C=C(O)[C@H]10[C@H]2CC[C@@]3(O)[C@@](O)CC[C@H4[C@@H]50C(C)
(O)[C@H]6C[C@@H]7C(=C)CC8=C(Cl)C=CINC(=C5CI=C8[C@@]760)[C@Q@)]
407 | 430)[C@]230[C@@H]3[C@H]10 -9.1602
408 | CC(C)=CCCC(C)=CCCC(C)=CCO -9.7925
CC(O[C@@H](C)/C=C/[C@@H](O)[C@H]1 CC[C@@H]2[C@]1(C)CC[C@H]I[
409 | C@23C=C[C@]2(C[C@@H](0)CC[C@]12C)003 -10.6287
410 | CCCCCC=CCC=CCCCCCCCC(=0)0C(CO)CO -10.2193
411 | CCCCC=CCCCCCCCCCCCC(=0)0 -10.1384
412 | CCCCCCCCC=CCCCCCCCCN)=0 -10.3497
413 | CCCCCC=CC=CCCCCCCCCC(=0)0 -10.2031
414 | CCCCCCC=CCCCCCCCCCC(=0)0 -10.1849
415 | CCCCCCCCC=CCCCCCCCCCCCC(N)=0 -10.3170
416 | CCCCCCCCC=CCCCCCCCCCCCC(=0)0 -10.0460
417 | CCCCCCC=CCCCCCCCCCC(=0)0C -10.1876
418 | CCCCCCC=CC=CCCCCCCCC(=0)0 -10.2238
419 | CCCCCCCCC=CCCCCCCCC(=0)0CC -10.0321
420 | CCCCCC=CCC=CCC=CCCCCC(=0)0C -10.0927
421 | CCCCCCCCCCCC=CCCCCC(=0)0 -10.0976
422 | CCCCCCCCCCCCCCCC(=0)0CC -9.9056
423 | CCCCCCC=CCCCCCCCC(=0)0C -10.2662
424 | CCCC(=0)C1=C(OC)C=C(0)C(CCO)=C10 -10.7862
425 | CS[C@]1(CO)C(=0)N2[C@H]3C(=CC=C[C@@H]30)C[C@@]2(SC)C(=0)N1C -10.2253
426 | CNC(=0)ON=C(CSC)C(C)(C)C -10.1622
427 | COCI=C(C)C2=C(C(=0)0C2)C(0)=C1CC=C(C)CCC(=0)0 -10.5899
428 | COCI=C(C=CC(C)(C)0)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C102 -10.2699
429 | CC=CC=CC(=0)C1=CC(C)=C(0)C(C)=C10 -10.3020




430 CC1=CC(=0)C2C(CY(O)CCC[C@]2(O)[C@H]1CC[C@H](C)CC(=0)0O -10.7213
COCI1=CC(CC(=CNC(C)y=0)N(CC(=0)CC2=CC=CC=C2)C(C)=0)=CC2=C10CO
431 2 -9.4589
CC(=0)0[C@H]1C[C@Q@]2(C)[C@@H](CC[C@H[C@Q@]4(C)C=CC(=0)[C@
@H](O)[C@@H]J4[C@H](OC(C)=0)C(=0)[C@@]32C)/C1=C(\CCC=C(C)C)C(=0
432 )O -9.3876
433 C[Si]1(O)O[Si)(CHO)O[SiIJ(CO)O)O[SII(C)O)O[SI(C)(O)O1 -9.1998
434 C[Si]1(O)O[Si(CHO)O[SI(CO)O)O[SIN(OO)O[SII(C)O)O[SIJ(C)(O)O1 -9.3921
CC1(C)CC2=C(CC3=CC4=C(C=C23)NC2=C4C[C@@H]3CC[C@@]4(0O)C5=CC(
435 =0)C60[C@@]5(CCIC@]A(O)C@@]23C)OCH(C)C)C(CY)(O)01 -8.9523
436 C[Si]1(O)O[Si](CYO)O[Si)(C)O)O[Si)(C)(O)O1 -8.7455
437 C1=CC=C2C(=CI1)NCI1=CN=CC=CI12 -8.1753
438 CCC[C@@H](O)[C@H](0)C1=CC(OC)=CC(=0)01 -10.2805
439 CC(=0)C1CC(CC(=O)O)C1(O)C -9.6465
440 0O=C(C=CC1=CC=CC=C1)0CC1=CC=CC=C1 -8.5897
COC(=0)[C@]120C3=CC=C(C4=CC=C50[C@@]6(C(=0)OC)C(=C(0)C5=C40)
C(=O0)C[C@@H](O)[C@@H]60)C(0)=C3C(0)=C1C(=0)C[C@@H](C)[C@@H]
441 20 -10.6433
442 O=C10C(=CC2=CC=C(0)C=C2)C(0)=C1C1=CC=C(0)C=C1 -9.0135
443 C[C@H]1CCC/C=C/[C@@H]2C[C@H](0O)C[C@H]2[C@H](0)/C=C/C(=0)01 -10.5005
444 CC=CC1=CC(0OC)=C(0O)C=C10C -10.2543
445 CC1=C(0)C(0)=CC2=C1C(=0)C1=C(0)C=C(0)C=C102 -10.6547
446 COC(=0)C1=CC(0OC)=CC(0)=C10C1=CC(C)=CC(0)=C1C(=0)0C -10.8485
447 CC1=CC2=C(C(=0)C3=C(0)C=C(0)C=C3C2=0)C(0)=C1C(=0)0 -10.1272
448 CC=CCI1=C(00)C(=0)C(C(=0)C2=C(0C)C=C(0C)C=C2C(=0)OC)=CO1 -10.4335
449 CNC(=C[N+](=0)[0-])NCCSCC1=CC=C(CN(C)O)O1 -10.1679
450 CCEON[C@@H](CC1=CC=CC=C1)C(=0)O -9.5889
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(CHC(=0)[C@](C)(OC(C)=0)C(=0)C2=C
451 N1CCO -9.5746
452 CC(C)=CCCC(C)=Cccc(ey=cc=0 -9.5547
453 NC1=CC=C(S(=0)(=O)NC2=NC=CC=N2)C=Cl -9.1657
C[C@@H]IN[C@H]2N(C1=0)C1=CC=CC=C1[C@@]2(0)C[C@@H]1C(=O)N[C
454 @@H](C)C2=NC3=CC=CC=C3C(=0)N21 -8.8681
455 CC(O)(O)C1=CC(=0)C(C(C)(O))=CCI1=0 -9.9294
C=C(C)[C@]1(O)CC[C@]2(C)[C@H](CC=C(C)[C@]230C2=C(C(=0)0C(C4=CC
456 =CN=C4)=C2)[C@@H]30)[C@@]12CCC(=0)0C2 -9.4264




CC1=CC(=0)0C[C@]23CCC(C)=C[C@H]20[C@@H]2C[C@@H](OC(=0)/C=C\

457 | C=CC(=0)0CCH[C@@]3(C)[C@]21CO1 -9.9815
458 | COC1=CC(0)=C(C(C)=0)C(0C)=C1 -10.7797
459 | COCI=CC(0)=C2C(=0)C3=C(0)C=C(CO)C=C3C(=0)C2=C1 -10.2838
460 | CCOC(=0)C=CC1=CC=C(0C)C=CI -9.8086
461 | CC(C)CN)C(=0)NC(CCCN=C(N)N)C(=0)O -10.6005
C=CIC[C@]2(0)[C@@]3(C)CCC(=0)C(C)(O)C3=C(O)C(=0)[C@@]2(O)[C@@
462 | H2C(=0)0[C@@](C)(C(=0)0C)C(=0)[C@@]12C -10.1825
463 | COC(=0)C1=CC=CC=C1C(=0)0C -10.1887
464 | COC(=0)C1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -10.9081
465 | 0=C(0)C(CC1=CC=C(0)C=C1)NC(=0)C1CCCNI1 -10.4956
466 | CC(C)(C)C1=CC(=0)C=C(C(C)(C)C)C1=0 -9.9574
467 | COC1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(CO)C=C1C2=0 -10.3019
468 | CCCCCCCCC=CCCCCCCCCCC(=0)0 -10.1333
469 | COC1=CC(C=CC2=CC(0)=CC(0)=C2)=CC=C10 -9.8918
470 | CCCCCCCCCCCCCI=CC=C(S(=0)(=0)0)C=Cl1 -10.1756
471 | COC1=CC(C=CC(=0)C2=CC=C(0)C=C20)=CC=C10 -9.8500
472 | C[Si]1(C)O[Si](C)(C)O[Si](C)(C)O1 -9.5070
CC(O)[C@H1C(=0)O[C@H](C(C)O)C(=O)N(O)[C@@H](C(C)C)C(=O0)O[C@H](
473 | C(C)O)CEOIN(O)[C@@H](C(C)C)C(=0)O[C@H](C(C)C)C(=0)N1C -9.3003
474 | COC1=CC(C)=C(OC2=CC(C)=CC(0)=C20)C(0)=Cl -10.5359
475 | COC1=CC2=C(0C(=0)C=C2)C(0)=C10 -10.7776
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@H](OC(C)=0)[C
476 | @H]2CO1 -10.2265
477 | COC(=0)C1=CC(OC)=CC(OC)=C1C(=0)C1=C(0)C=C(C)C=C10 -10.9447
C[C@]1(OC(=0)/C=C/C2=CC=CC=C2)C[C@@H](0)[C@]2(0)C=CO[C@@H](O
478 | [C@@H]30[C@H](CO)C@@H](O)[C@H](O)[C@H]30)[C@@H]21 -9.4688
479 | CC(O)[C@H]1CCC(CO)=C[C@@H]1/C=C(\CO)C(=0)O -10.8297
480 | CC1=C2[C@H]30C(=0)[C@@H](C)[C@@H]3CC[C@@]2(C)C=CC1=0 -10.4999
481 | CCI1=CC(0)=C2C(=0)C3=C(0)C=C(0)C=C3C(=0)C2=C10 -10.5736
482 | CCI=CC(=0)C2=C(0)C(C)=C(0)C(C)=C201 -10.4918
483 | CC(O)[C@H]1CC[C@@]2(0)COC(=0)[C@H2[C@@H]1/C=C(\CO)C(=0)O -10.8795
484 | CCCCCCCCCCCCCCCCCCC(=0)0C -10.0459




485 | CC(C)CCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCCCC(C)C -10.5611
C/C=C(\O)[C@@H]1C(C)=C[C@@H]2[C@H]([C@@H]1/C=C/C=C/C(=0)0)[C

486 | @@H](C)CC[C@Q@H]20 -10.2720

487 | C[C@H]1CCCC(=0)CCC/C=C/C2=CC(0)=CC(0)=C2C(=0)01 -10.4497

488 | CCCCCCCCCCCCCCCIC@@H](0)[C@@H]IN)CO -10.2441

489 | O=CINC(=0)C2=C(N1)NC(=0)N2 -9.2500

490 | COC1=CC=C2C(=C1)C(CC(=0)0)=C(C)N2C(=0)C1=CC=C(CHC=C1 -9.6076

491 | CC[C@H](C)/C=C(C)/C=C/C(=0)CC1=CC(0)=C(C)C(0)=C1C=0 -10.6087

492 | CCCCIC@H](0)[C@@H]1CC(OC)=CC(=0)01 -10.1958

493 | CCC1=NC=CN=CIC(C)=0 -9.3612

494 | COCI=CC(0)=C(C(C)=0)C(CC(=0)0)=C1 -10.5157

495 | COC1=CC(0)=CC2=C1C(=0)C(C1=CC=C(0)C=C1)=CO2 -10.0979
C[C@@H](0)[C@@]12SS[C@]3(C(=O)N1O)[C@@H](0O)[C@]1([C@@]45C6=C
C=CC=C6N[C@@H]4NAC(=0)[C@]6([C@@H](C)0)SS[C@]4(C(=0)N6C)[C@H

496 | 150)C4=CC=CC=CAN[C@@H]IN3C2=0 -8.7999
CCCCCCC(C)[C@@H]1CC(=0)NCC(=0)N[C@@H](C(C)C)C(=0)N[C@H](CC(

497 | OO)C(=0)N[C@@H](C)C(=OIN[C@@H](CC2=CC=CC=C2)C(=0)01 -10.6872

498 | COC1=CC=C2NC=C(C(=0)C(=0)N3CCCCC3)C2=C1 -10.3529

499 | CCCCCCCCCCCCCCCCCCOC(=0)CCC1=CC(C(C)(C)C)=C(0)C(C(C)(C)C)=C1 -9.8536
COC(=0)[C@]1(CC2=CC=C(0)C(CC=C(C)C)=C2)OC(=0)C(0)=C1C1=CC=C(O)

500 | c=Cl -9.5766
C=CIC[C@]23C[C@@]1(0)CC[C@H2[C@@]12C=C[C@H](0)[C@@](C)(C(=

501 | 0)OD[C@HR[C@@H]3C(=0)0 2109119

502 | COC1=CC(CO)=CC2=C1C(=0)C1=C(0)C=C(0)C=C1C2=0 -10.1997

503 | 0=CINC2=CC=CC=C2C(C2=CC=CC(0)=C2)=C10 -8.5506

504 | CC1=C(0)C(C(=0)0)=C(0)C2=C1[C@H](C)[C@@H](C)OC2=0 -10.4386
C[C@H]1CC=C[C@H]2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3[C@H](CC4=

505 | CC=CC=C4)NC(=0)[C@]320C(=0)0C=C[C@@](C)(0)C1=0 -8.6981
C[C@@H]1CC[C@H]2C(C)(O)[C@H](O)[C@H](O)C[C@]2(O)[C@@]12CC1=C(

506 | 0)C=C3C(=0)NCC3=C102 -11.3881

507 | CC1=CC2=C(C)C=C(0)C=C2C(=0)01 -10.5205

508 | CCCCCCCCCCCCCC(=0)0C -9.9482

509 | CCCCC1=CC=C(C(=0)O)N=C1 -9.0860
CC1=CC[C@]2(C)C(=0)C(0)=C([C@H](C)CO)[C@H]2C/C=C(\C)[C@@H](0)C

510 | C/C(C)=C/CCl -10.3763




CC(C)[C@H]10C(=0)[C@H](CC2=CC=CC=C2)N(C)C(=0)[C@@H](C(C)C)OC(
—0)[C@H](CC2=CC=CC=C2)N(C)C(=0)[C@@H](C(C)C)OC(=0)[C@H](CC2=C

511 | C=CC=C2)NC1=0 -8.8315
512 | CNC(=0)0C1=CC=CC2=C10C(C)(C)C2 -9.8766
513 | C=C1CC[C@H]2C(=C)CC[C@H]3C(=C)C(=0)0[C@@H]3[C@@H]12 -9.9151
514 | COC1=CC(0)=C(C(=0)C2=C(C)C=C(0)C=C20C)C(0)=C1Cl -10.6595
515 | COC(=0)C1=CC(OC)=CC(0)=C1C(=0)C1=C(0)C=C(C)C=C10 -10.7235
516 | COC(=0)C1=CC(0)=CC(OC)=C1C(=0)C1=C(0)C=C(C)C=C10 -10.7397
517 | C#CCCCCCCCCC(=0)0 -9.2474
518 | CC1=CC2=NC3=C(N=C2C=C1C)C(=0)NC(=O)N3 -10.0774
519 | CCCCCCIC@H](O)[C@@H]1CCC2=C(O)[C@H](0)CCC2=0 -10.7898
520 | CCCCCCCCCCCCC/C=C/[C@@H](0O)C@Q@H](N)CO -10.4315
521 | COC1=CC(0)=C(C(=0)C2=C(C)C=C(0)C=C20C)C(0)=C1 -10.5459
CC[C@H]10[C@@H]20[C@H](/C=C/C=C/C=C/C3=C(C)C(OC)=CC(=0)03)[C
522 | @H(O)[C@(C)[C@@]1(C)O -9.9885
523 | COC(=0)C1=CC(0)=CC(OC)=C10C1=CC(C)=CC(0)=C1C(=0)0 -10.9339
0=C1C[C@H](0)[C@@H]2C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@@]2(
524 | 0)CCC3=0 -10.6330
525 | CCCCCCCCCCCCCCCC(=0)0C(CO)CO -10.2763
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=C
526 | C(CC=C(C)C)=C2N1 -8.8432
527 | CC(=0)NC1=C(C)N(C)N(C2=CC=CC=C2)C1=0 -9.3311
528 | CCCCCCCCCCCCCCCC(=0)0C -10.0684
529 | COCI=CC(C2=CC=C(0)C=C2)=C(OC)C(0)=C1C1=CC=C(0)C=C1 -9.7327
530 | COC(=0)C1=CC(0)=CC(OC)=C10C1=C(CHC(C)=C(C1)C(0)=C1C(=0)0C -10.5641
531 | C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC=CC=C2N1 -9.5160
532 | COC(=0)C1=CC(0)=CC(OC)=C1C(=0)C1=C(0)C=C(C)C=C10C -11.0215
533 | CCOC(=0)CC1=CC(0)=CC(0)=C1C(C)=0 -10.5632
CC1(C)C=CC2=C(C=CC3=C2N=C2C(C)(CO)[C@@H]4C[C@]56CCCN5C(=0)[C
534 | @@]4(C[C@]230)NC6=0)01 -10.5550
C=C1C[C@]23C[C@H]1CC[C@H]2[C@]1(C)CCC[C@@](C)(C(=0)0)[C@H]1[C
535 | @@H]3C(=0)0 -10.9101
536 | C[C@H]1CCC/C=C\C(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.7310




537 | CCCCC(CC)COC(=0)CCCCCCCCC(=0)0CC(CC)CCCC -10.2121
538 | CCCCCCCCI=C(0)C(=0)C2=CC=CC=C2N]1 -9.3314
539 | CC(=0)0CC=C(C)CCC=C(C)CCC=C(C)C -9.8569
540 | COC1=CC(0)=C2C(=0)C3=C(C)C=C(0)C=C30C2=C] -10.8347
541 | CCCCOC(=0)C1=CC=CC=C1C(=0)0 -10.5038
542 | CCCCCCCCCCCCCCCCCC(=0)0CC -9.9637
543 | COC(=0)C1=CC(0)=CC(OC)=C10C1=CC(C)=CC(0)=C1C(=0)OC -10.8869
COC1=CC=C2C3=C4[C@H](CC(C)(C)OO[C@H](C=C(C)C)N4C2=C1)N1C(=0)[
544 | C@@H]2CCCN2C(=0)[C@]1(0)[C@H]30CC=C(C)C -9.9576
545 | CCC[C@@H](0)[C@H](0O)[C@@H]1CC(OC)=CC(=0)01 -10.2903
546 | CC1=NCCC2=CINC1=CC(0)=CC=C21 9.6177
547 | COC(=0)CCCCCCCCCCCCC(C)C -10.0802
548 | C=C(O)[C@@H]1CC[C@H](C)C2=C(CH[C@@H](C)CC2 -9.5502
549 | CC=CCCCCCCCCCCC -8.7197
550 | cc=cceeecece -8.4332
551 | cceceeecece=cc=0 -8.7282
552 | CCC=CCCCCCCCC(=0)0C -9.5534
553 | CC=C(C=0)C=CC=C(C)C -8.7869
554 | COC1=CC(C)=C2C(0C)=CC(=0)0C2=C1 -10.4928
555 | CC1=CC=C(C)C(C=0)=Cl -8.9310
CC(=0)O[C@H]IC[C@]2(0)[C@@H]3CC[C@@H]4C[C@@H](O)CC[C@]4(O)]

556 | C@H]3CC[C@]2(C)[C@H]1C1=COC(=0)C=C]1 -11.2689
557 | 0=CC1=CC=C(C0)O1 -9.4035

558 | CCCCCCCC(=0)0C -9.2554
559 | Cc=CCCCCCCC=CCCCCecee=0 -10.1010
560 | COC1=CC(0)=C2C(=0)C(=C3C=C(C)C(=0)03)COC2=C] -10.6459
561 | CC(C)=CCI[C@@H](0)C1=CC(=0)C2=C(0)C=CC(0)=C2C1=0 -10.8199
562 | COC1=CC(0)=CC2=C1C(=0)0[C@H](C)CCCCCCC2 -10.7926
563 | C=C(O)[C@@H]1CC[C@@H](C)[C@]12CC=C(C)CC2 -9.4447
564 | CCCCCCCCCCCCCCCCCCCC=0 -9.5239
565 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCe -8.7734
566 | C[C@@H]1C(=0)0[C@H](C)[C@H]1CO -9.8701

567 | CCCCCCCCCCCCC(=0)0C -9.6547
568 | 0=C1C(0)=C(C2=CC=C(0)C=C2)C(=0)C(0)=C1C1=CC=C(0)C=C1 -9.4039
569 | CC1=CCC[C@@]2(C)CC[C@@H]3C[C@]120C3(C)C -9.9748
570 | CC1(C)CCCC2(C)CIC(=0)C1(C)OC12 -10.2017




CC[C@@H](CC[C@@H](C)[C@H]1 CC[C@H]2[C@@H]3CC=CAC[C@@H](O)

571 | CCIC@]A(O)[C@H]3CCIC@]12C)C(C)C -10.2056
572 | CCCCCCC=CCeCeeece -9.1013
573 | 0=C1C=COC=CI -8.9690
574 | cCCCCCeCeClccl -8.3089
575 | COC1=CC(=0)C2=C(0)C(C)=C(CC(C)=0)C(0)=C2C1=0 -10.7541
576 | CCCCCCCCCCCCCCCo -9.4819
577 | CCCCCCCCC(C)=0 -8.9212
578 | cCcCcee=ce=0 -8.3711
579 | CCCCCCCCCCCC(C)CCC -9.0784
COC1=CC=C2C=C10C1=C(0)C=CC(=C1)[C@H](0)[C@]13SSC4(C(=0)N1C)[C
580 | @H](0)C1=COC=C[C@H](0C2=0)[C@H]IN4C3=0 -9.3362
581 | CCCC=CCCC(=0)0C -9.4841
582 | CCCCCCCC=CCCCCCCCCC(=0)0C -10.1926
583 | 0=CC=CC1=CC=CC=C]1 -8.1341
584 | CC(=0)0CC=CC1=CC=CC=Cl -8.4633
585 | CCC=CCCCCCCCCCCCCCCCC -9.1955
C[SiJLO)O[SIJ(CHO)O[SIJ(CHO)O[SI(CHO)O[SI(CHO)O[SIJ(CHCO)O[SIJ(CH(C)O
586 | [Si](C)(C)O1 -8.6838
587 | C=CC(C)=CCC=C(C)CCC=C(C)C=0 -8.8696
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=C(CC[C@]120)[C@
588 | @]1(C)CC[C@H](0)C[C@@]120[C@H]2[C@H]30 _11.2556
C=C[C@](O)(O)CC[C@@H]1[C@@]2(C)CCCC(C)(C)[C@@H]2CC[C@@]1(C)
580 |0 -10.8568
590 | COC1=CC(0)=C2C(=0)0C(C)=CC2=Cl1 -10.5395
591 | CCCCCCCCCCCCCCC(=0)0C -10.1223
592 | CC(C)COC(=0)C1=CC=CC=Cl -9.9100
593 | ccccoc(=0)cce -8.8948
594 | CCC1=CC=CC(C(C)=0)=Cl -8.3201
595 | cccco -8.3808
596 | CCCC(=0)0CCC(C)C -9.2370
597 | CCCCCCCCCCCCCCCCC(=0)0 -10.0533
598 | CcCCCO[C@@H]10[C@H](CO)C@@H](O)C@H](O)[C@H]10 -10.2324
599 | C=C[C@]1(C)CC[C@@H](C(=C)C)C[C@H]1C(=C)C -9.2036
600 | CCOC(=0)C(C)C -9.3102
601 | C=CC/C(=N/0)S[C@@H]10[C@H](CO)[C@@H](0)[C@H](0)[C@H]10 -10.2830
602 | C=C1C[C@@]23CC[C@H]4C(C)(C)CCCI[C@]4(C)[C@H]2CC[C@@H]1C3 -9.5470
603 | C=C(CCC=C(C)C)[C@@H]1CC=C(C)CC1 -9.0899
604 | OCCC1=CC=CC=C10 -9.2393




CC(=0)0C[C@@]120C3=CC=C(C4=CC=C50[C@]6(COC(C)=0)C(=C(0)C[C@
H](O)[C@@H]60C(C)=0)C(=0)C5=C40)C(0)=C3C(=0)C1=C(0)C[C@H](C)[C

605 | @@H]20C(C)=0 -9.1415
606 | CC1=C[C@@H]2[C@H](CC1)C(C)=CC[C@@H]2C(C)C -9.4519
607 | CO[C@@H]10C(=0)C2=CC(0)=C(C)C(0)=C21 -10.5357
608 | CCCCCC(=0)0CC(C)C -9.4621
609 | CCCCCCCCCCCCCCCCCCCCCe -8.9397
610 | CCl=CC=C2C(=C[C@@H](C(C)C)CC[C@@H]2C -9.1069
611 | c=cccceceeec -8.4228
C=CIC[C@I23C[C@@]1(0)CC[C@H[C@]1(C)CCCIC@@](C)(C(=0)0)[C@H
612 | JI[C@@H]3C(=0)0 -10.7588
C=C1CC[C@Q@HI2[C@](C)(CO)[C@H](0)CC[C@@]2(C)[C@@H]1CCC1=CCO
613 | C1=0 -10.9805
614 | CC(O)[C@H]1C=C[C@@](C)(0)CC]1 -9.8372
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C)C(=0)[C@](C)(OC(C)=0)C(=0)C2=C
615 | ol -9.3695
616 | ccceceeeccce -8.2852
617 | C=C(C)C1=CC=C(C)CC]1 -8.8750
618 | 0=C1CCCCCCCCCCCCCCol -9.6770
C=CC(C)(C)[C@@]12NC3=C(C=CC4=C3C=CC(C)(C)04)[C@]1(O)C[C@H]1C(=
619 | O)N3CCC[C@H]3C(=0)N12 -9.5482
620 | NC(=0)C1=CC=C(0)C=Cl -9.4881
621 | CC1=CC2=C(C(C)C)CC[C@H](C)C2CC1 -9.6364
622 | CCCCCCCCCCCC(C)=0 -9.1648
623 | C[C@@H]1CC2=CC=CC(0)=C2C(=0)01 -9.8177
624 | CC/C=C\C[C@H]1C(=0)CC[C@@H]1CC(=0)0C -10.0037
0=C1C=C(C2=CC=C(0)C(0)=C2)0C2=C([C@@H]30[C@H](CO)[C@@H](O)[
625 | C@H](0)[C@H]30)C(0)=CC(0)=C12 -10.8376
626 | C[C@H]1CC[C@HR2[C@@H](C=C[C@@](C)(0)[C@]2(C)C(=0)CCO)C1 -11.1213
627 | CCCCCCCCCCC(O)C -8.6070
C=C1C[C@]23C[C@H]1CC[C@H]2[C@@]12CC[C@H](O)[C@@](C)(C(=0)O1)
628 | [C@H2[C@@H]3C(=0)0 -11.3095
629 | C=C1CCC[C@@]2(C)CC[C@@H]3C[C@]120C3(C)C -10.0338
630 | CC1=CC2=C(CO1)C(=0)C1=CC(0)=C(0)C=C102 -10.8098
631 | COC1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(0)C=C1C2=0 -10.0961
632 | CC1=C(C)N=C(C)C(C)=Nl1 -9.2268
C=C(CC[C@H](C)[C@@H]1CC[C@]2(C)C3=C(CC[C@@]12C)[C@@]1(C)CC[C
633 | @H](0)C(C)(O)[C@Q@H]1CC3)C(C)C -10.2742
CC(C)[C@H](C)CC[C@@H](C)[C@H]1CC[C@H]2[C@@H]3CC=C4C[C@@H](
634 | 0)CC[C@]4(C)[C@H]3CC[C@]12C -10.0454
635 | 0=CI1C[C@@H](0)[C@@H](0)C2=CC(0)=CC(0)=C12 -10.3686
636 | C=C1C[C@@]23CC[C@@H]1C(C)(CO)[C@Q@H]2CC[C@H]3C -9.5890




637 | CC1=CC=CC(C(C)C)=C1 -8.3728
COC1=CC(C20C[C@@H]3[C@@H](C4=CC=C(0)C(OC)=C4)OC[C@H]23)=CC
638 | =Cl0 -9.9756
639 | cceceeecece -8.2829
640 | C=CCCCCCCCCC(=0)0C -9.3841
CC[C@H](/C=C/[C@@H](C)[C@H]1CC[C@H2[C@@H]3CC=C4C[C@@H](O
641 | C(C)=0)CC[C@]4(C)[C@H]3CC[C@]12C)C(C)C -9.7855
642 | 0=C(0)CCl -8.7547
643 | CCC(0)C(C)O -9.8302
644 | CS(C)(=0)=0 -9.4410
645 | csccc=0 -8.0568
646 | CC1=CC[C@H](C(C)C)CC1=0 -9.1837
647 | 0=C(C=NO)C1=CC=C(0)C=Cl -9.4741
CC[C@H](CC[C@@H](C)[C@H]1 CC[C@H]2[C@@H]3CC=C4C[C@@H](OC(C
648 | )=0)CCIC@]4(C)[C@H]3CC[C@]12C)C(C)C -9.7605
649 | CCCCCC=CCC=CCCCCCCCC(=0)Cl -9.7849
650 | CC1=C2C3=C(C)CCCC3C2CCCl -9.6029
651 | cceeceecec=0 -8.6580
652 | C=CCCCCcecceceeeece -9.1489
COC1=CC(0)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(0C)C=C4C=C50C(C)=C
653 | C(=0)C5=C(0)C4=C30C)C2=C1 -9.7084
654 | csccco -8.4092
655 | CC=C(C)C=CC=C(C)C -8.6091
656 | ccccee=ce=cc=0 -8.5199
657 | C[C@@H]1CCCCCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.5278
658 | CCC(=0)C1=CC=C(0C)C(OC)=C1 -10.0083
659 | CO[C@H]10[C@H](C)CC2=CC=C3C(=0)C(=C(C)C)0C3=C21 -10.2721
660 | C[C@@]1(C(=0)0)CSC(C2=NC=CC=C20)=N1 -8.9798
661 | COC1=CC(0)=CC2=C1C(=0)0[C@@H](C)C[C@H](0)CCCCC2 -11.0402
662 | CC1=CC=C([C@]2(C)CCCC2(C)C)C=C1 -9.1239
663 | CC=C(C)C(=0)0 -9.5189
664 | CCCCCCCCCCCCCCCCCeee -8.7836
C/C=C/C1=CC2=C(CO1)C(=0)[C@]1(C)OC(=0)[C@H](C(=0)CCCCC)[C@H]1C
665 |2 -10.1481
666 | CCCCCCCCC=CCCCCCCCCCC(=0)0C -10.1822
667 | CC(C)C(=0)C1C(=0)C(C)(C)C(=0)C(C)(C)C1=0 -10.4662
668 | cCcccecece=cc=0 -8.6404
669 | CCC=CCCOC(=0)C1=CC=CC=C] -9.1312
670 | cCCCCe(=0)0C -8.8808
671 | C[C@@H](0)[C@@H](C)O -9.7419




672 | CCCCl=CC=CC=CI -8.2388
673 | CC(C)CCCC(C)CCCC(C)CCO -9.6679
674 | CC(=0)0C1=CC=CC=C1C(=0)0 -9.6439
675 | CCC1=CC=C(CC)C=C1 -8.1796
676 | CCCCCCCCCCC(=0)0 -9.1559
677 | C1=CC=C2CCCC2=C] -7.9858
678 | C1=CC=C2C(=C1)0OC1=CC=CC=CI2 -8.4773
679 | COC1=CC(0)=CC=CINC(C)=0 -9.6612
680 | CC(=0)CC1=CC(=0)C2=C(C)C=C(0)C=C201 -10.4404
681 | C[C@H]10C(=0)C2=C(0)C=CC=C2[C@@H]10 -9.9453
682 | CC=C(C)CCC=C(C)C -8.8386
683 | CC1=CC[C@H](CC=0)C1(C)C -8.9208
684 | COC1=C(C=CC(C)(C)OC)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C102 -9.8000
685 | COC(=0)CCCCCCCCCCCCCC(C)C -10.0235
686 | COC(=0)C=C(C)CCC=C(C)C -9.8898
687 | C[C@H]1CCC=C2CCC3C(C3(C)O)[C@@]21C -9.6244
688 | CCCCCCC=CCCCCCCCC=0 -9.7490
689 | C=C(O)[C@H]1CC(=0)[C@@]2(C)O[C@H]2C]1 -9.4433
690 | cccceecccec=0 -8.5843
691 | ccceE=0)oce -8.8172
692 | C1=CC=C2C(=C1)CC1=CC=CC=C12 -8.5072
693 | CCCCCCCCCCCececco -9.6619
694 | CC(C)=C1CC[C@@H](C)CC1=0 -9.1460
695 | COC(=0)CC1=CC=C(0)C=Cl -9.9675
696 | c#Cccccceece -8.3782
697 | C[C@@]1(0)CCOC(=0)Cl1 -9.7826
698 | CCCC(=0)C1=C(0)C=CC=C10 -9.8627
699 | C=C(O)[C@@H]1CCC(=C)[C@@H](0)C!1 -9.6102
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CC=CAC[C@@H](0)CC[C@]4
700 | (O)C3CC[C@@]21C -10.0756
701 | C=CC1=CC=CC=CIC -8.3482
702 | CCCCCCOC(=0)CC(C)C -9.6802
703 | CC(=0)CC(C)C -8.6204
704 | CC1=CC(=0)C2=C(0)C(C)=C(0)C=C201 -10.5669
705 | C/C1=C/CC/C(C)=C/[C@H2[C@@H](CC1)C2(C)C -9.3573
0=C1C(0)=C(C2=CC=C(0)C(0)=C2)0C2=C(O[C@@H]30[C@H](CO)[C@@H]
706 | (O)[C@H](O)[C@H]30)C(O)=CC(0)=C12 -10.4812
707 | CC(=0)CCCIC@@H]1CC2=CC=CC(0)=C2C(=0)01 -10.2577
708 | CC1=CC=CC2=C1C=CC1=CC(C(C)C)=CC=C12 -8.9278
709 | 0=C1C=C(0)C2=CC=CC=C201 -9.6597
710 | C=C(C)C1CC=C2CCC[C@H](C)[C@@]2(C)C1 -9.2697
711 | c=CcCCO -8.1626




712 | CCC1=CC=CC(C)=Cl -8.3545
713 | C=C[C@@]1(C)CC[C@H](C(=C)C)C[C@@H]1C(=C)C -9.1917
714 | COC1=CC=C(C(C)=0)C=C10C -9.9542
715 | CCCCCCCCCCCCCCCCI -9.0242
716 | CCCCCCCCCCCCCC(CC(CC)CC)CC(CO)CC -8.9150
717 | C[C@@H]1CC2=C(0)C=CC(0)=C2C(=0)01 -10.2682
718 | C=C[C@@]1(C)C[C@H]20C(=0)[C@H](C)[C@H]2C[C@@H]1C(=C)C -9.9862
CC[C@@H](0)C[C@@H]1CC[C@@H](O)[C@@H](C)C(=0)O[C@@H](C)C[C
719 | @H]2CC[C@H](02)[C@H](C)C(=0)01 -11.0120
720 | CCCCOCCOCCO -9.1560
721 | COC(=0)C1=CC=C(0)C2=C1C[C@@H](C)0C2=0 -10.8160
722 | CC1=CC=CC2=CC=CC=C12 -8.4368
723 | CC(=0)C1=C(0)C=C(0)C=C1CC(=0)0 -10.3998
724 | CC(=0)C1=C(0)C=CC=C10 -10.0777
725 | CC1=C(C(=0)0)C(0)=CC2=C1C(=0)C1=C(0)C=C(0)C=C1C2=0 -10.1520
726 | COC1=CC=CC2=CC=CC(OC)=C12 -9.5014
727 | C[C@@H]1C(=0)0C[C@H2[C@@H]1CC[C@@H]2C -9.8881
728 | C=C1CC[C@@H]2[C@](C)(CCC[C@]2(C)C(=0)0)[C@H]1CC(=0)O -11.0395
729 | CCCCCCCCCCCCCCCCCCCCCCCCCCCC -8.9574
730 | CCCCCCCCCCCCCC=0 -9.1170
731 | C=C1C=CC2=CC=CC=CI2 -8.4951
732 | C=C(O)[C@@H]1CC[C@@H](C)[C@@]12CC=C(C)CC2 -9.4653
C=C[C@]1(C)C=C2C(=0)[C@@]3(0)OC(=0)[C@@]4(CCCC(C)(C)[C@H]34)[C
733 | @@]2(0)CC1 -10.7974
734 | COC(=0)C1=CC=C(OC)C=C]l -9.8688
735 | COC1=CC(C2=CC=C(0)C=C2)=C(OC)C(0)=C1C1=CC=C(0)C(0)=Cl -9.7523
CC1=C(0)C(0)=C20[C@@H]30[C@@H](C(=0)C4=C(C)C(0)=C(0)C(O)=C43)
736 | C2=C1C=0 -10.9242
737 | CCCCCCCCCCCCCCCee -8.9858
738 | COC1=CC2=C(C(0)=C1C)C(=0)C=C(C)02 -11.0573
739 | CC(C)COC(=0)C1=CC=CC=C1C(=0)0CC(C)C -10.3712
740 | CC1=C(0)C(0)=C(0)C2=C1COC2 -10.2626
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@]3(C)OC(=0)C(C(C)=0)=C
741 | 3C2=CO1 -9.1522
742 | COC(=0)CCC(=0)0 -9.6768
743 | C=C[C@]1(C)C=C2C(=0)C[C@H]3C(C)(C)CCC[C@]3(C(=0)0)[C@@]2(0)CC1 | -10.8181
744 | C[C@@H]1CCCC2=CC(=0)[C@@H]3[C@@H](C3(C)C)[C@]21C -10.0583




745 | COC1=CC(C2=CC=CC=C2)=C(0C)C(0)=C1C1=CC=C(0)C(0)=C1 -9.5186
746 | COC1=CC(C2=CC=CC=C2)=C(OC)C(0)=C1C1=CC=C(0)C=C1 -9.4023
747 | 0=C1C=CC2(0C3=CC=CC4=CC=CC(=C34)02)C2=CC=CC(0)=C12 -8.9446
748 | C=CC(=C)CC[C@H]1C(=C)CC[C@H]2C(C)(C)CCC[C@]12C -9.4533
749 | COC(=0)C1=C(0)C=CC2=C1C(=0)C1=C(0)C=CC=C102 -10.5268
750 | CCCCCCCCCCCOC(C)=0 -9.4470
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2[C@@H]3CC=CAC[C@
751 | @H](0)CC[C@]4(C)[C@H]3CC[C@]12C -10.0497
752 | 0=C(0)CCCCCCCCCCCC[C@H]1C=CCCL -10.0680
753 | C[C@@H]1C[C@H](0)CCCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.7481
754 | COCC1=C(OC)C=C20C(C)=CC(=0)C2=C10 -10.6540
755 | 0=C1CCC2=CC=CC=C201 -9.0517
756 | CCCCCCCCCCCCCCCCCCCl -8.9980
757 | 0=C1C=C(CO)OC=C10 -9.6463
758 | CC(=0)C1=CC=CO1 -9.2795
759 | ccceceececeeceeece -8.9155
760 | CCCCCCCC=CC=0 -8.6628
CC[C@H](/C=C/[C@@H](C)[C@H]1CC[C@H2[C@@H]3CC=CAC[C@@H](O)
761 | CCIC@]4(O)[C@H]3CCIC@]12C)C(C)C -10.2381
762 | COC1=C(0OC)C(OC)=C2C(=C10C)C(=0)C1=CC=CC=CIN2C -9.6295
763 | CC1=C2C[C@H](C(C)(C)0)CC[C@@]2(C)CCC1=0 -10.9280
764 | COC1=CC=C(0)C=C10C -9.9752
765 | C=C(O)[C@@H]1CC=C(C)CC1 -8.5853
766 | CCCCCCCCCCC(C)=0 -8.9490
767 | CCCCCCCCCCCo -8.7751
768 | CC1=CC=C(C)C=C] -8.4474
769 | C1=CC=C2C=CC=CC2=Cl -8.2876
770 | CCCCCC(C)=0 -8.6279
771 | ccececee=0)0 -8.9384
772 | CC(C)C(=0)0 -9.4921
C=C1CC[C@@H]2[C@](C)(CO)[C@H](0)CC[C@@]2(C)[C@@H]1C/C=C1/C(=
773 | 0)0C[C@H]10 _11.1131
774 | ccccececececeeceece -8.5755
775 | CCCCCCCCC(=0)0 -9.2454
776 | ccceceecce -8.3113
777 | CCC=CCC1=C(C)CCC1=0 -9.1612
778 | N[C@@H](CC1=CC=C(0)C(0)=C1)C(=0)O -9.8232




779 | C=CCl=CC=CC=C] -7.8931
780 | C=CCCCCCCCCCCCCOC(C)=0 -10.0539
781 | C1CCCCCCCCCCCl -8.2648
782 | CCC(=0)0CCC1=CC=CC=C] -9.0219
783 | COC1=CC=CC=C1 -9.0750
784 | CCCCCCCC(O)C -8.2882
785 | CC=C(C)C=0 -8.8079
786 | CCCCCOC(=0)CCCC -9.2430
CC[C@H](CC[C@@H](C)[C@H]1CC[C@H2[C@@H]3CC=C4C[C@@H](OC(=
787 | 0)/C=C/C5=CC=C(0)C(OC)=C5)CC[C@]4(C)[C@H]3CC[C@]12C)C(C)C -10.2201
788 | CCCCCCCCCC=CC(=0)0 -9.4018
789 | cccce=cc=0 -8.5176
790 | 0=CC1=CC=C(CO)N1 -8.9864
CC(C)(C)C1=CC=C(OP(=0)(0OC2=CC=C(C(C)(C)C)C=C2C(C)(C)C)OC2=CC=C(
791 | C(C)(C)C)C=C2C(C)(C)C)C(C(C)(C)C)=C1 -8.6363
792 | CCC1=CC(C)=C(C)C=C10 -9.1408
793 | C=C1C=C[C@@H]([C@@H](C)CCC=C(C)C)CC]1 -9.1524
794 | CCCCCCCC1=CC=CO1 -8.9382
795 | CCCCC=CCCCCCCCCCCCC=0 -9.7398
796 | CCCCC(C)CCC(C)CCC -8.8651
797 | CCCCCCCCCCCCCCCC(C)C -9.0417
798 | CCCCCCCCC=CCCCCCCCC(=0)0C(COYCO -10.3297
799 | CCCCCCCCCCCCCCCCCCCo -9.5187
800 | CCCCCCCCCCCC=CCCCCC(=0)0C -10.1381
801 | CCCCOC(C)=0 -8.9768
802 | C=CC(=0)0 -8.9143
803 | CCCCCCCCC=CCCCCCCCCCCCee -9.1003
804 | CC=CCCCCCCCCCCCCCC=0 -9.7727
805 | cceee(cycocc -8.7013
806 | CC1=CC2=CC=C3C(=0)C(=C(C)C)OC3=C2CO1 -9.8447
807 | COC1=CC(C=CC(=0)COC(=0)C=CC2=CC=C(0)C(OC)=C2)=CC=C10 -9.5657
808 | CCCCCCCCCOos(=0)0C(C)C -10.3148
809 | CC1C20C2C23CCIC(C)(C)C2CCCIC -9.9853
810 | CC(C)=CC1=CC(=0)C(0)=C(CHC(=O)N1 -9.5389
CC(C)(0)[C@@H]1CC[C@]2(C)[C@H](CC[C@@]3(C)[C@H]2CC[C@H]2CC4=
811 | C(NC5=CC=CC=C45)[C@@]23C)O1 -10.7204
812 | 0=C(C=CC1=CC=CC=C1)0CCCI=CC=CC=C] -8.8825
813 | CCl=C[C@@H]2[C@@H](CCHC@](C)(O)CC[C@H]2C(C)C -10.2019
814 | CC1=CC2C(=CC[C@@H](C)CC[C@@H]2C(C)C -9.4233
815 | COC1=CC(0)=C2C(=0)0[C@@H](C)CCCCCCCC2=C1 -10.7115




816 | 0=C(CO)[C@@H](0)[C@H](0)[C@H](O)[C@H](0)CO -9.9109
817 | CC1=CCIC@]2(C)CCCCC)O)C@@]23C[C@@H]13 -10.0132
818 | CC1=C[C@H](0)[C@@H](C(C)C)CCI -9.6718
819 | CCCCOC(=0)C1=CC=CC=C1C(=0)OCC(CC)CCCC -10.4915
820 | CC(=0)CC1=CC=CC=C1 -8.1171
821 | C[C@H](0)CCC[C@@H]1CC2=CC=CC(0)=C2C(=0)01 -10.3412
822 | CC1=CC=C(0)C(0)=Cl -9.5429
823 | CC(C=0)=CC1=CC=CO1 -8.6804
824 | c=cccecccccc -8.3991
825 | CC1=CC[C@@]2(C)CC[C@H](C(C)O)C@@]2(0)CC1 -10.0642
826 | CC1CCC230C2(C)CCC2C(C13)C2(C)C -10.0486
827 | C=C(O)[C@@H]1CCIC@](C)(0)[C@H]2CC[C@](C)(O)C@H]2C1 -10.4162
828 | CC1(C)C2=CCCC(C)(O)[C@]23CC[C@H]1C3 -9.7513
829 | C[C@@H]1CC[C@@HR[C@@H]1[C@H][C@@H](CC[C@@]2(C)0)C1(C)C -10.2027
830 | CC(=0)C1=CC(0)=CC=C10 -10.2901
831 | CC(=0)C=C(C)C -8.9472
832 | c=ccceccccccce -8.5236
833 | CCl1=CC=CC(C)=CIC -8.7367
CC(C)(0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(0)CO[C@
834 | HJ3CI1 -11.2807
835 | 0=C10C(CO)=CC2=CC(0)=CC(0)=C12 -10.0241
836 | CC1=CC(0)=C(C)C2=C10C1=C(CO)C(0)=CC(C)=C1C(=0)02 -10.4778
CCCCCCCC/C=C\CCCCCCCC(=0)0C1CC[C@@]2(C)C(=CC[C@H3[C@@H]4
837 | CCIC@H]([C@H](C)CC[C@@H](CC)C(C)O)[C@@]4(C)CC[C@@H]32)C1 -9.7779
838 | CCCCCCCCCCCCeeeee(=0)0CC -9.8842
839 | COC1=CC(C2=CC=C(0)C(0)=C2)=C(OC)C(0)=C1C1=CC=C(0)C(0)=Cl -10.0390
840 | CC(0)=CCC[C@@H](O)[C@@]12CC=C(C)[C@@H]1C2 -9.3319
CCO)O)[C@@H]1CC[C@](CN[C@H]2[C@@H](O)C[C@@]3(C)[C@@H]4C[C
@H](O[C@@H]50[C@H](CO)[C@@H](0)[C@H](O)[C@H]50)[C@H]5C(C)(C)
[C@@H](O[C@@H]60C[C@@H](0)[C@H](0)[C@H]60)CC[C@@]56C[C@@]
841 | 46CC[C@]23C)01 -10.5731
842 | CC1=C[C@H](0)[C@H](C(C)C)CC1 -9.6766
843 | cco -8.1223
CC1=CC[C@@H2[C@]34CC[C@](0)(OC3)C(C)(C)[C@@H]4CC[C@@]2(C)[C
844 | @@]120C1=C(C(=0)0C(C3=CC=CN=C3)=CH[C@@H]20 -9.6630
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=CC(=0)[C@@]4(O)
845 | C[C@@H](0)CCIC@]4(C)[C@@]3(0)CC[C@]12C -11.1435




846 | COC1=C(C)C(C)=C(OC)C(C)=CIC -10.3591
847 | CCCCCCCCCCCCCCCCC(=0)0C -9.9602
848 | CCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCC -10.4770
849 | CC1=CCCIC@@H](C)[C@]12CC[C@@H](C(C)(C)0)C2 -10.5200
850 | CC1(C)C[C@H]2C=C(CO)[C@]3(0)[C@H](0)C[C@]3(C)[C@H]2C]1 -11.4249
851 | 0=CIC[C@H](0)[C@@H](CO)O1 -9.6943
852 | CCOC(=0)CC(C)C -9.0738
853 | C[C@@H]1CC2=C(C(=0)0)C=CC(0)=C2C(=0)01 -10.4920
854 | cccceceec=0 -8.6388
855 | CC1=C(0)C(0)=CC2=C1C1=CC(0)=CC(0)=C1C(=0)02 -10.4980
856 | CCCCCCCCoC(=0)CcCee -9.4455
857 | cCcccececcecceceeceecceccCcCCcCeC(=0)0C -9.9764
858 | ccecececeece)e -8.4473
859 | NCCC[C@H](N)C(=0)O -9.8827
860 | CC1=C2CC[C@@H](C)[C@HR[C@H2[C@@H](CC1=0)C2(C)C -9.9200
CC(O)[C@@H](C)/C=C/[C@@H](O)[C@H]1 CC[C@H]2[C@@]3(0)C=C[C@@)]
861 | 4(0)C[C@@H](0)CC[C@]4(C)[C@H]3CC[C@]12C -11.0460
862 | CC(C)CCOC(=0)CC(C)C -9.6382
863 | CC(C)(C)C1=CC(0)=CC(C(C)(C)C)=C10 -9.9920
CC(C)(O)[C@H]10[C@H]2CC[C@@]3(C)[C@@](0O)(CC[C@H]4CC5=C(NC6=C
864 | C=CC=C56)[C@@]43C)C2=CC1=0 -10.6000
865 | CC(0)CCC(=0)0 -9.2430
866 | 0=C(/C=C/C1=CC=C(0)C(0)=C1)OC1[C@H](O)CC(0)(C(=0)0)C[C@H]10 -10.3236
867 | CC1C=CC2(CC1C(C(C)C)=CC[C@@H]2C -9.5754
868 | COC(=0)C1=CC=CC2=C1C(=0)C1=C(0)C=CC=C102 -10.1893
869 | CC(C)(C)C1=CC=C(0)C(C(C)(C)C)=C1 -9.5418
CC(O[C@@H](C)/C=C/[C@@H](O)[C@H]1CC[C@H]2C3=C[C@@H](O)[C@
870 | @]4(0)C[C@@H](0)CC[C@]A(C)[C@H]3CC[C@]12C -10.8999
871 | COC1=CC(0)=C2C(=0)0C3=C(0)C(OC)=CC(C)=C3C2=C] -10.5732
872 | ccceceeceeceeece -8.5475
873 | CC1=C(C)C=C(C)C(C)=Cl -9.0021
874 | CCC(C)(C)C1=CC=C(0)C=C] -8.9364
CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCC
875 | CCCCCCCCCCCCCCCCCC(=0)0 -9.7249
876 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCo -9.3426
877 | cceeeeccecec -8.4111
878 | COC1=CC=C(C(N)=0)C=C10C -10.2881
879 | c=ccceeccccce -8.3505




880 | CCC1=CC(C)=CC=CIC -8.3723
CC(C)-CCCIC@](C)(O)[C@H]1CCIC@]2(O)[C@@H] [C@H)(0)C[C@@H]1[C
881 | @@]3(C)CC[C@H](0)C(C)(O)[C@@H]3[C@@H](0)C[C@]12C “11.1121
882 | 0=C(0)CCO -9.4882
883 | CC1=CC=C(C)C(C)=C1 -8.7704
884 | 0=CC1=CC=CC=C10 -9.5075
885 | COC1=CC(C)=CC(OC)=Cl -9.4391
886 | cccececececcco -8.9420
887 | C1CCC(C2CCCCC2)CC -8.8577
888 | C=C1CCI[C@@]23C[C@@H]1C(C)C)[C@Q@H]2CC[C@H]3C -9.6151
889 | CC1(C)CC(=0)CC(C)CON1 -9.5622
890 | CC=CCCCCCCCCCCeec=0 -9.7014
891 | C=C(O)[C@H]1CC[C@@](C)(0)[C@H]2CC[C@](C)(O)C@H]2C1 -10.4218
892 | CCCCC=CCCCCCCCCCeee -9.3102
893 | 0=C(0CC1=CC=CC=C1)C1=CC=CC=C] -8.8702
894 | C1=CC=C2SC=NC2=C1 -8.6853
895 | CCCC[C@H](CC)CO -9.1195
C[Si]1(C)O[Si](C)(C)O[SiJ(C)(C)O[SiJ(C)(C)O[Si](CY)(C)O[SiJ(C)(C)O[Si](C)(C)O
896 |1 -9.0273
897 | c=C(O)[C@@H]1CC[C@@H](C)C[C@@H]10 -9.5834
898 | CCCCCCCCCCCCCCCC=CC(=0)0 -10.0760
899 | CCCI=NC=CN=CIC -8.8721
900 | CC=CC(=0)0CC -9.4928
901 | CC=C(C)C(=0)0CC -9.4777
902 | CCCC=CC(=0)0 -9.2424
903 | C=C(CC1CCCCCHN+](=0)[O-] -9.8543
904 | 0=C(0)C1=CC=CC=C1C(=0)0 -10.1597
905 | CCCCCCe=CC(C)=0 -8.9951
906 | CCCCCCCCC=CCCCCCCCCCC -9.1691
907 | C=C1C=C2C(CCHC@@H](C)CC[C@@H]2C(C)C -9.6797
908 | CCCCCCCCCCCCCCCCC(C)C -8.8746
909 | CC(=0)0C1=CC(C)=CC=C1C(C)C -9.1145
910 | C/C=C/C1=CC2=C(C(=0)[C@@H](0)[C@H](C)02)C(=0)O1 -10.8189
911 | CCCCCCC=CCCCCCCC(=0)0C -10.1484
912 | CC1=CC(=0)C2=C(0)C=CC=C201 -9.6746
CISILO)O[SI(CHO)O[SI(CYHO)O[SICHCO)O[SI(CHCO)O[SI(CHCO)O[SIJ(CH(C)O
913 | [Si|(C)(C)O[Si(C)(C)O1 -8.6954
914 | NC(N)=0 -9.1014
915 | CCCC(C)CC(O)C -8.5671
916 | C=C(O)[C@@H]1CCC(C)=C2CC[C@H](C)[C@@H]2C]1 -9.5704




917 | CCCCCC=CCC=CCCCCCCCCCC(=0)0C -10.1963
918 | CC1=CC(0)=C(C(=0)C2=C(0)C=CC=C20)C(C(=0)0)=Cl1 -10.0457
919 | CC1=C(C)C2=CC(=0)C3=C(C(0)=C40C(C)=CC4=C30)[C@@]2(C)CC1=0 -10.6888
920 | C[C@@H]1CC[C@H]2C(C)O)[C@H]3C[C@@]12CC[C@]3(C)O -10.4017
921 | CC(C)COC(=0)CC(C)C -9.2807
CC(C)=CCC[C@](O)O)[C@H]ICC[C@]2(O)[C@@H]1[C@H](O)C[C@@H]1[C
@@]3(O)CC[C@H](O[C@@H]40[C@H](CO)[C@@H](O)[C@H](O)[C@H]40[
C@@H]40[C@H](CO)[C@@H](0O)[C@H](O)[C@H]40)C(C)(O)[C@@H]3CC[C
922 | @]12C -11.4766
923 | 0=C10CCC2=C(CO)C=CC=C12 -10.0172
924 | cceoyce -8.0369
925 | CC(C)(C)C1=CC(C=0)=CC(C(C)(C)C)=C10 -10.0845
926 | CC1=CC=C2C=C(C)C=CC2=C]1 -8.6879
927 | OC1=CC=CC2=CC=CC(0)=C12 -9.3408
928 | C[C@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.2475
929 | 0=C(CC1=CNC2=CC=CC=C12)CC1=CNC2=CC=CC=C12 -8.7424
CC1=CC[C@@H2[C@@]3(C)CCC(=0)C(C)O)[C@@HBCCIC@@I2(C)C@]!
930 | 2CC1=C(C=C(C3=CC=CN=C3)0C1=0)02 -9.1285
931 | OC[C@@H](0)C1=CC=C(0)C=C1 -10.1440
932 | C=C(O)[C@@H]1CC[C@@]2(C)[C@H](O)CC[C@@](C)O)C@@H]2C1 -10.6017
933 | 0=C1CC[C@H](0)C2=CC=CC(0)=C12 -10.3841
934 | C/C=C/[C@@H]10C(=0)C=C[C@@H]10 -9.6143
935 | C=C(CC/C=C(\C)COC@@H]1CC=C(C)CC1 -9.5037
936 | CN1C(=0)CC[C@H]1C1=CC=CN=Cl -8.5439
937 | CCCCCCCCCCCCCCCCCC(=0)0C -9.9897
938 | CCCCCOC(=0)C(C)C -9.2698
939 | CC(C)(C)C1=CC=C(C(C)(C)C)C(0)=C]1 -9.5348
940 | CC1=C[C@@H]2C(=C(C)CC[C@H]2C(C)C)CC1 -9.6143
941 | C[C@H](0)C1=COC(=0)C2=C(0)C=C(0)C(0)=C12 -10.6139
942 | C[C@H]1CC2=CC(0)=CC(0)=C2C(=0)01 -10.1314
943 | COC(=0)CC1=CC=CC=Cl -9.2727
944 | C=C(O)[C@@H]1CCC(C)=C[C@H]1C1=C(0)C=C(CCCCC)C=C10 -10.2448
945 | COC(=0)CCC(=0)0OC -9.4416
946 | COC1=CC(C2=CC=C(0)C(CC=C(C)C)=C2)=C(0C)C(0)=C1C1=CC=C(0)C=C] -9.0913
COC1=CC2=C(C=C10C)C1=C(0C)C=C(C3=CC=C(0)C(CC=C(C)C)=C3)C(OC)=
947 | C102 -9.5119
948 | CC(C)(C)C1=CC=CC(C(C)(C)C)=C10 -9.5020




949 | C=C[C@@]1(C)CC[C@H]2[C@@](O)CC[C@H]3C(C)(C)CCC[C@@]32C)C1 -10.0917
950 | C=C1CC[C@H2[C@@H]([C@@H]3[C@@H]1CC[C@@]3(C)0)C2(C)C -10.2614
951 | CCC1=CC=CC=CIC -8.3404
952 | CCOC(=0)C(C)=0 -9.6354
COC1=CC(O[C@@H]20[C@H](CO)[C@@H](0)[C@H](0)[C@H]20)=CC(0C)
953 | =Cl0 -10.8128
954 | CC1=CC[C@@]2(CC1)C(=C(C)C)CC[C@H]2C -9.7915
955 | CC[C@H](C)CO -8.3563
956 | CC1=C2C[C@H]3CCIC@@H](C)[C@]2(CC1=0)C3(C)C -10.3347
CC1(C)0C2=C(C[C@H]3[C@H]1CC[C@@]3(C)0)C(=0)[C@]1(0)CO[C@H]2C
957 |1 -11.2300
958 | CCCCC(=0)0CCC(C)C -9.4200
959 | C=CCCCCCCCCCeCe -8.7198
960 | C=C(O)[C@H]1CC[C@]2(C)CCC=C(C)C2C]1 -9.2485
961 | CCCCCCCCCCCCCCCCCCCCo -9.3870
962 | C=C1CC[C@@H](C(C)O)[C@@H]2C=C(C)CC[C@H]12 -9.6967
963 | CCCCCCCCCCCCCCCCCCCC(=0)0C -9.9802
964 | CCCCOC(=0)C1=CC=CC=C1C(=0)OCC(C)C -10.4752
C=C(C)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@@H](OC)C[C
965 | @@H]30 -10.9288
966 | CC1=C(0)C2=C(CC(C)(C)C2)C(C)=C1CCO -10.5377
967 | CC1=C(0)C(0)=C(0)C2=C1C(=0)0C2 -10.4729
968 | CC(=0)0C/C=C(\C)CCC[C@H](C)CCC[C@H](C)CCCC(C)C -9.9547
969 | ociceccl -8.4750
970 | CC1=C(0)C(0)=C(0)C(C=0)=C1C=0 -10.5238
971 | CC1=CC=C(C=0)C(C)=Cl -8.9695
972 | COC1=CC(C)=CC=C1C(C)C -9.3260
973 | COCI=C(C2=CC=C(0)C=C2)C=C(OC)C2=C10C1=CC(0)=C(0)C=C12 -10.0827
974 | CC1=CC(0)=C(C(=0)C2=C(0)C=CC=C2C(=0)0)C(0)=C]1 -10.0696
975 | 0OC1=CC(Cl=CC=C10C1=CC=C(C1)C=CICl -9.1294
COC1=CC2=C(C=C10)C1=C(OC)C=C(C3=CC=C(0)C(CC=C(C)C)=C3)C(OC)=C
976 | 102 -9.7053
COC1=CC(C2=CC=C(0)C(CC=C(C)C)=C2)=C(OC)C(0)=C1C1=CC=C(0)C(0)=
977 | c1 -9.1137
978 | COC1=CC(C2=CC=C(0)C=C2)=C(OC)C(0)=C1C1=CC=C(0)C(CC=C(C)C)=Cl -9.1060
979 | CC(C)=CCCIC@](C)(O)C@H]1CC=C(C)CC1 -10.1020
980 | C=CCCCCCCCCCCCCCCCCCCCCCCeCe -9.1381
981 | CC(C)(C)C1=CC=CC(0)=Cl -8.9439
982 | CC(=0)CO -8.7684




983 | CCCC(C)CCCC(C)CC -8.7150
CC(=0)0C[C@@]120C3=C(C4=CC=C(0)C5=C40[C@]4(CO)C(=C(O)C[C@H](
O)[C@@H]40C(C)=0)C5=0)C=CC(0)=C3C(=0)C1=C(0)C[C@H](C)[C@@H]2

984 | OC(C)=0 -9.1007

985 | CCCCIC@H](N)C(=0)O -9.2965
CC(C)=CCC[C@](C)O[C@@H]10[C@H](CO)[C@@H](O)[C@H](O)[C@H]10)
[C@H]1CC[C@]2(O)[C@@H]l [C@H](O)C[C@@H]1 [C@@]3(C)CC[C@H](O[C
@@H]40[C@H](CO)[C@@H](0)[C@HI(O)[C@HI40)C(C)(O)[C@@HBCCIC@

986 | ]12C -11.2455

987 | c=C(C)CCo -8.5558
CC(O)=CCCIC@I(C)O)C@H]I CCIC@R(O[C@@H] [C@H](O)C[C@@H]IC
@@]3(CO)CC[C@H](0O)C(C)(O)[C@@H]3[C@@H](O[C@@H]30[C@H](CO)[C

988 | @@H](O)[C@H](0)[C@H]30)C[C@]12C -11.4339

989 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCC -8.7361

990 | CSSSSC -8.8055

991 | CC(C)CCOC(=0)C(C)C -9.4893

992 | COC(=0)C1=CNC2=CC=CC=C12 -9.4432

993 | C[C@@]12CCC[C@]3(C)C4=CC(=0)0CC4=C[C@@H](OC1=0)[C@@H]23 -10.5255

994 | C=C1CC[C@H](C(C)C)[C@H]2C=C(C)CC[C@H]12 -9.6972

995 | CC1=C(0)C(0)=C(0)C(C=0)=C1C1=CC2=C(C=0)C(C)=C(0)C(0)=C201 -10.6614
CC(C)=CCCIC@]1(C)[C@@H](0)CC[C@@]2(C)[C@H]1 CC[C@H]1CC3=C(NC

996 | 4=CC=CC=C34)[C@@]12C -10.1371

997 | ccececeeee(e)cce -8.5423

998 | CCCC1=CC(=0)C2=C(0)C=C(0)C=C201 -9.9256

999 | C=C1CC[C@H]2[C@@H]([C@H]3C(C)CC[C@H]13)C2(C)C -9.3394

1000 | CCCCCCCCCCC(=0)CCCC=CC(C)CCCC -9.9167

1001 | CC1=C[C@@]23CC[C@@H]1C(C)(C)[C@@H]2CC[C@H]3C -9.6087

1002 | CCCCCCCCCCCCCCCCCCCCCo -9.2426

1003 | C[C@H]10C(=0)C2=C(0)C=CC=C2[C@H]10 -9.9724

1004 | CCCCCCCCCCCCCCCC(=0)0C(C)C -9.8158

1005 | CN1C=CC=C1C=0 -8.8289

1006 | CCCCCCCCCCCCCC(=0)0C(C)C -9.8390

1007 | CCCCC1=CC=CO1 -8.6563

1008 | CC1=CC[C@@](0)(C(C)C)CC1 -9.7474

1009 | C=CCCCCCCCCCCCCCCCC -9.2023
COC1=C2CN3CC[C@@]4(C2=CC2=C10C02)[C@H]10[C@H]1[C@H](0)C[C

1010 | @@H]34 -11.3195

1011 | CCC=CCCCCCCCCCeee -9.0924




1012 | CC1=CC[C@@]2(C)CCCC(C)(O)[C@]23C[C@H]13 -9.9866
1013 | N[C@@H](CC1=CN=CN1)C(=0)O -9.0983
1014 | COC1=CC=C(C2=C(OC)C(=0)C3=C(0C)C=C(OC)C=C302)C=Cl -10.2002
1015 | C=C1CCCC(C)(C)[C@H2C=C(C)CC[C@@H]12 -9.4746
1016 | CC1=C[C@@H]2[C@H](CC1)C(C)=CC[C@H]2C(C)C -9.4493
1017 | COC1=CC2=C(C(0)=C1CO)C(=0)C=C(C)02 -10.9599
1018 | CCC(C)CCC(C)CCCCC(C)C -9.1728
1019 | CC1=C(C)C2=CC(=0)C3=C(0)C4=C(O[C@@H](C)C4)C(0)=C3[C@@]2(C)CC1 | -11.0062
1020 | C=C(C)CC(C)=0 -8.7992
1021 | CC1=C2C[C@H](C(C)(C)0)CC[C@]2(C)CCCI -10.3574
CC[C@H](C)[C@H]1C(=0)O[C@H](C(C)C)C(=0)N(C)[CR@H](C(C)C)C(=0)0[

1022 | C@H](C(C)C)C(=0)N(O)[C@Q@H](C(C)C)C(=0)O[C@H](C(C)C)C(=0IN1C -9.4513
CC(=0)0C[C@@]120C3=C(C4=CC=C(0)C5=C40[C@]4(COC(C)=0)C(=C(0)C[
C@H](C)[C@@H]40C(C)=0)C5=0)C=CC(0)=C3C(=0)C1=C(0)C[C@H](C)[C

1023 | @@H]20C(C)=0 -9.2387

1024 | C=C(C)[C@H]1C=C[C@](C)(O)CC]1 -9.6172

1025 | CCCCCCCCCC(=0)0CC -9.2354

1026 | CC(C)Co -8.5277
CC(=0)O[C@H]IC[C@H2[C@H]3[C@H]([C@@H](O)C[C@]2(C)[C@H]I[C@
H](C)/C=C/[C@H](C)C(C)O)[C@@]1(C)CC[C@H](0O)C[C@@H]1C(=0)[C@@H

1027 | 130 -10.9161

1028 | CC(C)C1=CC=CC=CI -8.3321
CC(C)=CCC[C@I(CO)O)[C@H]ICC[C@]2(O)[C@@H]1 [C@H](O)C[C@@H]1[C
@@]3(O)CC[C@H](O[C@@H]40[C@H](CO)[C@@H](0O)[C@H](0O)[C@H]40)

1029 | C(C)(O)[C@@H]3CC[C@]12C -11.3470

1030 | CCCC(=0)CC(C)C -9.0302

1031 | CC1=CC=C(C)C(C)=CIC -9.1204
CC(C)=CCC[C@](C)O[C@@H]10[C@H](CO)[C@@H](0)[C@H](0)[C@H]10)
[Ce@H]1CC[C@]2(O)[C@@H]1 [C@H](O)C[C@@H]1 [C@@]3(C)CC[C@H](0)C

1032 | (O)O)[C@@HB[C@@H](0)C[C@]12C -11.2398

1033 | CC(C)=C1C[C@@]2(C)C(=CC1=0)CCC[C@@H]2C -9.9615

1034 | 0=C(0)C1=CC=C(CO)O1 -9.8867

1035 | C=C(C)[C@@H]1CCC=C(C)C1 -8.6523

1036 | CC(O)[C@H]1CC[C@H](C)C[C@@H]10 -9.5826

1037 | CC1=CC=C2C=CC=CC2=Cl -8.4854

1038 | C[C@H]10C2=CC=CC(0)=C2C(=0)[C@@H]10 -9.9950

1039 | 0=C(0)C1=CC=CC=N1 -8.9373

1040 | C=C1[C@H](0)C[C@H]2C[C@@H]1C2(C)C -10.2123




1041 | C[C@@H]1CC[C@@H](0)CCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.7224
1042 | OC[C@@H](0)[C@H](0)[C@H](0)[C@@H](0)CO -9.8477
1043 | C=C(0)[C@@H]1CC[C@@]2(C)CCCC(=C)[C@@H]2C]1 -9.4281
CO[C@H]1C[C@H](0)C2=C(C[C@H]3[C@H](C(C)(C)0)CCI[C@@]3(C)02)Cl=
1044 | O -11.0100
1045 | C1CCCCCCCCCCCCCCCCCCCCCCCl -8.6404
1046 | CC1=CC(=0)0C2=CC(0)=CC=C12 -9.8612
1047 | COC1=CC=CC2=CC=CC(0)=C12 -9.8388
1048 | CC(O)[C@]12CC[C@](C)(O)CIC2 -9.9584
1049 | CC1=CC(C)=CC(C)=Cl1 -8.7093
1050 | C1CCCCCCCCCCCCCCCCCCC -8.5215
1051 | CC(O)[C@H]1C=C[C@](C)(O)CCI -9.8629
1052 | CS -8.0613
1053 | CC(C)CCOC(=0)C1=CC=CC=C1 -9.7370
1054 | C[C@@H]1CCCCCC(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.7705
1055 | COC1=CC=CC(OC)=C10 -10.3346
1056 | C1=CC=C2C=CC=C2C=Cl -8.3773
C=C(C)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(0)CO[C@H
1057 | 13C1 -11.0669
1058 | C=CCCCCCCCCCCCCCCCCCeCe -8.9568
1059 | cccececeeccoc=0 -9.0537
C=C(CC[C@@H](C)[C@H]1 CC[C@H]2C3=C(CC[C@]12C)[C@@]1(C)CCIC@
1060 | H](0)C[C@@H]1C(=0)03)C(C)C _11.0544
1061 | CC1=CC=C(0)C2=C1C[C@@H](C)0C2=0 -10.0642
1062 | CCCCCCCCCCCC(=0)0C -9.5072
1063 | CCOC(=0)CC -8.9155
0=C1C[C@@H](0)[C@@H]2C3=CC=C(0)C4=C3[C@@H](C3=C2C1=C(0)C=C
1064 | 3)[C@H](0)CC4=0 -9.8207
CS[C@@]12C[C@H]3C(=0)CC[C@H](O)[C@H]3N1C(=0)[C@]1(SC)C[C@H]3
1065 | C(=0)CC[C@H](O)[C@H]3N1C2=0 _11.4148
C=C1C[C@]23C[C@H]1CC[C@H]2[C@]1(C=0)CCC[C@@](C)(C(=0)0)[C@H]
1066 | 1[C@@H]3C(=0)0 -10.7751
1067 | CC1=CC(=0)0CCl -9.2473
1068 | CC1=CC(CC2=CC(C)=CC(C(C)(C)C)=C20)=C(0)C(C(C)(C)C)=Cl -9.1357
1069 | CC(C)(0)CC1=CC(=0)C(0)=C(CI)C(=O)N1 -9.8063
1070 | CCCCCCCCCCCCCCCCCCCCCCCCC(=0)0 -9.8079
1071 | C=C[C@@]1(C)CCC(C(C)C)=C[C@@H]1C(=C)C -9.1786
1072 | CSCCI[C@@H](N)C(=0)0 -9.4587
1073 | CC1=CC(=0)C2=C(C)C=C(0)C=C201 -10.5304
1074 | CC1=CC=CC(C=0)=Cl -8.2717
1075 | COCC1=CC=C(0)C=C1 -9.5411
1076 | CC1=CC(=0)C2=C(0)C=C(0)C(C)=C201 -10.4451




1077 | CCOC1=C2CCCN2C(OCC)=C2CCCN21 -10.0427
1078 | COC1=C2CN3CC[C@]4(C=C[C@H](0)C[C@@H]34)C2=CC2=C10CO2 -11.0757
1079 | COC(=0)[C@@]1(0)C2=C(C=C[C@H]10)0C1=CC=CC(0)=C1C2=0 -10.4769
1080 | COC1=CC(0)=C2C(=0)C3=C(0)C=C(C)C(0)=C3C(=0)C2=C1 -10.7205
CC(=0)0[C@H]1CC[C@@]2(C)C(=CC[C@H]3[C@@H]4CC[C@H]([C@H](C)C
1081 | CCC(0)0)[C@@]4(C)CCIC@@H]32)C1 -9.7885
1082 | CCCCCCCCCCCCCCececo -9.4585
1083 | COC1=CC(0)=C2C(=0)C(0)=C(C3=CC=C(OC)C(0C)=C3)0C2=C1 -10.4737
1084 | COC1=C(0)C(C)=C2COCC2=C10 -10.3237
1085 | C=CCC1=CC2=C(C=C10C)0CO2 -9.6480
1086 | CC(=0)O[C@H]1C[C@H]2CCC1(C)C2(C)C -9.7209
1087 | CC(C)COC(=0)C(C)C -9.2367
1088 | CN1C(=0)[C@]23CC4=CC=C[C@H](O)[C@H]4N2C(=0)[C@@]1(CO)SS3 -10.1308
1089 | CC=CC(=0)C1=C(C)OC(=0)C=C10C -10.4788
1090 | C[C@@H]1CCC/C=C/[C@H](0)/C=C/[C@H](0)/C=C/C(=0)01 -10.3454
1091 | O=C(NCCCCNCCCNC(=0)C1=CC=C(0)C(0)=C1)C1=CC=C(0)C(0)=C1 -10.1910
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@@H]A[C@](C)(C(=0)C=C5C(=CC(
1092 | =0)0C5(C)0)[C@@]45CO5)[C@H](C1=0)[C@H]23 9.9167
COC1=CC=C2C3=C(NC2=C )[C@H](C=C(C)C)N1C(=0)[C@@H]2CCCN2C(=0
1093 | )[C@@H]1C3 -9.7422
1094 | CC[C@H](C)C1=C(C)C2=CC(=0)C(C(=0)0)=C(0)C2=CO1 -10.7748
1095 | CC1=C(0)C(=0)C(C2=C(0)C(=0)C(C)=C(0)C2=0)=C(0)C1=0 -10.1884
1096 | O=C(0)CNC(=0)C=CC1=CC=CC=C] -9.0832
1097 | CC1=CNC(=0)NC1=0 9.0114
1098 | NC1=NC=NC2=CINC=N2 -9.0012
1099 | 0=C1C=CN([C@@H]20[C@H](CO)[C@@H](O)[C@H]20)C(=O)N1 -9.4406
1100 | CC(C)C[C@H](N)C(=0)N1CCC[C@H]1C(=0)0 -10.4001
COC(=0)[C@@]120C3=CC=C(C4=CC=C50[C@]6(C(=0)OC)C(=C(0)C5=C40)
1101 | C(=0)C[C@H](O)[C@@H]60)C(0)=C3C(0)=C1C(=0)C[C@H](C)[C@H]20 -10.6189
COC(=0)[C@@]120C3=CC=C(C4=CC=C50[C@]6(C(=0)OC)C(=C(0)C5=C40)
1102 | C(=0)C[C@H](O)[C@H]60)C(0)=C3C(0)=C1C(=0)C[C@H](C)[C@H]20 -10.6189
1103 | OCC1=CC=C20COC2=C1 -9.5604




1104 | COC1=CC2=C(C3=CC=C(N)C(=0)C=C3[C@@H](NC(C)=0)CC2)C(OC)=C10C -9.3193
1105 | CC1=CC(0)=CC(=0)01 -10.0948
1106 | CC1(C)CCCIC@]2(C)C@H]3CC(=0)0[C@]3(C)CC[C@@H]12 -10.3520
CC(=0)0[C@@H]1C2=C3C[C@H4[C@@]5(C)C=CC(=0)C(C)(C)[C@@H]5C]
1107 | C@H](0)[C@]4(C)OC3=CC(0)=C2C(=0)0[C@@H]1C -10.9070
C/C=C/[C@@H]1[C@H]2C[C@@H](C)CC[C@@H]2C(C)=C[C@H]1C(=0)C1=C
1108 | (0)C(C2=CC=C(0)C=C2)=CNC1=0 -8.9660
1109 | COC(=0)C=CC1=C(CC=C(C)CO)N(C)C=N1 -10.2543
1110 | CC(=CC(=0)0)C1=CC=C(C)C(=0)01 -10.1100
1111 | C=CC(C)(C)C1=C(C=C2NC(=0)C(=C)NC2=0)C2=CC=CC=C2N1 -9.0072
1112 | 0=C(C=CC1=CC=CC=C1)C1=CC=CC=C10 -9.1199
1113 | COC(=0)C=CC1=C(C=CC(C)(C)O)N(C)C=N1 -10.5331
1114 | COCI1=CC(C)=C(0C2=CC(C)=CC(0)=C2)C(0)=C1 -10.2548
1115 | CN1C(=0)C2=CC=CC=C2NC(=0)C1=CC1=CC=CC=CI -8.5004
1116 | COCI=CNC(=0)C2=CC=CC=C12 -8.9002
1117 | CCCCC1=C(C)OC(=0)C=C10C -10.2622
1118 | C[C@H](0)CC1=C[C@H](0)[C@@H](C)OC1=0 -9.9412
1119 | COC(=0)C1=CC(0)=CC(OC)=C1C(=0)C1=C(0)C(CI=C(C)C(CH=C10 -10.6394
1120 | O=C(0)CCC(=0)CC1=CC=CC=C]1 -9.3197
1121 | COCI=C(C)C(OCC=C(C)C)=CC(CO)=C1CO -10.7244
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2[C@]1(C)CC=C1[C@]23C=C[
1122 | C@R(C[C@@H](0)CC[C@]12C)003 -10.4823
1123 | CC1=C(C)C(C(=0)0)=C(0)C(C)=C10 -10.7038
1124 | CC(C)=CCC1=CC(C(=0)0)=CC=C10 -10.3045
C/C=C(\C)C[C@H](C)C[C@H](C)[C@H]10C(=0)C=C[C@H]10C(=0)/C=C/C(C
1125 | =C/[C@@H](CO)CCO -10.6370
1126 | CC(=0)CC1=CC(0)=CC(0)=C1 -9.5572
1127 | CC1=CC(0)=C(OC2=CC(C)=CC(0)=C20)C(0)=Cl -10.2512
COC1=CC(C)=C2C(0C)=CC(=0)0C2=C1C1=C(0)C=C(C)C2=C10C(=0)C=C20
1128 | C -9.9708
1129 | COC1=CC(0)=C(C(=0)0)C(C2=C(C)C=C(C(=0)0)0C2=0)=C1 -10.6030
COC1=CC=C([C@@]2(0)C3=C(0)C(CC=C(C)C)=CC=C3NC(=0)[C@@H]20C)
1130 | c=Cl -8.6451
1131 | C[C@@H]1CC2=CC(0)=CC(0)=C2C(=0)01 -10.3447
1132 | COC(=0)C1=C(0)C=CC2=C1C(=0)C1=C(0)C=C(CO)C=C102 -11.0695
1133 | C/C=C/C1=CC(=0)[C@H](0)[C@H]10 -9.8091
1134 | CCCC(=0)C1=C(OC)C=C(0)C(CC)=C10 -10.6920
1135 | CC1(CNC(=0)C2=CC=CC=C2N]1 -9.5446




C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](C)NC2=0)C2=CC=C(CC=C(C)C)C=C2

1136 | NI -8.8237
CCCCCCCCCCCCCC/C=C/[C@@H](0)C(=0)N[C@@H](CO[C@@H]10[C@H]

1137 | (COC@@H](O)[C@H](O)[C@H]10)[C@H](0)/C=C/CC/C=C(\C)CCCCCCCCC | -10.6157

1138 | CC1=C(C=0)[C@@H]2C(C(=0)0)[C@@]1(C)CC[C@@H]2C(C)C -10.7513

1139 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@@H](0)C=C3C2=C]1 -10.9933

1140 | CC1=CC(0)=C(0)C(0C2=CC(C)=CC(0)=C20)=C1 -10.2851

1141 | COC(=0)C1=CC=CC2=C1C(=0)C1=C(0)C=C(CO)C=C102 -10.6380

1142 | CCC(C)CCC(CO)C(C)C -9.5688

1143 | CC(=CCCC(C)C)C1=CC=C(CO)C=C10 -10.2783

1144 | CCCC1COC(=0)CCNICCC -9.4202

1145 | cc=cc=ccce -8.4670
CC1(C)[C@@H](0)CCIC@]2(C)[C@H]3CC4=C(0)C=C5C(=0)0CC5=C40[C@

1146 | @]3(0)CC[C@@H]12 -11.3984
CC1(C)C(=0)CCIC@]2(C)[C@H]3CC4=C(0)C=C5C(=0)0CC5=C40[C@@]3(C)

1147 | CC[C@@H]12 -11.3239
CC(=0)0[C@H]1CC[C@]2(C)[C@H]3CC4=C(0)C=C5C(=0)0CC5=C40[C@Q@)]

1148 | 3(C)CC[C@H]2C1(C)C -11.1333
CCC[C@@H](0)CCCCCCCC1=CC(0)=CC(0)=C1C(=0)O[C@H](CCC)CCCCC

1149 | CCC1=CC(0)=CC(0)=Cl -10.3619
COC1=CC(0OC)=C2C(=C1)C(C1=C(OC)C=C3C=C40C(C)=CC(=0)C4=C(0)C3=C

1150 | 100)=C(0)C1=C20C(C)=CC1=0 -9.6272

1151 | COCI=C(C)C(=0)OC(C=CC(C)=CC(C)=CC2=CC=CC=C2)=C1 -9.7593
COC1=CC(0OC)=C2C(0)=C3CO[C@@H](C)CC3=C(C3=C4C(=C(0)C5=C(0C)C=

1152 | C(0OC)C=C35)CO[C@@H](C)[C@H]40C(C)=0)C2=Cl1 -9.8778

1153 | CCCCCC=CC1=C(0)C=C(CC=C(C)C)C(0)=C1C=0 -10.2453

1154 | CCCC=CC=CC1=C(0)C=C(CC=C(C)C)C(0)=C1C=0 -9.9321

1155 | COC1=C([C@@H](0)CC(C)C)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C102 -10.5746

1156 | CC(C)(C)C1=CC2C=C(C(C)(C)C)C1=0)CCC(=0)02 -10.1308

1157 | cc=cceecc -8.2851

1158 | cccee=0)0cc -8.9383
COC1=CC(OC)=C2C(0)=C3C(=0)CC(C)(0)OC3=C(C3=C(0C)C=C4C=C50C(C)

1159 | =CC(=0)C5=C(0)C4=C30C)C2=C1 -10.0895

1160 | 0O=C1CCCCN1CCCCBr -8.6533

1161 | 0=C(0)C=CC=CC(=0)0 -9.4364

1162 | CCCC=CC=CC=CCCC1=CC=C(0C(=0)0)01 -9.4186
CC(C)=C[C@H]1C[C@H](O)[C@]2(CC[C@I3(O)C[C@H4[C@H](C(=0)C[C@

1163 | @]4(C)0)/C(C=0)=C\C[C@H]32)01 -11.5048




CC(O)O[SIJ(O[STCONCIONO[SIICNO)C)O[SI](O[SIJ(CUCOICY(O[SIICNC)O)O[SI]

1164 | (C)(C)C -9.8151

1165 | CCCCCCCCC=CCCCCCCCCCCCC(=0)0C -10.0935

1166 | CCC=C(C)C1=CC=C(CC)C(=0)01 -9.3462

1167 | CCC(=0)C=CC=CC(C)=CC=CC=CC1=CC=CC=C] -9.2023
C[C@H]10C(=0)[C@@H](NC(=0)CNC(=0)C2=CC=CC(0)=C20)[C@@H](C)O
C(=0)[C@@H](NC(=0)CNC(=0)C2=CC=CC(0)=C20)[C@@H](C)OC(=0)[C@

1168 | HJINC(=0)CNC(=0)C1=CC=CC(0)=C10 -9.1035

1169 | CC(C)CCCIC@](C)(0)C1=CC=C(C(=0)0)C=C10 -11.1150

1170 | ccce(eye)ec -8.6743

1171 | C=C(CC(=0)0)C(=0)0 -9.7338
C[C@H]1C(=0)N2C3=CC=CC=C3[C@@]3(0)C[C@@H](NAC=NC5=CC=CC=C

1172 | 5C4=0)C(=0)N1[C@@H]23 -8.9335

1173 | CC(=0)NCCCC=0 -8.7753
CC(C)(O)[C@H]10[C@H]2CC[C@@]3(C)[C@@](O)CC[C@H]4CC5=C(NC6=C

1174 | C=CC=C56)[C@@]430)[C@]230[C@@H]3[C@@H]10 -11.0348
CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]230

1175 | C(=0)/C=C\[C@@H](0)C[C@@H](CO)C1 -11.2170
COC1=CC=C2C(C[C@@H]3NC(=0)[C@@H]4CCCNAC3=0)=C(C(=0)C=C(C)C

1176 | )NC2=C1 -10.0376
CC(C)=C[C@H]10[C@H]2[C@H]30[C@@]34[C@H](CC[C@@]3(O)[C@@]4(O

1177 | )CC[C@H]4CC5=C(NC6=CC=CC=C56)[C@@]43C)0[C@@H]2C(C)(C)O1 -10.3603

1178 | 0=C(0)CC[N+](=0)[O-] -9.2158

1179 | COC1=CC(0)=CC(OC)=Cl -10.0627
COC(=0)/C(CCC=C(C)C)=C\[C@@H](OC(C)=0)C[C@@]2(C)[C@H]1CC[C@
HJ1[C@@]3(C)C=CC(=0)[C@@H](O)[C@@H]3[C@H](OC(C)=0)C(=0)[C@@]

1180 | 12C -9.2961

1181 | C/C=C/C1=C(0)C(=0)C2=C(O)[C@@H](O)NC2=0 -10.4779
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)0C3=C(C3=C(OC)C=C4C=C(0)C5=C(

1182 | OC(C)=CC5=0)C4=C30C)C2=C1 -9.4095
COC1=CC(=0)0C([C@H](CC2=CC=CC=C2)N2C=C(C(N)=0)C(=0)C=C2CC2=C

1183 | C=CC=C2)=C1 -8.8537

1184 | COCI=CC(0)=C2C(=0)0[C@H](C)CC2=C1 -10.5037

1185 | CC1=CC(0)=C2C(=0)[C@@]3(0)[C@@H](0)CC[C@H](0)[C@]3(C)OC2=C1 -11.2552

1186 | CC1(C)CCC(=0)[C@@]2(C)00[C@H]3C[C@@]12CC[C@]3(0)CO -11.0355
COC1=CC2=C(C(=0)C3=CC(0)=C(C)C=C3C2=0)C(0)=C1C1=C(OC)C=C(0)C2

1187 | =C1C(=0)C1=C(C2=0)[C@H](0)[C@@H](0)[C@@](C)(O)[C@@H]10 -9.9833

1188 | COC(=0)C1=C(0)C=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -10.8447




1189 | C[C@@](O)(CCOP(=0)(0)0)CC(=0)O -9.9718
1190 | 0=C(0)[C@H](0)COP(=0)(0)O -9.5746
1191 | COCI=C(C2=CC=C(0)C(0)=C2)C=C(0)C2=C10C1=CC(0)=C(0)C=C12 -10.1837
1192 | N[C@@H](CCC(=0)OP(=0)(0)0)C(=0)O -9.3816
1193 | OC1=CC=C2N=C3[C@@H](O)CCN3CC2=C1 -9.7825
1194 | CC1=C2CCIC@]2(C)[C@H]2CC(C)(C)C[C@H]2C]1 -9.5409
1195 | CC[C@H](C)C(=0)C[C@H]1C2=COC(C)=CC2=CC(=0)[C@]1(C)O -10.5437
CC[C@H](C)C(=O)[C@H]1C(=0)0[C@@]2(C)C(=0)C=C3C=C(C)O[C@H](O)[
1196 | C@H3[C@H]12 -10.7575
1197 | CCC[C@H]1C[C@H]20C(=0)C3=C(C=C(OC)C(OC)=C30)[C@H]201 -10.8644
C[C@H]1C=C2C=C[C@H](C)[C@H](CC[C@@H]3C[C@@H](0)CC(=0)03)[C
1198 | @HJ]2CC1 -10.7176
1199 | 0CC1=CC=CC(0)=C1 -9.3012
1200 | C[C@H]1CCCCIC@H]2C(=0)C=C[C@H](0)[C@@H]2CC(=0)01 -10.5441
CC1=C[C@H]20[C@@H]3C[C@H]40C(=0)/C=C\C=CC(=0)OCC[C@@H](C)[
1201 | C@H](0)C(=0)0C[C@@]2(CCH[C@]4(C)[C@]31CO1 -10.7866
1202 | COC1=C(C2=CC=C(0)C(0)=C2)C=C(0)C(C2=CC=C(0)C(0)=C2)=C10 -10.1947
1203 | O=CIN[C@@H](CC2=CNC3=CC=CC=C23)C(=0)N[C@H]1CC1=CC=CC=C]1 -8.7649
1204 | COCI1=CC(0)=C2C(=0)0[C@@](C)([C@H](C)0)C2=C1C -10.8593
C[C@@]120C3=CC(CO)=CC(0)=C3C(=0)[C@@]1(0)[C@@H](0)CC[C@Q@H]
1205 | 20 _11.0156
1206 | COC1=C(C2=CC=C(0)C=C2)C=C(0)C2=C10C1=CC(0)=C(0)C=C12 -10.1800
1207 | C[C@]1([C@H]2CCC(=0)02)CC(=0)C2=C(0)C=C(0)C=C201 -10.2591
1208 | O=CINC(CC2=CC=C(0)C=C2)=NC2=CC=CC=CI2 -9.1451
1209 | COC1=CC(=0)[C@@H](O)[C@@]2(0)C(=0)C3=C(0)C=C(C)C=C30[C@]12C -10.8692
1210 | CC(C)(C)C1=CC=CC(C(C)(C)C)=Cl -8.6370
1211 | CCCCCCI=CC=CC(=0)01 -9.0656
1212 | CN(C1=CC=C(C(=0)0)C=C1)C1=CC=CC2=NC3=C(0)C=CC=C3N=C12 -9.0756
1213 | CCCC(=0)SC -8.4468
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(OC)C=C4C=C50C(C)=
1214 | CC(=0)C5=C(0)C4=C30C)C2=C1 -9.5696
C[C@H]1C=C2C=C[C@H](C)[C@H](CC[C@@H]3C[C@@H](0)CC(=0)03)[C
1215 | @HR[C@@H](0)C1 -10.7984
1216 | C[C@@H]1C[C@@H](0)[C@Q@H](0)/C=C/[C@@H]20[C@@H]2C(=0)01 -9.6869




CC[C@H](C)C(=0)[C@H]1C(=0)0[C@@]2(C)C(=0)C=C3C=C(C)OC=C3[C@H

1217 |12 -10.3539
COC1=CC=C(C2=CC3=C(C[C@HJ4[C@@](C)(CC[C@@]5(0)C(C)(C)C(=0)CC[

1218 | C@]45C)03)C(=0)02)C=C1 -10.6193

1219 | COCI=C(C2=CC=C(0)C=C2)C=C(0)C(C2=CC=C(0)C(0)=C2)=C10 -9.9127
COC1=CC=C2C(=C1)NC(=0)[C@@]21C=C2C(=0)N3CCC[C@H]3C(=0)N2[C@

1220 | H]1C=C(C)C -9.2298

1221 | COC1=CC(0OC)=C2C(=C1)C=C(0)C1=C20C(C)=CC1=0 -10.6689
C[C@@H]1CC[C@H]2C(=C[C@@H](0)[C@H](O)[C@@H]2CC[C@@H](0)C[

1222 | C@@H](0)CC(=0)0)C1 -11.0737

1223 | CCCCCCCCCCCCCCCC(=0)0CCCCCCCC -9.6638
CC1=CC(0)=C2C[C@@H]3[C@@]4(C)CCC(=0)C(C)(C)[C@@H]4ACC[C@]3(C)

1224 | OC2=C1C=0 -11.3724

1225 | CC(=0)NCCCC(=0)0 -9.2453

1226 | COC1=CC=C(C)C=C] -9.1981
COC1=C([C@H](CC(C)C)OC(C)=0)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C1

1227 | 02 -10.3407
C/C=C/C1=CC2=C(CO1)C(=0)[C@](C)(O)[C@H](OC(=0)C1=C(C)C=C(0)C=Cl

1228 | 0)C2 -10.1295

1229 | CC1(C)CCC(=0)[C@@]2(C)00[C@H]3C[C@@]12CC[C@H]30 -10.9903

1230 | CC(O)[C@H]10C(=0)[C@H](CC2=CC=CC=C2)N(C)C1=0 -9.4268
CC1=C[C@@H]2C=CC[C@H](C)C(=0)[C@@H](C)C=COC(=0)O[C@]23C(=0)

1231 | N[C@@H](CC2=CC=CC=C2)[C@@H]3[C@@H]1C -9.3739

1232 | COC1=C(C2=CC=C(0)C=C2)C=C(0)C(C2=CC=C(0)C=C2)=C10 -9.5099
C=CC(C)(C)C1=C2C[C@@H]3[C@H](C[C@@H](C)CN3C)C3=C2C(=CC=C3)N

1233 |1 -8.3533
CCCC1=CC2=C(CO1)C(=0)[C@](C)(OC(=0)C1=C(C)C=C(0)C=C10C)[C@H](

1234 | 0)C2 -10.8853
CCC[C@H](0)C[C@@H]1CC[C@H](C)CCCCC(=0)N(C)[C@@H](CC2=CC=C(

1235 | 0CCO)C=C2)C(=0)01 -10.4118
CCCCCI[C@@H]1CC[C@H](C)CCCCC(=0)N(C)[C@@H](CC2=CC=C(OCCO)C

1236 | =C2)C(=0)01 -10.1792

1237 | COC1=CC2=C(C3=C1C(=0)C1=C(0)C=CC=C103)[C@@H]1C=CO[C@@H]102 | -10.2765

1238 | O=CIN[C@@H](CC2=CC=CC=C2)C(=0)NC2=CC=CC=C12 -8.5743
C[SiJ(COYCO)O[S(CHO)O[SI(CHO)O[SI(CHO)O[SICHCO)O[S(CHC)O[SIJ(CY(C)

1239 | C -9.1392
CC1=C[C@@H](C)CC=C[C@H]2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC4=CN

1240 | C5=CC=CC=C45)NC(=0)[C@@]23C(=0)CC[C@H](0)C1=0 -9.7548

1241 | COCI=C(C)C(=0)0C(C(C)=CCO)=C1 -10.9023




1242 | COC1=C(0)C=CC2=C10C(=CC1=CC=C(0)C(0)=C1)C2=0 -10.1957

1243 | OC1=CC=C(C20CC30C302)C=Cl -9.8827

1244 | COC1=CC(C[C@H](N)C(=0)0)=CC=C10 -10.4307

1245 | CC1=CC(0)=CC(0)=C1C(=0)0CC(=0)C[C@H](C)O -10.6746
CC1=C(0)C(=0)[C@@H]2CC(=0)[C@@]34C(=0)N[C@@H](CC5=CNC6=CC=
CC=C56)[CQ@HIB[C@H](C)[C@@]3(C)O[C@HI3[C@@HI4C-CC[C@H](C)[C

1246 | @@H]12 -8.7009

1247 | CC=CCCCCC1=C(0)C=C(CC=C(C)C)C(0)=C1C=0 -10.0129
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1248 | 0)CCC=0)C@H](0)C(C)=C[C@@H](C)CC=C[C@H]3[C@@H]10 -8.7591

1249 | CC1=CC=C2C=CC(C)=C(C)CC(C)C(=0)C(C(=0)0)C3(C)OC(=C102)C(0)=C30 -9.4077

1250 | CCCCCCC=CCCo -8.8685

1251 | CCC=C10C(=0)C2=C1C=C(0)C(0)=C2C -10.6466

1252 | 0=C(0)C(=0)COP(=0)(0)O -9.1466

1253 | CC1=CC[C@H]([C@@H](C)C(=0)0)CC! -9.8380

1254 | CC=C(C)C1=CC(OC)=C(C)C(=0)01 -10.7015

1255 | CCC(Q)CCC)(C)CC -8.9721

1256 | CCCCCCC=CCCCCCC -8.6615
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1257 | 0)C[C@H2C(=0)C(0)=C(C)[C@@H]2[C@@H](C)C/C=C/[C@H]3[C@@H]10 -8.8190
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1258 | 0)CCC(=0)C(=0)C(C)=C[C@@H](C)CC=C[C@H]3[C@@H]10 -8.6165
CC1=C20C(=0)C3=C(C)C(C1)=C(0)C(C=0)=C30C2=CC2=C1C(=0)CC(C)(C)O

1259 |2 -11.0181
CC1=C[C@@H](C)CC=C[C@H]2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC4=CN

1260 | C5=CC=CC=C45)NC(=0)[C@@]23C(=0)/C=C\[C@H](0)[C@@H]10 -9.7973

1261 | CCCCCC(C)(C)CC -8.7359
C=C(CO)[C@@]120[C@@H]1[C@@]1(C)C(=CC2=0)[C@H](OC(=0)C(0)(CO)

1262 | CC(C)CC(C)C(C)0)CC[C@@H]LC -10.6023

1263 | 0=CC1=CC(0)=CC=C10 -9.8949

1264 | OCC1=CC(0)=CC=C10 -9.6999

1265 | CC1=CC(0)=C(C=0)C2=C1C(=0)0C1=C(C=C30C(C)(C)CC(=0)C3=C1C)02 -10.9967
CCI=C[C@@H](C)CC=C[C@H]2[C@H](O)[C@@](C)(O)[C@@H](C)[C@H]3[C

1266 | @H](CC4=CNC5=CC=CC=C45)NC(=0)[C@]32C(=0)C=CC(=0)[C@@H]10 -9.1254
CC1=C[C@@H]2C=CC[C@H](C)C=C(C)[C@@H](0)CC=CC(=0)[C@]23C(=0)

1267 | N[C@@H](CC2=CNC4=CC=CC=C24)[C@@H]3[C@@H]1C -8.9805




CC1=C[C@@H](C)CC=C[C@H]2C=C(CO)[C@@H](C)[C@H]3[C@H](CC4=CN

1268 | C5=CC=CC=C45)NC(=0)[C@@]23C(=0)CCC(=0)C1=0 -9.0961
CC[C@H](C)/C=C/C1=CC2=C(C)C(=0)[C@@]3(C)O[C@]4(0)[C@H](C)[C@Q@

1269 | H](C)OC(=0)[C@@HJ4[C@H]3C2=CO1 -10.1080

1270 | COC(=0)[C@@]1(0)C2=C(C[C@H](OC)[C@H]10)OC1=CC=CC(0)=C1C2=0 -10.9725

1271 | CC1=CC(0)=CC(0)=C1C(=0)0CC(=0)[C@@H](0)[C@H](C)O -10.3279

1272 | CCCCCCCCCCCCCCCCCCC(C)C -8.8269

1273 | CCCCCCC(=0)CCCCCC/C=C/C[C@@H](O)C@H](0)[C@@](N)CO)C(=0)O -10.7214
C=C(CC[C@@H](C)[C@H]1 CC[C@H]2C3=CC[C@H]4C[C@@H](0)CC[C@]4(

1274 | O)[C@H]3CC[C@]12C)C(C)C -10.2799
COC[C@H]10C(=0)C2=COC3=C2[C@@]1(C)C1=C(C3=0)[C@@H]2CCC(=0)[

1275 | C@@]2(C)C[C@H]10C(C)=0 -9.7787

1276 | C[C@@H]1CCCC2=CC[C@@H]([C@](C)(0)CO)C[C@@]21C -10.5984
C/C=C(\C)C(=0)C1=C2C3=COC(/C=C/[C@@H](C)CC)=CC3=C(C)C(=0)[C@@

1277 | 12(0)0C1=0 -9.2139
C/C=C(\C)C(=0)[C@@H]1C(=0)0[C@]2(C)C(=0)C(C)=C3C=C(/C=C/[C@@H]

1278 | (C)CC)OC=C3[C@H]12 -9.4838

1279 | N[C@@H](C[C@@H]1CC[C@@H](0)[C@@H]20[C@H]12)C(=0)0 -10.0093

1280 | COC1=CC=CC(C(=0)0)=CIN -10.2167
CCH(O)CCC[C@@]23C(=0)0[C@IA([C@@H](0)C(=0)[C@@H]12)[C@H]1[C@

1281 | H)(CO)[C@@]1(C)CC[C@@]430 -10.8799
CC1=CC(0)=C(C=0)C2=C1C(=0)0C1=C(0)C3=C(C(=0)CC(C)(C)03)C(C)=C10

1282 |2 -11.0429
COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@@H](OC)[C@@]31C

1283 | [C@@H](0)C(=0)01 -11.2791

1284 | COC1=CC(0)=CC2=C1C(=0)0C(C[C@H]1CCC[C@H](C)O1)C2 -10.9690

1285 | OCC1=CC=C2C=CC=CC2=Cl -8.6800
C=C[C@]1(C)C=C2[C@](0)(CC1)[C@]13CO[C@@]2(0)C[C@H]1C(C)(C)CC[C

1286 | @H]30 -11.2810
C=C[C@]1(C)C=C2[C@H](0)[C@H]30C(=0)[C@@]4(CCCC(C)(C)[C@H]34)[C

1287 | @@]2(0)C[C@@H]10 -10.8595
C=C[C@@]1(O)CC[C@]2(0)C3=C(C(=O)[C@H](O)[C@]2(0)C)C(C)O)CC[C@

1288 | H]30 -11.2455

1289 | C=C[C@@]1(C)CC[C@]2(0)C3=C(C(=0)[C@H](0)[C@]2(0)C1)C(C)(C)CCC3 -11.1510
C=C[C@]1(C)C=C2C(=0)C[C@H]3C(C)(O)[C@@H](0)C[C@@H](O)[C@]3(O)[

1290 | C@@]2(0)CC1 -11.3191




C=C[C@]1(O)C=C2[C@H](0)[C@H](O)[C@H3C(C)(O)CC[C@@H](0)[C@]3(C

1291 | )[C@@]2(0)CCl -11.1503
C=C[C@]1(C)C=C2C(=0)[C@@]3(0)OC(=0)[C@@]4(CCCC(C)(C)[C@H]34)[C

1292 | @@]2(0)[C@H](0)C1 -10.7304
C=C[C@@]1(C)C[C@H](0)C2=C([C@H](0)C[C@H]3C(C)(C)CCC[C@]23C)[C

1293 | @H]10 -11.0955
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C )[C@@H](O)[C@](C)(O)[C@H](O)[

1294 | C@H]30 -10.7337

1295 | C=CC1=CN=CC2=C1C=C1C3=C(CCN1C2=0)C1=CC=CC=CIN3 -8.2879

1296 | C[C@H]1C(=0)0[C@@H]2C[C@H]1CC[C@]2(C)O -10.2331

1297 | C[C@@H](N)C(=0)NC1=CC=CC=C1C(=0)N[C@@H](0)CCS -10.0881

1298 | COC1=CC(0)=C2C(=0)0C3=CC(0)=C(CHC(C)=C3C2=C1 -10.7319
C[C@]1(CCOS(=0)(=0)0)CC[C@H]2C(=C[C@H]30C(=0)[C@@]4(C)CCC[C@

1299 | @2(0)[C@@H]34)C1 -11.0476

1300 | COC1=CC2=C(C(C)=C1CHC1=CC(0)=CC(0)=C1C(=0)02 -10.7440
C[C@@]12CCC[C@]3(C)C4=CC(=0)OC[C@@]4(0)[C@H](O)[C@@H](OC1=0

1301 | )[C@@H]23 -10.6576

1302 | 0=C1C2=CC(0)=CC(0)=C2C(=0)C2=C1C=C10[C@H]30CC[C@H]3C1=C20 -10.6558
COC1=C(0)C2=C(0C3=C(C=0)C(0)=CC(C)=C3C(=0)02)C(C)=C1C(=0)C=C(C

1303 |)C -10.7463
COC1=C(0)C2=C(0C3=C(C=0)C(0)=C(CI)C(C)=C3C(=0)02)C(C)=C1C(=0)C=

1304 | C(O)C -10.6352

1305 | CC(C)=CCC1=C(0)C=C20C3=C(C=0)C(0)=CC(C)=C3C(=0)0C2=C1C -9.9873
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@@H](CC(C)=0)

1306 | C2=CO1 -9.6576

1307 | NC(=0)NC(NC(N)=0)C(=0)O -9.3938
C=C(CO)[C@@]120[C@@H]1[C@@]1(C)C(=CC2=0)[C@H](0C(=0)C(C)CC(C

1308 | )CC(C)CO)CC[C@@H]LC -10.8423
CCCCC/C=C/C1=C(CO)[C@@H]20C(C)(C)[C@@H](0)C[C@@]230[C@H]3[C

1309 | @@H]10 -11.1013

1310 | C=C(CO)[C@@]120[C@@H]1[C@@]1(C)C(=CC2=0)[C@H](0)CC[C@@H]IC | -10.9717
C=C(CO)[C@@]120[C@@H]1 [C@@]1(C)C(=CC2=0)[C@H](OC(=0)C(O)(CO)

1311 | CC(C)CC(C)CO)CC[C@@H]1C -10.6161

1312 | COCI=CC(0)=C2C(=0)C(OC)=C(C3=CC=CC(C)=C30)0C2=C10C -10.5274
C[C@@]12CCC3=C(C=CO3)[C@H]1CC[C@@]13C[C@@H](CC[C@H]12)[C@

1313 | @])(0)(CO)C3 -11.0997
C/C=C(\O)[C@@H]1C=C[C@@H]2C[C@H](C)C[C@H](C)[C@H]2[C@@H]1/C(

1314 | 0)=C1/C(=0)N[C@H](C[C@](C)(O)C(=0)0)C1=0 -10.9107




CC1=C20C3=C(C=0)C(0)=C(C1)C(C)=C3C(=0)0C2=C(0)C2=C1C(=0)CC(C)(C

1315 )02 -10.7772

1316 | C[C@H]1CCC[C@H](CC2CC3=CC(0)=CC(0)=C3C(=0)02)01 -10.7972
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1317 | 0)CC[C@H](0)[C@H](0)C(C)=C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.0819
CC(=O)O[C@H]IC[C@@]2(O)[C@@H](CC[C@H3[C@@]4(C)C=CC(=0)[C@
@H](C)[C@@H]A[C@H](0C(C)=0)C(=0)[C@@]32C)/C1=C(\CCCC(C)(C)0)C(

1318 | =0)0 -9.4628
C=C[C@]1(C)C=C2C(=0)C[C@H]3C(C)(O)CC[C@@H](O)[C@]3(CO)[C@@]2(

1319 | 0)CCl -11.4948
0=C1C[C@H](0)[C@@H]2C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@@]2(

1320 | 0)C=CC3=0 -9.6781

1321 | 0=C(CC1=CNC2=CC=CC=C12)0CCC1=CC=CC=C] -8.9156
C=C1C[C@@]2(0)[C@]3(C)CCC(=0)C(C)(C)C3=C(0)C(=0)[C@]2(C)[C@H]2C

1322 | (F0)0[C@](C)(C(=0)0C)C(=0)[C@]12C -10.1754
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1323 | 0)C=CC(=0)[C@H](0)C(C)=C[C@@H](C)CC=C[C@H]3[C@@H]10 -8.9873
CC1=C[C@@H](C)CC=C[C@H]2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC4=CN

1324 | C5=CC=CC=C45)NC(=0)[C@@]23C(=0)CCC(=0)C1=0 -8.9721
C[C@H](/C=C/C1=CC2=C(C)C(=0)[C@@]3(C)O[C@]4(0)[C@H](C)[C@@H](

1325 | ©)OC(=0)[C@@H]4[C@H]3C2=CO)[C@@H](C)O -10.3298
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

1326 | 0)/C=C\[C@H](0)[C@H](0)C(C)=C[C@@H](C)CC=C[C@H]3[C@@H]10 -8.9953

1327 | C[C@@H]10[C@@H](CC2CC3=CC(0)=CC(0)=C3C(=0)02)CCC10 -10.9882
C/C=C/C1=CC2=CC(=0)[C@@](C)(OC(=0)C3=C(C)C=C(0)C=C30)C(=0)[C@

1328 | @]2(0)[C@@H](0)01 -10.0143
0=C1C[C@H](0)[C@H]2C3=CC=C(0)C4=C3[C@H](C3=C2C1=C(0)C=C3)[C@

1329 | @H](0)CC4=0 -9.8400
CC[C@H](C)/C=C/C1=CC2=C(C)C(=0)[C@@]3(C)OC(=0)C(C(=0)[C@@H](C)

1330 | [C@@H](C)0)=C3C2=CO1 -9.5321

1331 | C/C=C/C=C/C(=0)N1C[C@H](C)N(C)C[C@H]1C -9.0895

1332 | CC(C)C1=C(0)C(=0)C=CC=Cl -9.8114

1333 | O=CINCC(=0)N2CCC[C@@H]12 -9.1280

1334 | clcene(cnct -8.8796

1335 | 0=CICNC(=0)[C@H](CC2=CC=CC=C2)N1 -9.0012

1336 | 0=C(0)C1=CC=C(C(=0)0)C=C]1 -10.1424

1337 | C=CCCCCCCCC(=0)0 -9.5322

1338 | 0=C1C(0)=C(C2=CC=CC=C2)[C@@H]2CCCN12 -9.3148




1339 | CC(C)=CCC1=C(0)C=C(0)C(C=0)=C1C(=0)C1=C(0)C(CH)=C(C)C(CH=C10 -9.9136
1340 | C=CCCCCCCCCCCCCCCCCCCCCCCCe -9.0616
1341 | COC1=CC(=0)0C(C)=C1C(=0)C[C@H](C)OC -10.6427
1342 | COC1=C(C)C(0)=C2C(=0)0CC2=C1C -10.6553
1343 | COC1=CC2=C(C(=0)C3=C(0)C=C(C)C=C3C2=0)C(OC)=C10 -10.7490
1344 | C=C(C)C#CC1=CC(0)=CC=C10 -10.0019
1345 | 0O=C1CCCCN1 -8.7822
1346 | CCCCC=CCCCCCCCCCCCC(=0)0C -10.0651
1347 | CC=C(C)C1=CC(OC)=CC(=0)01 -10.5358
1348 | CC=C(C)C=C(C)C1=CC(OC)=C(C)C(=0)O1 -10.2335
1349 | NC(=0)CC1=CC=C(0)C=C1 -9.6785
1350 | COC1=CC(=0)0C(C(C)=CCO)=Cl1 -10.6846
1351 | CCCCCC=CC(=0)C=CCCCCCCCC(=0)0 -10.0700
1352 | COC(=0)C=CC1=C(CC=C(C)C)N(C)C=N1 -9.9351
1353 | OC1CC(0)C(0)CCL1O -9.5190
1354 | 0=C1CC[C@H](0)C2=CC=CC=C12 -9.9932
1355 | COC1=COC(CO)=CC1=0 -9.9259
1356 | CCCCCCCCCCCCCCCCOC(C)=0 -9.8098
1357 | CCCCC/C=C(/C(=0)0)[C@H](C)C(=0)O -10.0053
1358 | 0=C1C(0)=C(C2=CC=C(0)C=C2)[C@@H]2CCCN12 -9.7617
1359 | CC1=C(0)C(C)=C2COC(=0)C2=C10 -10.3543
1360 | CC(C)CCCCC=CCCCCCCCC(=0)0 -10.1346
1361 | CCCCCCC=CCCCCCCCCCCCC(=0)0C -10.0829
1362 | CCOC(=0)CC1=CC(0)=CC(0)=C1C(=0)CCCCCCCO -10.8272
1363 | C=C(C)C(=0)C(=CC(=0)0)0C -10.2077
1364 | COC1=C(C)C2=C(C(=0)0C2)C(OC)=C1C -10.4902
1365 | CCOC(CC)OCC -8.5423
1366 | C=C(C)[C@@H]1CC=C(C(=0)OC)CC1 -9.5840
1367 | CNIC(=0)C=C(0)C2=CC=CC=C21 -9.3494
1368 | CC1=CC(0)=C(C)C(0)=C1C(=0)0 -10.4669
C=C1CC2=CC=C3NC4=C5C3=C2[C@H]2[C@@H]1 C[C@@H]2C(C)(C)O[C@H]
5[C@@H]1CC[C@@]2(0)C3=C[C@@H](0)[C@@H](C(=C)C)O[C@H]3CC[C@
1369 | 2(Q)[C@@]41C -9.7557
1370 | C=C1CCCI[C@]2(C)CCIC@@H](C(C)(C)O)C@H](O)C@@H]12 -10.6364
CC(=0)0C/C=C/C1=CC2=C(CO1)C(=0)[C@](C)(0)[C@H](OC(=0)C1=C(C)C=C
1371 | (0)C=C10)C2 -10.1480
1372 | CC1=C20C3=C(C(=0)0C2=CC(0)=C1C(=0)0)C(C)=C(0)C(0)=C3 -10.6578
1373 | CC1=CC(0)=CC2=C10C1=CC(0)=CC(C)=C1C(=0)02 -10.1036




CCCCCC1=C(C=0)[C@H]20C(C)(C)[C@H](0)C[C@@]2(0)[C@H](CH[C@H]1

1374 | 0O -10.9285

1375 | C=C(O)[C@@H]1C[C@@]2(C)C(=CC1=0)CC[C@@H](0)[C@@H]2C -10.8229

1376 | COC1=CC=CC2=C(C3=CC=C(0)C4=C(OC)C=CC=C34)C=CC(0)=C12 -9.5721

1377 | C/C=C(\C)C(=0)0[C@H]1C=CC(=0)0[C@H]1/C=C/[C@H](0)[C@H](C)O -10.7060

1378 | C[C@]12CCCIC@](C)C(=0)0)[C@@H]1C=C[C@H]1COC(=0)C[C@@H]12 -10.9609

1379 | C[C@@H]1C/C=C/CC/C=C/C(=0)CC2=C(C1)C(0)=CC(0)=C2C(=0)01 -10.2855

1380 | CCCCCCCC(=0)C1=C(0)C=C(0)C=C1CC(=0)0CC -10.8830
COC1=CC(0)=C2C(=C1)C(=0)[C@H]1C[C@](C)(O)[C@H](O)C[C@@H]1[C@

1381 | H]20 -11.3029

1382 | CC1(C)CCC[C@@]2(C)C3=COC=C3CC[C@H]12 -9.7218

1383 | COC1=CC(C)=CC2=C1C(=0)C1=C(C=C(0)C(0)=C10)C2=0 -10.4163

1384 | COC1=CC(=0)C2=C(0)C3=C(C=C(C)0C3)C(0)=C2C1=0 -10.7950
CO[C@@H]1[C@H](OC(=0)/C=C/C=C/C=C/C=C/C(=0)0)CC[C@]2(0)CO[C@)]

1385 | (C)([C@H](0)CC=C(C)C)[C@@H]12 -9.4472

1386 | CC(O)[C@H]10C(=0)[C@@H](CC2=CC=CC=C2)N(C)C1=0 -9.4253
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=C

1387 | C=C2N1 -8.9648

1388 | 0=C(C=CC1=CC(0)=CC(0)=C1)C1=CC=C(0)C=C10 -9.7486
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC=CC(CC=C(C)C

1389 | )=C2N1 -8.9137

1390 | CC1=CC(0)=CC(OC2=CC(C)=CC(0)=C2)=Cl1 -9.7332
CC(C)=CCC1=CC=CC2=C1C1=C(N2)[C@@]2(C)[C@@H](CC[C@@]3(0)C4=C

1391 | C(=0)C50[C@@]4(CC[C@@]32C)OC5(C)C)Cl -9.2420
CC[C@H](C)C(=0)[C@@H](C)C1=CC(0)=C2C(=0)[C@@H]3[C@@]4(C)CC[C

1392 | @H](C(C)(C)0)0[C@@H]4CC[C@@]3(C)OC2=C10 -11.0787
CCFO)OCI[C@@]1(O)[C@@H]2CC[C@@]3(C)OCA=C(C[C@@H]3[C@@]2(C)

1393 | CC[C@@H]10C(C)=0)C(=0)OC(C1=CC=CN=C1)=C4 -9.6900
COC(=0)[C@@]12C(=0)C(C)=C(O)[C@]1(CO)C(C)=C[C@H]I[C@]3(C)CCC(=0)

1394 | C(C)(O)[C@H3CC[C@@]12C -10.7050
CC(C)=C[C@H]1C2=C(C3=CC=CC=C3N2)[C@H](0)[C@@]2(0)C(=0)N3CCC[

1395 | C@H]3C(=0)N12 -10.1051

1396 | CC(=0)OC1=CC(C)(C)OC2=C(CC=C(C)C)C=C(0)C=C12 -10.4576

1397 | C[C@@H]1CN(O)[C@@H]2CC3=CNC4=CC=CC(=C34)[C@H2[C@H]10 -9.5912

1398 | C[C@H](0)[C@H](0)/C=C/C1=CC=CC(0)=C1C=0 -10.4730




1399 | CC=C(C)C(=0)0C1=C(0)C=C(OC)C(C(=0)C=CC2=CC=CC=C2)=C10 -9.5680
COC1=CC(=0)0C2=C(C3=C(0)C=C(C)C4=C30C(=0)C=C40C)C(0)=CC(C)=C1

1400 |2 -10.1191

1401 | C=C[C@@]1(C)C=C2CC[C@H]3C(C)(C)CCC[C@]3(C)[C@H]2CC]1 -9.4698

1402 | COC1=CC(0)=CC2=C1C(=0)0[C@@H](C[C@H]1CCC[C@H](C)01)C2 -10.9669
COC1=CC=C2C3=C4[C@H](CC(C)(C)OO[C@H](C=C(C)C)N4C2=C1)N1C(=0)[

1403 | C@@H]2CCCN2C(=0)[C@]1(O)[C@H]30 -10.2583

1404 | CC(O)[C@@]1(0)[C@Q@H]2CC[C@@]3(C)O[C@HBC[C@@]2(C)C[C@@H]IO |  -10.7489
COC1=CC=C2C(=C1)NC(=0)[C@@]21C[C@H]2C(=0)N3CCC[C@H]3C(=0)N2

1405 | [C@H]1C=C(C)C -9.4641

1406 | O=CNC=CC1=CC=C(0)C=C1 -9.2360
C[C@@]12CC[C@@H](CO1)C1=C(C=C3C(=0)C4=CC(0)=CC(0)=C4AC(=0)C3=

1407 | C10)02 -11.0872
C=CC(C)(C)C1=C(/C=C2/NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=CC(CC

1408 | =C(C)C)=C2N1 -8.9299
CCCCCCCCCC1=CC(OC(=0)C2=C(CCCCCCCCC)C=C(0)C=C20[C@@H]20[C

1409 | @H](CO)C@@H](0)[C@H](0)[C@H]20)=CC(0)=C1C(=0)O -11.2553
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=CC=C2

1410 | N1 -8.7965

1411 | CC1=CC(0)=C(0)C2=C1C(=0)C1=C(0)C=C(0)C=C102 -10.6327

1412 | COC1=CC(0)=C2C(=0)C3=C(C[C@](C)(O)C@H](0)C3)C(=0)C2=Cl1 -11.1409

1413 | C=C1C(=0)0[C@H]2CC(C)=C3CC[C@@H](C)[C@Q@H]3C[C@H]12 9.9014

1414 | CC(C)=CCC1=CC=CC2=CINC=C2C[C@@H]INC(=0)[C@H](C)NC1=0 -10.1614

1415 | CC1(O)C[C@@]23[C@@H]4CC(=0)[C@@H]2COC(=0)[C@]3(0)CC[C@H]41 -11.2373

1416 | CC1=C2CC[C@@H](C)[C@@H]2C[C@H]2[C@H](C1OC(=0)[C@@H]2C -10.2856

1417 | CC1=CC(=0)C2=C(01)C1=C(C=C(0)C(0)=C1C(=0)0)0C2 -10.5900
COC1=CC(0)=C2C(=0)[C@H]3[C@H](0)[C@@H](O)[C@@](C)(O)C[C@@H]3

1418 | [C@@H](0)C2=C10 -11.0697

1419 | CC1=CC(=0)C2=C(01)C1=CC(0)=C(0)C=C10C2 -10.4128
CCCCCC[C@@H]10[C@]23CCI[C@H](0)[C@@]4(0)0C5=C(C(=0)[C@H](0)C

1420 | C5)[C@H](C[C@@H]102)[C@H]34 -11.3929

1421 | C[C@H]1CCC/C=C/C(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.7383




1422 | OC1=CC=CC2=C1[C@@H](0)CCC210C2=CC=CC3=CC=CC(=C23)01 -9.0972
CC(=0)O[C@@H]1C=C[C@](C)(O)C[C@@H](C)CC=C[C@H]2C=C(C)[C@@H]

1423 | (O)[C@H]3[C@H](CC4=CC=CC=C4NC(=O)[C@@]231 -9.3428
CC(C)=CCC1=CC=C2NC3=C(C[C@@H]4CC[C@@]5(0)C6=CC(=0)CTO[C@Q@

1424 | 16(CC[C@]5(C)[C@@]34C)OCT(C)C)C2=C1 -9.2305
COC1=CC=C2C3=C([C@H](C=C(C)C)NAC(=0)[C@@H]5CCCN5C(=0)[C@]4(O

1425 | [C@H]30)N(CC=C(C)C)C2=C1 -10.0698

1426 | C[C@H]1C[C@H](C)C(=0)[C@@H]([C@H](0)CC2CC(=0)NC(=0)C2)C1 -10.7878
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C1C1=C(OC)C=C(0)C2=C1C(=0)C1=C
(C2=0)[C@H](O)[C@@H](0)[C@@](C)(O)[C@@H]10)[C@@H](0O)[C@](C)(O

1427 | )[C@H](0)[C@H]30 -10.2608
C[C@@]12C3=CC(=0)0CC3=C[C@H]30C(=0)[C@](C)([C@H]31)[C@@H](O)[

1428 | C@H]10[C@H]12 -10.6728
CC(C)C1=C2C/C=C(/C=0)[C@@H]3C(=0)[C@@H](0)[C@@H](C)[C@H]3C[C

1429 | @J2(C)CCl -10.8189

1430 | CC(C)=CC[C@@H]1C[C@H](0)C2=CC=CC=C2C1=0 -10.0610

1431 | 0=C10C(C[C@@H](O)C(CI)CH)=CC2=CC(0)=CC(0)=C12 -10.3349

1432 | COC1=C(C2=CC=C(0)C(0)=C2)0C2=CC3=C(0CO3)C(0)=C2C1=0 -10.4863

1433 | 0=C1C=C[C@]230C4=CC=C(0)C5=C4[C@](CCC5=0)(0C4=C2C1=CC=C4)03 -9.4280

1434 | COC1=CC(0)=C2C(=0)C3=CN=C(C)C=C3C(=0)C2=C10 -10.4755

1435 | CC(C)=C10C2=C(C=CC3=CC(C)=NC=C23)C1=0 -9.4590

1436 | COC1=CC(0)=C2C(=0)C(C)=C(CC(C)=0)C(=0)C2=C10 -10.9981

1437 | CS[C@]1(CONC(=0)[C@](CC2=CNC3=CC=CC=C23)(SC)NCI=0 -10.3643

1438 | CC1(C)CC(=0)C2=C(01)C1=C[C@@H](C(C)(C)0)O[C@H]1[C@@H](0)C2 -10.9378
COC1=C(C)C(=0)C2=C(C=C(0)C3=C20[C@H](C)[C@]3(C)[C@H](0)C/C=C(\C

1439 | )CO)C1=0 -10.8093
0=C1C[C@H]2[C@@H]3CCC(=0)C4=C(0)C=CC(=C43)[C@@]2(0)C2=CC=CC

1440 | (0)=C12 -9.6752

1441 | CC(C)=CCC1=CC(0)=CC2=C10C(C)(C)CC2=0 -10.7466

1442 | O=C(N[C@H](CO)CC1=CC=CC=C1)C1=CC=CC=C] -9.2447

1443 | CC1=CC(0)=CC2=C1C1=C(C)C=C(0)C=C102 -10.0732

1444 | COC(=0)/C=C/C(=0)N[C@H](CC1=CC=C(0)C(CH=C1)C(=0)O -10.4451

1445 | CC(=0)C[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.6910




C=CIC[C@H2[C@@](C)(C(=0)C(O)=C3C(C)(O)C(=0)CC[C@@]320)[C@@H]

1446 | 2C(=0)0[C@@](C)(C(=0)0C)C(=0)[C@@]12C -9.7857
COC(=0)[C@@]12C(=0)C(C)=C(0)[C@]1(C)C(C)=C[C@@H] 1 [C@]34CC[C@

1447 | HJ(OC(C)=0)C(C)(C)C3[C@H](C[C@@]12C)0C4=0 -10.0825

1448 | OCCC1=C([C@@H](CO)C2=CNC3=CC=CC=C23)NC2=CC=CC=C12 -8.5235
COC1=CC=CC2=C1[C@H](O[C@@H]1C[C@H](C)OC3=CC=CC(OC)=C31)C[C

1449 | @H](C)02 -9.3264
CCC(C)[C@@]120C[C@@H](C(C)C(C)0)[C@@H]1CC1=C(02)C(C)=C(C)OC1

1450 | =0 -10.6551

1451 | CCCCCCCCCCCCCCCCCCCCCCC=0 -9.2830
CC(CYO)[C@H]IC[C@]2(0)[C@H](CC3=C(OC(C)(O)[C@@H](0)C3=0)[Ce@

1452 | H20)01 -10.5797

1453 | OCCC1=C([C@H](CO)C2=CNC3=CC=CC=C23)NC2=CC=CC=C12 -8.5235

1454 | CCCCCC=CC1=C(0C)C=CC(0)=C1C=0 -10.7088

1455 | CCC(C)C120CC(C(C)[C@H](C)0)C1CC1=C(02)C(C)=C(C)OC1=0 -10.6557

1456 | CCCCCC=CC1=C(0C)C=CC(OC)=C1CO -10.4539

1457 | COC1=CC2=C(CO[C@](C)(OC)C2)C(OC)=C1 -10.3856

1458 | COC(=0)CNC(=0)C1=CC=C(CC[C@H](C)0)C=N1 -9.9652
COC(=0)C1=CC(OC)=CC(0)=C1C(=0)C1=C(0)C=C(C)C(C2=CC(C)(C)OC3=C(

1459 | CC=C(C)C)C=C(0)C=C23)=C10 -9.6504
CC1(C)C=CC2=C(C=CC3=C2NC(=0)[C@@]32[C@H](0)[C@Q@]34NC(=0)[C@]

1460 | 5(CCCN5C3=0)C[C@H]4C2(C)C)O1 -9.8473
CC1=CC[C@@H2[C@]34CC[C@](0)(OC3)C(C)(C)[C@@HJACCIC@@]2(C)[C

1461 | @]12CC1=C(C=C(C3=CC=CN=C3)0C1=0)02 -9.4232

1462 | CC1=CC2=CC=C3C(=0)C(C)=C(C)0C3=C2C=N1 -9.6616

1463 | COC1=CC2=C(0C3=C2C(=0)C=C(C)C3=0)C(C)=C10 -10.8225

1464 | C[C@H]INC(=0)[C@H]2CCCN2C1=0 -9.2089

1465 | COC1=CC(OC)=C2C(=0)C(C)=C(CC(C)=0)C(=0)C2=C10 -11.0658
CC[C@H](C)[C@@H](OC(C)=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C

1466 | @H]40[C@@H](C(C)(C)0)CC[C@IA(O)[C@HB[C@@H]20)C1=0 -10.5389

1467 | COC1=CC(0)=C(C(=0)0)C(C2=C(C)C[C@@H](0)C2=0)=Cl1 -10.6637

1468 | CCCCCCIC@@H](0)[C@H]1CCC2=C(01)[C@@H](0)CCC2=0 -10.7311

1469 | COC1=CC2=C(C=C10)C1=CC(0)=CC(0)=C1C(=0)02 -10.8529

1470 | CC(C)=CCC1=C(C[C@Q@H]2NC(=0)[C@@H]3CCCN3C2=0)C2=CC=CC=C2N1 -9.7943




1471 | C[C@@H]1CC[C@H]2[C@]3(C)CO[C@]4(C)CC[C@]12C[C@H]34 -9.8699
C[C@@H]INC(=0)[C@@H](CC2=CNC3=CC=CC=C23)N2C1=NC1=CC=CC=C1

1472 | C2=0 -9.0423

1473 | COC1=CC(0)=C2C(=0)C3=CC(0)=C(C)C=C3C(=0)C2=C1 -10.0809
COC1=CC=C2C=C(NC(=0)C3=NO[C@H4[C@H](0)C=C[C@@H](O)[C@@]4(

1474 | 0)C3)C(=0)0C2=C10C -9.9072

1475 | COC1=CC=C(C2=CC(=0)C3=C(0)C4=C(0OCO4)C(0)=C302)C=Cl -10.1933

1476 | CC(C)=CCCI[C@@H](C)C1=CC=C(C)CC! -9.0225

1477 | 0=C10[C@H](CC2=CC=CC=C2)C[C@H]10 -9.3607
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C1C1=C(OC)C=C(0)C2=C1C(=0)C1=C

1478 | C(C)=C(0)C=C1C2=0)[C@@H](0)[C@](C)(O)[C@H](O)[C@H]30 -9.7768

1479 | CO[C@@H]1CCC[C@H](C)OC(=0)CC2=CC(0)=CC(0)=C2C(=0)C]1 -11.0394

1480 | C=CCCCCCCCCCIC@@H](O)C@H])(ON -9.9905
CN1C(=0)[C@@]23C[C@J4([C@]56C[C@@]78SS[C@@](C)(C(=0)NT[C@H]5
NC5=CC=CC=C56)N(C)C8=0)C5=CC=CC=C5N[C@@H]4N2C(=0)[C@]1(C)SS

1481 |3 -8.6525
CC(=0)0[C@@H]1C=C[C@Q@](C)(0)C(=0)[C@@H](C)CC-C[C@H2[C@@H]

1482 | 30[C@3(C)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4NC(=0)[C@Q@]312 -8.9667

1483 | C[C@H]1CCCCC[C@H](0)C(=0)[C@@H](0)CC(=0)01 -10.3967

1484 | CCCCCC(=0)CCC -8.9700

1485 | C[C@H]1CCC[C@@]2(CC3=C(CO2)C(=0)[C@](C)(O)[C@@H](0)C3)01 -10.7958

1486 | C[C@H](0)CCCCC[C@H](0)[C@@H]1C=CC(=0)01 -9.9874

1487 | CC(C)=CCCIC@@](C)ONC@@H]1CC[C@@](C)(O)[C@H]LC -10.5857

1488 | CC1=C2C[C@]3(O)[C@@H](C)CC[C@@H]40[C@@]43C[C@@]2(0)OC1=0 -10.9435

1489 | CC=CCCC(=0)C1=CC(C)=C(0)C=C10 -10.5776

1490 | CCCCC/C=C/C1=C(COC@@H](O)[C@H20[C@@]2(C/C=C(\C)C(=0)0)C1=0 | -10.6070
COC1=CC=C2C3=C(NC2=C)[C@H](C=C(C)C)N1C(=0)[C@@H]2CCCN2C(=0

1491 | )[C@]1(0)[C@H]30 -10.3313

1492 | COC1=C20C=CC2=CC2=C10C1=C(C3=CC4=C(C=C30C1)0CO4)C2=0 -10.2002

1493 | 0=C1C(=CC2=CC=CC=C2)0C2=C1C=CC1=C2C=CO1 -8.7259
C[C@H]1CC=C[C@H]2[C@@H]30[C@]3(O)[C@@H](O)[C@H]3[C@H](CC4=

1494 | CC=CC=C4)NC(=0)[C@]32[C@H](0)[C@@H]20[C@H]2[C@@](C)(O)C1=0 -9.8945

1495 | C=C(C)[C@H]1CC[C@]1(C)CCO -9.3139




CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=C(CC[C@]120)[C@

1496 | @]1(C)CC[C@H](0)CC1=CC3=0 -11.1363
1497 | C[C@H]1CCC[C@H](C[C@H]2CC3=CC(0)=CC(0)=C3C(=0)02)01 -10.8250
1498 | CC(O)[C@H]1CC[C@](C)ONC@H])(O)C@H]10 -10.3575
1499 | COC1=CC(0C)=C2C(=C1)C(=0)0[C@H]2C1=COC(C)=CC1=0 -10.0988
1500 | CON1C(=0)[C@@](CC2=CNC3=CC=CC=C23)(SC)NC(=0)[C@H]1CO -10.5805
1501 | CCCCC[C@@H]10[C@@H]1CCCCCCCCCCC(=0)0C -10.1161
1502 | CON1C(=0)[C@](CC2=CNC3=CC=CC=C23)(SC)NC(=0)[C@H]1CO -10.5805
CC(=0)0[C@H]1C2=C(C[C@@H]30[C@@H](C(C)(C)0)C[C@]310)C(=0)CC(
1503 | C)(C)02 -10.7040
CO[C@]120C3=C(C)C([C@H](C)C(C)=0)=C(C=0)C(0)=C3C[C@]1(C)C(=0)C(
1504 | ©)=C1C2=CO[C@H](C)[C@H]IC -10.5891
1505 | CCCCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@@]2(0)C[C@@H]10 -10.9859
1506 | CC(CO)C1=C[C@]2(C)C(=CCC[C@H]2C)CC1 -9.7729
1507 | CON1C(=0)[C@@](CC2=CNC3=CC=CC=C23)(SC)NC(=0)[C@@H]1CO -10.5805
1508 | CON1C(=0)[C@](CC2=CNC3=CC=CC=C23)(SC)NC(=0)[C@@H]1CO -10.5805
1509 | C=CC(C)(C)C1=C(C=C2NC(=0)C(=C)NC2=0)C2=CC=C(CC=C(C)C)C=C2N1 -8.5643
CC1(C)C=CC2=C(C=CC3=C2N(0)C(=0)[C@@]32[C@H](0)[C@@]34NC(=0)[
1510 | C@]5(CCCNSC3=0)C[C@H]4C2(C)C)O01 -9.9618
CC/C=C\[C@H]10[C@@H]1C1=C(C)C(=0)[C@]2(01)C(=0)N[C@@](OC)(C(=
1511 | 0)C1=CC=CC=C)[C@@H]20 -9.4222
1512 | CCCCCCCCCCCC(N)=0 -9.3591
C=C(O)[C@H]10[C@H]2CC[C@@]3(O)[C@@](O)CC[C@H4[C@@H]50C(C)
(O)[C@H]6C[C@@H]7C(=C)CC8=CC=CINC(=C5CI=C8[C@@]760)[C@@]43C
1513 |)[C@]230[C@@H]3[C@H]10 -9.5778
1514 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C=C(0)C(=0)C=C3C2=C]1 -10.5804
1515 | CCCCCC(=0)C1=C(0)C=C2C(=0)C3=CC(0)=CC(0)=C3C(=0)C2=C10 -10.8789
1516 | C/C(=C\CC[C@@](C)(0)[C@@H]1CC[C@@](C)OC@H]1C)CO -10.6860
1517 | CCC(=0)0CC1=CC=CC=Cl -8.7273
1518 | C[C@@H]1C[C@H](0)/C=C/[C@@H](0)/C=C\C(=0)01 -10.1420
1519 | COC1=CC(0)=C2C(=0)0C(C[C@@H](0)CO)=CC2=C1 -10.7735
COC1=CC(C)=C2C(0C)=CC(=0)0C2=C1C1=C(OC)C=C(C)C2=C10C(=0)C=C2
1520 | oC -9.8387




1521 | 0=C1C2=C(COC3=CC4=C(C=C32)0C04)0C2=CC3=C(C=CO3)C=CI2 -9.4813

1522 | CC(C)C1=C(0)C(0)=C2C(=C10)C(=0)C(0)=C1C(C)(C)CCC[C@@]12C -10.9228

1523 | COC1=CC(0)=C2C(=0)C(OC)=C(C3=CC=CC=C30)0C2=C10C -10.4382
0=C1C=C[C@@H](0)[C@@H]2[C@H]1C[C@]13SS[C@@]4(C[C@H]5C(=0)C

1524 | =C[C@H](0)[C@H]5N4C1=0)C(=0)N23 -10.6894

1525 | CC1=CC(0)=CC(0)=C10C1=CC(0)=CC(C)=C1C(=0)0 -10.4394
COC1=CC=C2C(C[C@@H]3NC(=0)[C@@H]4CCCN4C3=0)=C(CC=C(C)C)NC2

1526 | =C1 -10.1035

1527 | C=C10C(=0)[C@]2([C@@H](/C=C/C)C=CC(=0)[C@H]20)[C@@H]10 -9.9757
C=CC(C)(C)C1=C2C[C@@H]3[C@@H](C4=C2C(=CC=C4)N1)[C@@H](0)[C@

1528 | @H](C)CN3C -9.1986

1529 | CC[C@H](0)C1=C(C)C(0OC)=CC(=0)01 -10.9316

1530 | CC1(C)CCCIC@@](C)(C2=CC=C(C(=0)0)C=C20)01 -11.1190

1531 | C=C(C)C=CC1=CC=C2C(C(=0)0)=CNC2=Cl -9.3670
CC[C@H](C)/C=C/C=C(\C)C[C@@H](C)/C=C/C=C/[C@H]10C(=0)[C@H](O)[C

1532 | @@HP0[C@]12C -10.1030

1533 | C[C@H]1C[C@@H](C)C(=0)[C@@H]([C@H](0)CC2CC(=0)NC(=0)C2)C1 -10.7955

1534 | CC1=C(0)C(=0)[C@@H]20[C@@H]2C1=0 -9.6593

1535 | C=C1[C@@H]2C(=0)0C[C@H]3[C@@H]2[C@@H](C(C)C)CC[C@@]13C -10.3407

1536 | COC1=C(C2=CC=C(0)C(0)=C2)C=C(OC)C2=C10C1=CC(0)=C(0)C=CI12 -10.3628

1537 | COC1=CC(C=CC(=0)N2CCCCC2=0)=CC(OC)=C10C -10.4616

1538 | C[C@@H]1CC/C=C/[C@@H](0)/C=C\C(=0)O1 -9.9058
CCC(=0)0[C@H]1CC[C@]2(C)[C@H]3CC4=C(C=C(C5=CC=CN=C5)0C4=0)0[

1539 | C@]3(C)CC[C@H]2CL(C)C -9.9879

1540 | CC(C)=C10C2=C(C=CC3=C2[C@@H](0)O[C@H](C)C3)C1=0 -10.5879
C/C=C(\C=C(C)\C=C\C=C\C=C(/C)C(=0)[C@H]1C(=0)N[C@]2(0)CCO[C@H]1

1541 | 2)C(=0)0C -9.7052
COC1=CC(0)=C2C(=0)C3=C(0C)C4=C(C=C3C(=0)C2=C1)0[C@H]10CC[C@

1542 | @HJ41 -10.9001
COC(=0)[C@]1(CC2=CC=C(0)C(CCC(C)(C)0)=C2)OC(=0)C(0)=C1C1=CC=C(

1543 | 0)c=C1 -9.8021

1544 | C=Cl[C@@H]2CC[C@@]3(C)[C@H](CC[C@@H]3C)C1(C)C -9.3514
COC(=0)[C@]1(CC2=CC=C30C(C)(C)CCC3=C2)0C(=0)C(0)=C1C1=CC=C(O)

1545 | C=Cl -9.2965

1546 | COC1=CC(C)=CC(C)=C1 -9.5061




1547 | COC1=CC(OC)=C(C(=0)C2=C(C)C=C(0)C=C20C)C(0)=C1Cl -10.8414

1548 | C1=CC=C20C3=CC=CC=C3CC2=C] -8.5560

1549 | COC(=0)CCCCCCCCC(C)C -9.7014

1550 | COC(=0)C1=C(0)C=CC2=C1C(=0)C1=C(0)C=C(0)C=C102 -10.8834

1551 | C[C@@H]10[C@@H]20C1CC1=CC=CC(0)=C12 -9.9219

1552 | COC(=0)CC1CCCN(C(=0)C=C(C)CCO)O1 -10.4115

1553 | C=CC(C)(C)C1=C(CCNC(=0)CC[C@H](0)C(=0)0)C2=CC=CC=C2N1 -9.7601
CC(C)CCCCCCCCCC[C@@H]1CC(=0)N[C@@H](CC(N)=0)C(=0)N[C@H](CC
2=CC=C(0)C=C2)C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CCC(N)=0)C(=0)

1554 | N2CCC[C@H]2C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CO)C(=0)N1 -10.5136
CO[C@@H]1C[C@H](C[C@@H](0)CC[C@H](C)/C=C(/C)C(=0)0)O[C@]2(O[C
@@](CY([C@@H]3CC[C@@](C)([C@H]40[C@@H]([C@H]SO[C@@](O)X(CO)[

1555 | C@@H](C)C[C@H]5C)C[C@@H]4C)03)C[C@@H]2C)[C@H]1C -10.5249

1556 | CCCCCCIC@H](0)[C@@H]1C[C@@H](0)C2=C(O)[C@H](0)CCC2=0 -10.8186

1557 | CC(C)=C/C=C1/C2=C(C[C@H](0)[C@@H]10)C(=0)CC(C)(C)02 -10.6150

1558 | CC1=C[C@H]20[C@@H]3C[C@@H](0)[C@](C)[C@@]2(C)CCHC@]31CO1 -11.1346
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(
C)=0)[C@@H]20[C@H]2[C@@](C)(O)C(=O)[C@@H](C)C/C=C/[C@H]3[C@

1559 | @H]10 -8.9149
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(COC(/C=C/CO)=C2)C(=0)[C

1560 | @]1(©)0 -10.2654

1561 | CC(C)=C/C=C1\C2=C(C[C@H](0)[C@@H]10)C(=0)CC(C)(C)02 -10.6150
COC1=CC(0)=C2C(=0)[C@H3C[C@@H](0)[C@@](C)(O)C[C@@H]3[C@@H

1562 | 1(0)C2=C10 -11.3455
OC1=CC=C2C(=C1)C1(0C3=CC=CC4=CC=CC(=C34)01)[C@@H]10[C@@H]!

1563 | [C@@H]20 -9.2710

1564 | CC[C@H](0)C1=C(CO)C(0C)=CC(=0)01 -10.3948

1565 | C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](CC3=CC=CC=C3)NC2=0)N=CN1 -9.1201

1566 | COC1=CC2=C(C=C02)C2=C1C(=0)C(=CC1=CC=CC=C1)02 -9.6778
CC(FO)O[C@@H]1C=C[C@](C)(O)C[C@@H](C)CC=C[C@H]2[C@H](O)[C@

1567 | @])(C)(0)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4HNC(=0)[C@@]312 -9.2668

1568 | C[C@H]1[C@H]([C@@]2(C)CC[C@@H](C(C)(C)0)02)CC[C@@]1(C)O -10.3088




1569 | COC1=CC2=C(C(0)=C1CS(=0)(=0)CCNC(C)=0)C(=0)C=C(C)02 -11.4465

1570 | CC1=C(0)C=C(C[C@H](C)0)0C1=0 -10.4459

1571 | C[C@H]1CCC[C@@H](0)CC(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.7586
CC[C@H](C)[C@HI(N)C(=0)N1CCC[C@H] 1 C(=0)N[C@H](C(=0)0)[C@@H(

1572 | o)cc -11.0256
CC(C)=C[C@H]1C2=C(C(=0)[C@@]3(0)C(=0)N4CCC[C@H]4C(=0)N13)C1=C

1573 | C=CC=CIN2 -10.3667
CC(=0)0C[C@]12C[C@H](OC(C)=0)C(C)=C[C@H]10[C@@H]1[C@H](O)[C

1574 | @@H](0C(C)=0)[C@@]2(C)[C@]12CO2 -10.6413

1575 | CC1(C)C=CC=C(C(=0)0)C=Cl -9.6803

1576 | CC1=CCC[C@]2(C)CC[C@@H](C(C)(C)O)C@H](O)[C@@H]12 -10.5946

1577 | CC(C)C1=CC=CC(=0)C(0)=C10 -10.2596
CC1=CC(0)=CC(0)=C1C(=0)0[C@@]1(C)C(=0)C2=C(C=C(/C=C/CO)0C2)C[C

1578 | @H]10 -10.3430
C[C@@H]IN[C@@H]2N(C1=0)C1=CC=CC=C1[C@@]2 1 C[C@@H](N2C=NC3

1579 | =CC=CC=C3C2=0)C(=0)01 -8.8364
C=C[C@]1(C)CC[C@]2(C)[C@H](C[C@@H](0)C3[C@]4(C)CCC[C@@]320C4

1580 | =0)C1 _11.3518

1581 | C=C(C)[C@H]1CC=C2CCC[C@H](O)[C@@]2(C)C1 -9.1549
CC[C@H](C)/C=C/C1=CC2=C(C)C(=0)[C@@]3(C)O[C@]4(OC)[C@H](C)[C@

1582 | @H](C)OC(=0)[C@@H]4[C@H]3C2=CO1 -9.8217

1583 | CC[C@@H]1CCI[C@@]2(C[C@H](O)[C@@H](CO)CO2)0C1 -10.5854

1584 | CC(C)=CC[C@]120[C@H]1[C@@H](0)CC1=C20C(C)(C)CC1=0 -10.6483

1585 | CC[C@@H]1CC[C@@]2(C[C@H](0)[C@H](CO)CO2)0C1 -10.5854

1586 | COC1=CC(0)=C2C(=0)C3=C(C[C@@](C)(OC)OC3)C(=0)C2=C10 -10.9972
CC1C[C@@]230C(=0)/C4=C(\0)[C@H](C)C[C@@](C)(0)C(=0)[C@H]5C(SC[

1587 | C@](C)(NC(=0)C6=NC=CC=C60)C(=0)0)C2C(0)[C@@H]10[C@]453 -10.1876
C=C1CC[C@@]23COC(=0)/C=C4/CCO[C@@](C(C)=0)(CC/C=C\C(=0)O[C@

1588 | @H]5C[C@H]60[C@@H]2[C@H]1C[C@Q@]6(0)[C@]53C)[C@Q@H]40 -10.3985

1589 | COC1=C(0)C=CC2=C1C(=0)O[C@H](CCCO)C2 -10.5360

1590 | CC1=CC2=C(C)C(0)=CC(0)=C2C(=0)01 -10.4145

1591 | CS[C@@H]1C(=0)N2[C@H]3C(=CC=C[C@@H]30)C[C@@]2(SC)C(=0)N1C -10.3298

1592 | CC1=CC(C)=C2C(=C10)C(=0)0[C@H](O)[C@@H]20 -10.4860

1593 | COC1=CC(0)=CC2=C1CO[C@@](C)(OC)[C@@H]20 -10.7205

1594 | COC1=CC(0)=CC2=C1CO[C@](C)(OC)[C@@H]20 -10.7205




1595 | C[C@@]1(C(=0)0CCC2=CC=C(0)C=C2)CSC(C2=NC=CC=C20)=N1 -8.9690

1596 | c#ccco -8.0105

1597 | COC(=0)C1=CC(0S(=0)(=0)0)=CC(OC)=C1C(=0)C1=C(OC)C=C(C)C=C10C -10.8678

1598 | COC1=CC(0)=CC2=C1CO[C@@](C)(OC)C@H]20 -10.6999

1599 | COC1=CC=C(C=CC2=CC=CC=C2)C=Cl -9.1406
C/C1=C/C[C@]2(C)C(=0)C(0)=C([C@H](C)CO)[C@H]2C/C=C(/C)[C@@H]2CC

1600 | [C@@](C)(02)[C@@H](0)CCL 111172
CC=CCCC(=0)CI=C(O)[C@I2(O)C=O)[C@@](C)O)CI[C@H]([C@]1(C)OC(=

1601 | 0)C(C)=C10)C2C(=0)CCC=CC -9.9543

1602 | NC(=0)C1=CC=CC=NI1 -8.8056

1603 | C=C(C(=0)0)[C@H]1CCC2=C[C@H](0)C[C@H](C)[C@@]2(C)C1 -10.9021
C[C@@](CSSCIC@](C)(NC(=0)C1=NC=CC=C10)C(=0)0)(NC(=0)C1=NC=CC

1604 | =C10)C(=0)0 -9.3141

1605 | CN1CCC(=0)NC1=0 -9.0979

1606 | COC1=CC(0C)=C2C(=0)C3=C(0)C([C@@H]4CCCO4)=C(0)C=C3C(=0)C2=Cl | -10.9825
CO[C@H]10C(=0)C(C2=CC=C(0)C=C2)=C1C(=0)C1=CC=C(0)C(CC=C(C)C)=

1607 | Cl1 -9.8846
CO[C@@H]10C(=0)C(C2=CC=C(0)C=C2)=C1C(=0)C1=CC=C(0)C(CC=C(C)C

1608 | )=Cl -9.8846
C[C@@H]1CCCCC[C@H](0)C(=0)C[C@H](S[C@H]2CC(=0)[C@@H](0)CCC

1609 | CC[C@@H](C)OC2=0)C(=0)01 -10.3323

1610 | COC(=0)CC[C@H]1[C@@H](C)C=CC2=C[C@@H](CO)CC[C@@H]21 -10.5055

1611 | COC(=0)CCCCC1=CC(0)=C(C=0)C(0)=C1C -10.6852

1612 | COC(=0)CC[C@H]1[C@@H](C)C=CC2=C[C@H](CO)CC[C@@H]21 -10.5055

1613 | CC(=0)C[C@@H]1CC(=0)C2=C(0)C=CC=C2[C@H]10C(C)=0 -10.7837

1614 | CC1=C(0)C=CC=C10 -9.6939

1615 | CC1=CC(=0)C2=C(C[C@@H](0)C[C@H]20)01 -10.1998
C[C@@H]1CC[C@@]23[C@H](C)CC(=0)[C@@H](C[C@H]2[C@]2(C)CC(=0)[

1616 | C@H]12)C3(C)C -10.4805

1617 | CC(C)(0)CCCCCC(=0)C1=CN=C(N)N1 -9.7788
COC(=0)[C@@]1(0)C2=C(0C3=CC=CC(0)=C3C2=0)[C@@H](0)C[C@@H]1

1618 | O -10.7890
COC(=0)[C@@]120C3=C(C4=CC=C50[C@](C(=0)OC)([C@@H]60C(=0)C[C

1619 | @@H]6C)CC(=0)C5=C40)C=CC(0)=C3C(0)=C1C(=0)C[C@H](C)[C@H]20 -10.2570
C[C@@H]1CC[C@@]2(0)C[C@HB[C@]4(C)CC[C@@H]4[C@@](C)(O)CC[C

1620 | @@]13C2(C)C -10.7522
COC1=C(0)C2=C3C(=C4C(0C)=CC(=0)C5=C4C4=C(C(OC)=C50)C(C(C)0)C(C

1621 | (C)0)C1=C43)C(OC)=CC2=0 -10.7761




1622 | C=CC1(C)CCC2C(CC2(C)C)C(=C)C1 -9.3722
C[C@@H]1CC(=0)[C@H]2C[C@H]3[C@]4(C)CC[C@@H4[C@@](C)(O)CC[C

1623 | @@]13C2(C)C -11.2745
COC1=CC=C(C=C2NC(=0)[C@@]3(C[C@]4(0)[C@@H](C=C[C@@H](O)[C@

1624 | @H]40)S3)NC2=0)C(0)=C10C -11.2128
COC1=CC=C(C=C2NC(=0)[C@]3(C[C@]4(0)[C@H](C=C[C@@H](0)[C@@H]

1625 | 40)S3)NC2=0)C(0)=C10C -11.2128

1626 | CCCC1=CC(=0)C2=C(C[C@@H](0)C[C@H]20)01 -10.2655

1627 | COC(=0)C1=CC=C(C(C)=CCO)O1 -10.3759

1628 | CC1(C)O[C@@H]1CC1=CC(C(=0)0)=CC=C10 -10.5954

1629 | CCCCC=C(C=0)CCC -9.0902
CC1=C(0)C=C20[C@H]([C@@]3([C@@H]4CC=C5CCC[C@H](C)[C@@]5(C)C

1630 | 4)C0O3)0C(=0)C2=C1C _11.1624
C/C=C/C=C/C(=0)C1[C@@H]([C@]2(C)OC(=0)C(C)=C20)C2C(C(=0)CC/C=C/

1631 | O)=C(0)[C@]1(C)C(=0)[C@@]2(C)O -9.2012

1632 | CC(O)[C@H]1CC[C@@](C)(0)C@@H]2CC[C@H](C)C[C@H]12 -9.9928

1633 | C[C@@](CSC(=0)C1=NC=CC=C10)(NC(=0)C1=NC=CC=C10)C(=0)0 -9.5453
CC(=0)NCCC1=C([C@H](C2=CNC3=CC=CC=C23)[C@H](0)CO)NC2=CC=CC

1634 | =C12 -9.4040
CCCCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3[C@@H

1635 | ]10C(C)=0 -10.9717
CC(=0)C[C@@H]10[C@]2(0)[C@@H](COIN(C)C(-0)[C@@]23C(=0)[C@@]2

1636 | (O)[C@H](C(C)=C[C@HJ4C[C@@H](C)CC[C@@H]42)[C@@H]13 -10.9822
CC(=0)C=C[C@@H]1[C@H]2C(C)=C[C@H]3C[C@@H](C)CC[Ce@H]3[C@@

1637 | ]2(0)C(=0)[C@@]12C(=0)[C@@H](CO)N(C)C2=0 -10.4194

1638 | coc -8.0645

1639 | c1=cocccl -8.4871

1640 | OC1=CC=CC2=C1[C@H](0)[C@@H](0)C[C@H]20 -10.1194

1641 | OC1=CC=CC2=C1[C@H](0)[C@H](0)C[C@H]20 -10.1184
CCI=C2C(=0)CC@@]2(C)[C@@H2CIC@@HI3[C@@H)(0)CIC@@H](C)[C

1642 | @@]2(CCHC3(C)C -11.3719

1643 | CCCCCCCC(=0)C1=CN=C(N)N1 -9.1392

1644 | CON1C(=0)[C@](CC2=CNC3=CC=CC=C23)(0C)NC(=0)[C@@H]1C -10.0664

1645 | CON1C(=0)[C@@](CC2=CNC3=CC=CC=C23)(OC)NC(=0)[C@H]1C -10.0664

1646 | CCCCCCCCC=CCCCCCCCCOCCO -9.8876

1647 | C1CCCCC23CCCCCCA5CCCCCCCCC4(CCCCCC2(CCCO3)05 -9.2051

1648 | OC1=CC=CC2=C1[C@@H](0)[C@@H](0)C[C@H]20 -10.1194




[C-J4[N+]C(=CC1=CC=C(0)C=C1)C(=CC1=CC=C20C(C)(C)CCC2=C1)[N+J#[C-

1649 | ] -8.8702
1650 | COC(=0)CCC1=C([C@H](0)C(=0)OC)C(=0)C2=C(0)C=CC=C201 -10.8015
1651 | COC1=CC=C(O[C@H]20[C@H](CO)[C@@H](0)[C@H]20)C=C10C -10.3632
1652 | CCCC1=CC2=C(C(=0)[C@@H](0)[C@H](C)02)C(=0)01 -10.4847
1653 | CC1=C(0)C(0)=C(0)C2=C1C(=0)N([C@H](C(=0)0)C(C)C)C2 -10.7940
1654 | CCCCCC=CC1=CC=CC(0)=C1CO -9.8978
1655 | CC1(C)O[C@@H]1CC1=CC(C=0)=CC=C10 -10.0100
1656 | CIC(CI)(CDHC(CI(CNCI -9.2034
1657 | COC1=C(C)C(0)=C(C)C(C(=0)0)=C1C -11.0439
1658 | C[C@@H]1CCCCC[C@H](0)C(=0)C[C@H](SC[C@@H](0)C(=0)0)C(=0)01 -10.7904
CCIC@HIO[C@Q@HI(0C(O)=0)[C@@HI(C)C1=CIC@@I2A(0)CO[C@@HI3C2
1659 | =C(O[C@]2(C)CC[C@H]40[C@@H](C(C)(C)0)CC[C@]4(C)[C@@H]32)C1=0 -10.8324
1660 | C=CCCCCCCCC(C)C -8.3798
C[C@@H]1C[C@H](0O)[C@H]2C[C@H3[C@]4(C)CC[C@@H]4[C@@](C)(O)C
1661 | C[C@@]13C2(C)C -10.6694
1662 | CCCCCC1=CC(0)=C(C=0)C(0)=C1C -10.4128
1663 | CC1=C(CCCCC(=0)0)C=C(0)C(C=0)=C10 -10.7675
1664 | O=CC1=CC=C(IN+](=0)[0-])C=C1 9.5115
COC1=CC=C(C=C2C(=0)N[C@]3(C[C@]4(0)[C@@H](C=C[C@@H](0)[C@@
1665 | H]40)03)C(=0)N2C)C(0)=C10C -10.8446
COC1=CC=C(C=C2C(=0)N[C@@]3(C[C@]4(0)[C@H](C=C[C@@H](0)[CQ@
1666 | H]40)03)C(=0)N2C)C(0)=C10C -10.8446
1667 | CC(=0)0CCCCCCCCC=0 -9.4619
1668 | CCCCCC=CC1=CC=CC(0C)=C1CO -10.1698
1669 | CC1=C(0)C(0)=C(0)C2=C1CE=OIN(C@@H](CC(C)C)C(=0)0)C2 -10.9002
1670 | CC1=C(CCC(=0)0)C=C(0)C(C=0)=C10 -10.3904
1671 | COC=0)[C@@]1(0)C2=C(C[C@@H](S)[C@@H]10)0C1=CC=CC(0)=C1C2=0 | -10.9517
1672 | COC1=CC(=0)0CC(C)=C1CO -10.1479
1673 | OC1=C(Cl)C=C(C)C2=CC=CN=C12 -9.3801
COC1=CC=C(C=C2NC(=0)[C@]3(C[C@]4(0)[C@H](C=C[C@@H](0)[C@@H]
1674 | 40)03)NC2=0)C(0)=C10C -11.0570
COC1=CC=C(C=C2NC(=0)[C@@]3(C[C@]4(0)[C@@H](C=C[C@@H](O)[C@
1675 | @H]40)03)NC2=0)C(0)=C10C -11.0570
1676 | CCCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCCCCCCC -10.2670
1677 | CCC[C@H](0)CC1=CC=C(C=0)01 -9.8548




CCCCOC(=0)[C@@]1(C(=0)[C@Q@H](C)CC)O[C@@]12C1=COC(C)=CC1=CC(

1678 | =0)[C@]2(C)O -9.9315
1679 | C=CC(C)(C)C(=0)NC1=CC=CC=C1C(=0)CCNC(=0)CC[C@H](N)C(=0)O -10.2812
1680 | CCCCCCC(=0)C1=CN=C(N)NI1 -9.1196
1681 | CC1=C(0)C(0)=C(0)C2=C1C(=0)N([C@@H](CC1=CC=CC=C1)C(=0)0)C2 -9.8348
1682 | C[C@]1(0)CCC2=C(C1)C(=0)C1=CC=CC(0)=C1C2=0 -10.7564
COC1=CC(0)=C2C(=0)0C3=C(C4=C(0)C=C5C(=C40)C(=0)0C4=CC(0)=CC(C
1683 | )=C45)C(0)=C(0)C=C3C2=C1 -9.7968
1684 | C[C@H](0)CC1=CC(=0)C2=C(0)C=CC=C2C1=0 -10.4493
1685 | COC1=C(C)C(C)=CC2=C10C(C)0C2=0 -10.5653
COC(=0)/C=C/C(C)=C/C(C)=C/[C@H]1C(C[C@H](C)0)=C(C)C=C2C[C@@H](
1686 | O)C(=0)[C@@H](C)[C@@H]21 -9.7188
1687 | CC1=CC(CO)=C2C[C@@H](C)OC(=0)C2=C10 -10.8141
1688 | C=CC(C)(C)C1=C(CCNC(=0)CC[C@H](N)C(=0)0)C2=CC=CC=C2N1 -10.0604
C/C(=C\CC(C)C)[C@@H](C)[C@H]1 CC[C@H]2C(CCC3=CC(0)=CC=C3C)C(=0
1689 | )CC[C@]12C -9.7847
C=C(O)C#CC1=C[C@@H]20[C@@H](C(C)(C)O)C[C@]2(0)[C@H](O)[C@@H]
1690 | 10 -10.7051
1691 | C=C(C)C1CCC(=C)C2CCC(C)C2C1 -9.3652
1692 | 0=C1C2=C(0)C=C(0)C=C2CC[C@@H]10 -10.2124
1693 | CCCCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3C1=0 -10.9920
1694 | C=CC(C)(C)C1=C(CNC(=0)CC[C@H](N)C(=0)0)C(=0)C2=CC=CC=C2N1 -9.2233
1695 | C[C@@H]1CC2=C(C)C(0)=C(C)C(0)=C2C(=0)01 -10.2183
1696 | COC1=CC=C2C[C@@H](CCC(=0)0)0C(=0)C2=C10 -10.3679
1697 | C=C(C)C#CC1=C[C@H]20[C@H](C(C)(C)0)C[C@2(O)[C@H](O)C@H]10 -10.6715
1698 | CCCCCCCCCC(=0)CC -8.8085
C=CC(C)(C)[C@H]INC2=CC=CC=C2C(=0)[C@@H]1 CNC(=0)CC[C@H](N)C(
1699 | =0)0 -9.9441
1700 | COC1=CC(OC)=C2C(=0)C@H]3CO[C@@](C)(OC)C[C@@H]3C(=0)C2=C1 -10.9563
COC1=CC2=C3C4=C5C(=CC(OC)=C6C(OC)=CC(=0)C(=C65)C3C1=0)C(0)=C(
1701 | 0)C(OC)=CAC(C(C)=0)C2(C)O -10.4469
1702 | NC(=0)[C@@H]1CCCNI -9.3827
1703 | CC(C)=CC(=0)C1=C[C@H](O)[C@]2(0)C[C@H](C(C)(C)0)O[C@H]2C]1 -10.8284
1704 | CC(C)=CC(=0)C1=C[C@@H](0)[C@@]2(0)C[C@H](C(C)(C)0)O[C@H]2C]1 -10.8299
1705 | CC(C)=CCC1=C(0)C=C(0)C(C=0)=C1C(=0)C1=C(0)C=C(C)C(CH=C10 -9.8839




1706 | COC1=CC(C)=C(C)C(0)=C1C(=0)C1=C(C=0)C(0)=CC(0)=C1CC=C(C)C -10.0122
CC=C(O)C(=0)O[C@H]1CCC[C@@H]2[C@@H](0)[C@H](O)[C@@H](CCC)O
1707 | [C@]120 -10.8922
1708 | CC(C)CCCCCC(=0)C1=CN=C(N)N1 -9.3590
CC1=C(0)C=C20[C@@H]([C@@]3([C@@H]4CCC5=CCC[C@@H](C)[C@]5(C
1709 | )C4)CO3)0C(=0)C2=C1C -10.9631
1710 | COC1=CC=C2C(=0)C(CC(=0)0)=COC2=C1 -10.1914
1711 | CC(C)CCCCC(=0)C1=CN=C(N)N1 -9.2298
1712 | C/C=C/C=C/[C@H](0)CC1=CC(0)=C(C)C(=0)O01 -9.8700
COC(=0)C1=C(N[C@@H]2CC3=C(C(=0)C4=C(0)C=CC=C403)[C@](O)(C(=0)
1713 | 0O)[C@@H]20)C=CC2=C1C(=0)C1=C(0)C=CC=C102 -9.6420
COC1=CC=C(C=C2NC(=0)[C@@]34C[C@]5(0)[C@@H](C=C[C@@H](0)[C@
1714 | @H]50N3C2=0)S84)C(0)=C10C “11.1126
1715 | 0=C(CC1=CNC2=CC=CC=C12)0CCC1=CNC2=CC=CC=CI2 -8.9228
C=C(C)C=C=CIC[C@@H]20[C@@H](C(C)(C)O)C[C@@]2(0)[C@@H](OC(C)
1716 | =0)[C@@H]10 -10.7774
1717 | CCC(=0)CCC1=CC=CC=C]1 -8.3384
1718 | CCCCI[C@H](0)C1=CC=C(C=0)01 -9.8789
CC(=0)0CCC1=C([C@H](C2=CNC3=CC=CC=C23)[C@H](0)CO)NC2=CC=CC
1719 | =C12 -9.4993
1720 | CCCCCCCCC=CCCCCCCCCCCCCCCCe -8.7446
1721 | C[C@@H]1[C@@H](C(C)(O)CCCC(C)(C)0)CC[C@]L(C)O -10.2815
1722 | COC1=C(0)C(C)=C2COC(=0)C2=C10 -10.3094
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(
1723 | ©)=0)/C=C\C(C)=C/[C@@H](C)C/C=C\[C@H]3[C@@H]10 -9.0364
1724 | CCOC1=CC=CC=CINC(C)=0 -9.1149
1725 | C[C@@H]1CCCCCCC(=0)C[C@H](SC[C@@H](0)C(=0)0)C(=0)01 -10.4791
CC(C)=CCCC(C)=CCCC(C)=CCCC(C)=CCCC(C)=CCCC(C)=CCCC(C)=CCCC(C
1726 | )=CCCC(C)=CCC1=CC(C(=0)0)=CC=C10 -8.6419
1727 | COC(=0)CCCCCCCCCCCCCCC(C)C -9.6798
1728 | 0O=C1CCC(=O)N1 -8.3762
1729 | NC(N)=NCCC[C@H](N)C(=0)O -9.3944
1730 | CN(©)C=0 -8.3715
1731 | CC1=C(CCCCCO)C=C(0)C(C=0)=C10 -10.4171
1732 | COC1=CC=C(0)C2=C10C(CO)=CC2=0 -10.2768
1733 | CC(O)CC(N)=0 -8.9104
1734 | COC1=CC=CC(C=CC(=0)0)=C1C(C)C -10.0525
1735 | CCC(C)C120CC(C(C)[C@H](C)0)CICCI=C(C=C(C)OC1=0)02 -10.3455




1736 | CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C)C(=0)[C@](C)(0)C(=0)C2=CN1CCO -9.3090

1737 | CC(=0)0[C@@H](C)CCCI[C@@H]1CC(=0)C2=C(CC(=0)0)C=C(0)C=C201 -10.8091

1738 | CCC(O)[C@@]120C[C@@H](C(C)C(C)O)C@@H]1CC1=C(C=C(C)0C1=0)02 | -10.3625
C/C=C/C=C/C(=0)C1=C[C@@]2(C)C3/C(=C(O)\C=C\C=C\C)C(0)=C(C)C(=0)[C

1739 | @@]3(C)0[C@@]2(0)[C@@](C)(0)C1=0 -8.8231

1740 | CC1=CC(0)=CC(C)=C1Cl -9.3107

1741 | CC1=CC(0)=C20C3=C(0)C=CC=C3C(=0)C2=Cl -10.3066

1742 | CCCC(=0)C1=CC2=C(OC(=0)C3=C(0)C=CC=C32)C(0)=C1C -10.2955

1743 | CSC(C)=0 -8.2642

1744 | CC(C)=CCC1=CC(C(=0)CO)=CC=C10 -9.8823

1745 | C=CC(C)(O)[C@@]1(CCNC(=0)CC[C@H](N)C(=0)0)C(=0)NC2=CC=CC=C21 -9.8499
C=C(C)C=C=CIC[C@@H]20[C@@H](C(C)(O)O)C[C@@]2(0)[C@@H](0)[C@

1746 | @H]10 -10.6402

1747 | CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)C@H](0)C2=CO1 -9.4032

1748 | 0=C10C2=CC(0)=C(0)C=C2C2=CC(0)=CC(0)=C12 -10.1391

1749 | COC1=CC=C(CCNC(C)=0)C=Cl -9.1342

1750 | C=CC(C)=CC(=0)CC(C)C -9.1793

1751 | CCC(C)CCCCC(C)CC -8.5728

1752 | C[C@@H]1CC(=0)CC(C)(O)[C@@]1(0)/C=C/[C@@H](C)O -10.8256
COC1=CC=C2C(=C10C)0[C@]1(C(=0)N[C@@]3(C[C@]4(O)[C@H](C=C[C@

1753 | @H](0)[C@@H]40)S3)C(=0N10)[C@@H]2SC -10.4610
C[C@]1(C(FO)O)CC[C@]2(C(=0)0)CC[C@]3(C)C(=CC[C@@HA[C@@]5(C)C
C[C@H](O[C@@H]60[C@H](CO)[C@@H](O)[C@H](O)[C@H]60)[C@@](C)(

1754 | C(=0)0)[C@@H]5CC[C@]43C)[C@@H]2C]1 -10.4133
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2C34C=CC5(C[C@@H](0)CC[

1755 | C@]5(C)C3CC[C@@]21C)004 -10.3875

1756 | CCCC=CC(=0)0CC -9.4529

1757 | CC1=CC=CC(C)=C1C=0 -8.9267
CC(=0)0[C@@H]1 [C@@H20[C@HRIC@Q@)(C)O)C(=0)[CR@HI(C)C/C=C/[
C@H]2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC4=CC=CC=C4NC(=0)[C@@]12

1758 |3 -9.0331

1759 | C=C1CC[C@@H]2[C@](C)CCCIC@]2(C)C(=0)0)[C@H]1CC/C(C)=C/C(=0)O -10.7991

1760 | C[C@@H]1C=CC2=C(0)C=CC=C201 -9.6631

1761 | OCC=CC1=CC=CC(0)=C1CO -10.0636

1762 | 0=C(0)C1=C(C2=CC=CN2)NC2=CC=CC=C2C1=0 -8.8187




CCCCC(C)[C@@H]1CC(=0)NCC(=0)N[C@@H](C(C)C)C(=0)N[C@H](CC(C)C

1763 | )C(=0)N[C@@H](C)C(=0)N[C@@H](CC2=CC=CC=C2)C(=0)O1 -11.0144
CC(=0)C1=CC(C)=C(0)C(C[C@]23CC4=C(0)C(C(C)=0)=CC(C)=C40[C@@]2(

1764 | 0)[C@@H](C)0C3=0)=C10 -10.8265

1765 | CC=C(C)C1=C(C1)C(OC)=C(C)C(0)=C10C1=C(CNC(0)=C(CHC(C)=C1C(=0)OC | -10.3940

1766 | COC1=CC(CC(C)0)=CC2=C1C(=0)C1=C(0)C=C(0)C=C1C2=0 -10.3693
CCC(C)CC(C)/C=C(/C=C(C)\C=C\C=C\C=C\C=C\C=C\C1=CC(0)=C([C@@H]20

1767 | [C@H](CO)[C@H](O)[C@H](O)[C@H]20)C(=0)01)C(=0)0 -9.9340
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](CO)NC2=0)C2=CC(CC=C(C)C)=

1768 | CC(CC=C(C)C)=C2N1 9.1612
CC(C)[C@H]INC(=0)[C@@H]2C[C@]3([C@]45C[C@H]6C(=0)N[C@H](C(C)C

1769 | YC(=0)N6[C@H]4NC4=CC=CC=C45)C4=CC=CC=CAN[C@@H]3N2C1=0 -8.2790
C=CC(C)(O)[C@@]1(C[C@@H]2NC(=0)C3(0)CCCN3C2=0)C(=0)NC2=C1C=C

1770 | C1=C2C=CC(C)(C)O1 -9.8922
C/C=C(\C)C(=0)[C@@H]1C(=0)0[C@]2(C)C(=0)C(C)=C3C=C(/C=C/[C@@H]

1771 | (O[C@@H](C)0)0C=C3[C@H]12 -9.6451
CO[C@@H]1C(=0)NC2=CC=C(/C=C/[C@@]3(C)CC[C@H](C(C)(C)0)03)C(O)

1772 | =C2[C@@]1(0)C1=CC=CC=C1 -8.8125
C=C(C)[C@H]1CC[C@](C)(/C=C/C2=CC=C3NC(=0)[C@@H](OC)[C@](O)(C4=

1773 | CC=CC=C4)C3=C20)01 -8.7354
CS[C@@]12C[C@@H]3C(=0)CC[C@H](0)[C@@H]3N1C(=0)[C@]1(SC)C[C@

1774 | HI3C(=0)CC[C@H](O)[C@H]3N1C2=0 _11.4612
CS[C@@]12C[C@@H]3C(=0)CC[C@H](0)[C@@H]3N1C(=0)[C@]1(SC)C[C@

1775 | H]3C(=0)C=C[C@@H](0)[C@@H]3N1C2=0 _11.4057
CS[C@@]12C[C@HB[C@@H]([C@@H](O)C=C[C@@H]30)NIC(=0)[C@]1(S

1776 | OC[C@H3[C@@H]([C@@H](0)C=C[C@@H]30)N1C2=0 -10.9593
CC(C)=C/C=C\[C@H](C)[C@H]1CC[C@]2(C)C[C@@H]3C(C)=CC(=0)[C@H]3/

1777 | C(CO)=C\C[C@@H]12 -10.5249
C[C@H](0O)[C@H](C)C(=O0)C[C@H]1C2=COC(/C=C/[C@@H](O)[C@@H](C)O)

1778 | =CC2=C(CHC(=0)[C@@]1(C)O -10.2351

1779 | CC1=CC(0)=CC(0)=C1C(=0)0C(CO)CO -10.5959
COC1=CC(0)=CC(C)=C1C(=0)0[C@H]1[C@@H](0)[C@H](N2C=CC(=0)NC2

1780 | =0)0[C@@H]1CO -9.6440
CC(=0)[C@@]1(0)C(=0)N2C(C)(C)[C@@H]3CC4=CC=CC5=C4[C@@]4(O[C

1781 | @@]1(0)[C@Q@]2(0)[C@H]34)C(=0)N5C -9.6992
CC1=CC(0)=CC(OC2=CC(C)=CC(OCC3=CC=C([C@@](C)(0)CCCC(C)C)C(O)=

1782 | C3)=C2)=C1 -8.7811

1783 | C[C@H]1CCCCC[C@H](0)CC[C@H](0)/C=C/C(=0)01 -10.3671




CC1=C[C@H]20[C@@H]3C[C@H]40C(=0)/C=C\C=C[C@H]([C@@H](C)0)O

1784 | CCC(CO)=CC(=0)0C[C@@]2(CCH[C@]4(C)[C@]31CO1 -10.2648
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]230C(=0)C=C[

1785 | C@H](C)[C@H](0)[C@@H](C)CC=C[C@H]3[C@@H]10 -9.6390

1786 | COC1=CC(0)=CC2=C1C(=0)NC2=0 -10.5822
CS[C@@]12CC3=CC=C[C@H](0)[C@H]3N1C(=0)[C@@H]1C[C@@H]3C(=0)

1787 | CC[C@@H](0)[C@@H]3N1C2=0 -11.0831

1788 | CC(=0)0[C@H]1C[C@](C)(0)/C=C\C=C(\CO)[C@H]2CC(C)(C)[C@]120 -10.8238

1789 | COC1=C(0)C=C(0)C2=C1C=C(C)0C2=0 -10.5758

1790 | CC1=C(0)C=C(0)C2=C1C(CO)=C(CO)0C2=0 -10.6089

1791 | 0=C(CC1=CC=C(0)C=C1)0CCC1=CC=C(0)C=Cl -9.2874

1792 | CC=CC=CC(=0)C1=C(0)C(C)=CC(C)=C10 -9.9434

1793 | ccceec[C@H](0)[C@@H]1C[C@@H](0C)C2=C(O1)[C@H](0)CCC2=0 -10.9532

1794 | COC1=C(C(CC(C)C)OC(C)=0)C=CC2=C10C1=C(0)C=C(C)C=C1COC2=0 -10.0908

1795 | C=C(C)CCCIC@](C)(0)C1=CC=C(C(=0)0)C=C10 -10.7486
C[C@@H]1C=CC(=0)[C@Q@]2(C)CC[C@@HI3[C@H]4C(C)(O)[C@H](0)C[C@

1796 | @4(Q)C[C@@]132 _11.1650

1797 | CC(=0)0CC1=CC(=0)0C=C10 -9.8531
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]2(0)[C@@H](/C=C/

1798 | C[C@H](C)C(=0)[C@H](C)O)[C@@H]10 -9.6570

1799 | CC1(C)CCCIC@@](C)(C2=CC=C(CO)C=C20)01 -10.7726

1800 | C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@@H]3CCCN3C2=0)C2=CC=CC=C2N1 -9.2584

1801 | C=CC(C)(C)C1=C(C=C(NC(=0)C(N)=0)C(=0)0C)C2=CC=CC=C2N]1 -9.8035
C/C=C(\C)C(=0)C[C@H]1C2=COC(/C=C/[C@@H](C)CC)=CC2=C(C1)C(=0)[C

1802 | @@]1(C)O -9.6567
0=C1C[C@@H](0)[C@H]2C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@]2(0)[

1803 | C@@H](0)CC3=0 -10.4337
CC(C)[C@H]1C(=0)N2C3=CC=CC=C3[C@@]3(0)C[C@@H](N4C=NC5=CC=C

1804 | C=C5C4=0)C(=0)N1[C@@H]23 -8.8944
CC(C)[C@H]1CC[C@@]2(C)CCIC@]3(CO)CCA=C(C(=0)0)CC[C@H]A[C@]4(C

1805 | )C[C@@H4[C@H]3[C@H]12 -11.1796

1806 | CO[C@@H]1C(=0)NC2=CC=C(0)C=C2[C@@]1(0)C1=CC=CC=C] -8.3985
CC(C)(O)[C@@H]1CC=C2[C@H](CC[C@@]3(C)[C@H]2CC[C@H]2CC4=C(NC

1807 | 5=CC=CC=C45)[C@@]23C)O1 -9.9777

1808 | CC1=CC(0)=CC2=C10C1=C(0)C(0)=CC(C)=C1C(=0)02 -10.2376

1809 | CC=CC1=C(0C)C(=0)C(C(=0)C2=C(OC)C=C(OC)C=C2C(=0)0C)=CN1 -9.4317




1810 | C[C@]1(0)CC[C@H2[C@@H](C=C[C@@](C)(0)[C@]2(C)C(=0)CCO)C1 -11.1786

1811 | COCI=C[C@](C)(0)C2=C(OC(=0)C3=C(0)C=C(OC)C=C23)C1=0 -11.0616

1812 | COCI=C(CH[C@](C)(0)C2=C(OC(=0)C3=C(0)C=C(OC)C=C23)C10 -10.8101

1813 | CCCCCC=CC(0)C(0)C=CCCCCCCC(=0)0 -10.3779
C/C=C(\C)C(=0)C[C@H]1C2=COC(/C=C/[C@H](C)[C@@H](C)0)=CC2=C(C1)C

1814 | (F0)[C@@]1(C)O -9.7800

1815 | CC(=CCCC(C)(C)0)C1=CC=C(C(=0)0)C=C10 -11.1856

1816 | CC(0)CCCC=CC1=CC=CC(0)=C1C=0 -10.5038

1817 | COCI=C(COYC(=0)OC(C(C)=CC(C)=CC(=0)0)=C1 -10.6346

1818 | COCC1=C(OC)C=C(C(C)=CC(C)=CC(=0)0)0C1=0 -10.4955

1819 | CC(0)CCC[C@@H]1CCCCCIC@@H](0)C[C@H](0)[C@H](0)/C=C/C(=0)01 -10.6937

1820 | C[C@H](0O)[C@H]10C(=0)C2=C(0)C=C(0)C=C21 -10.2228

1821 | C[C@H]1CCC[C@@H](0)/C=C/C=C\C(=0)CCC(=0)01 -10.3617

1822 | C=C1[C@H](0)[C@@H](O)CC(C)(C)[C@]12CC=C(CO)CC2 -11.1681

1823 | CC=0)C@]1(0)CCC(C)(CO)[C@]12CC=C(CO)CC2 -11.0574
COC1=CC=C(/C=C2/C(=0)N30[C@H]J4[C@H](0)C=C[C@@H](0)[C@@]4(0)C

1824 | [C@Q@]3(SC)C(=0)N2C)C(0)=C10C -10.9501

1825 | CCC1=CC(=0)[C@@H](0)[C@@H]10 -9.8882
CC1=CC(=0)C(C)=C20[C@@]3(C[C@]12C)[C@@H](C)CC[C@H]1C(C)(C)[C

1826 | @@H](0)CC[C@@]13C _11.0789
COC1=CC=C2C3=C(NC2=C1)[C@H](CC(C)(C)O)N1C(=0)[C@@H]2CCCN2C(=

1827 | O)[C@@]1L(O)[C@H]30C -10.6977
CC/C=C\[C@H](0)[C@H](0)C1=C(C)C(=0)[C@]2(01)C(=0)N[C@](OC)(C(=0)

1828 | C1=CC=CC=C1)[C@H]20 -9.5403
C[C@H]10[C@@H2[C@@H](0)[C@@H]3C(=CCCC340C3=CC=CC5=CC=CC

1829 | (=C35)04)C(=0)[C@@H2[C@@]12CCC(=0)02 9.7111

1830 | 0=C1C=C[C@@H](0)[C@@H]2C1=CCCC210C2=CC=CC3=CC=CC(=C23)01 -9.3043
COC(=0)[C@@H]1C(=0)C(C)=C20[C@@]3(C[C@]2(C)[C@H]1 O)[C@@H](O)[

1831 | C@@H](0)C[C@H]1C(C)C)[C@@H](0)CC[C@@]13C “11.1136
CC1=C20[C@@]3(C[C@]2(C)C(C)=C(C(=0)0)C1=0)[C@@H](C)CC[C@H]1C(

1832 | O)(Q)C(=0)CC[C@@]13C -10.8794

1833 | C[C@H]1CCC[C@@H](0)/C=C/C=C\[C@H](0)/C=C/C(=0)01 -10.2461

1834 | C=C1[C@H](0)[C@@H](O)CC(C)(C)[C@]12CC=C(C=0)CC2 -11.0317
C=C(C=0)[C@@H]1C[C@@]2(C)C(=CC1=0)[C@H](0C(=0)/C=C/C=C/C(C)CC

1835 | (C)CCO)CC[C@@H]2C(=0)0 -9.5682




1836 | C[C@@H]1C[C@H]2C(=C(0)CC[C@H]20)C(=0)O1 -10.2788
C[C@H]1C/C=C/[C@@H](0)[C@@H](0)CC/C=C/C2=CC(0)=CC(0)=C2C(=0)

1837 | Ol -10.6654
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]230C(=0)C=C[C@@](

1838 | O)(0)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.5492
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]230C(=0)C=C[C@H](

1839 | O[C@H](0)[C@@H](C)CC=C[C@H]3[C@@H]10 -10.1448
COC1=CC=C2C(=C10C)0[C@]1(C(=0)N30[C@@H]4C(=CC=C[C@H]40)C[C

1840 | @@]3(SC)C(=0N1C)[C@@H]2SC -10.4348
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=CC(=0)0[C@@]3(O

1841 | )cC[C@]12C -10.3362
C[C@@H]1C=CC(=0)[C@@]2(O)CC[C@@H]3[C@H]4[C@@](C)(CO)CC[C@

1842 | @4(Q)C[C@@]132 ~11.1003
C[C@@H]1C=CC(=0)[C@@]2(O)C[C@@H](O)[C@@H]3[C@H]J4C(C)(C)CC[C

1843 | @@J4(C)C[C@]312 ~11.2290
C[C@@H]1C=CC(=0)[C@@]2(C)CC[C@@H]3[C@H]4C(C)(C)CC[C@@]4(C)C

1844 | [CQ@]132 -10.4046

1845 | 0=C1C=C(CO)C(0)=CO1 -9.8313
CC[C@H](C)/C=C/C1=CC2=C(C)C(=0)[C@@]3(C)OC4=C(C(=0)O[C@H](C)[C

1846 | @HJ4C)[C@H]3C2=CO1 -9.5308

1847 | COCI1=CC(0)=C2C(=0)0C(CO)=C(CO)C2=C1C -10.7771

1848 | O=C1C=C(C2=CC=CN2)NC2=CC=CC=C12 -8.4077

1849 | C=C10C(=0)C2=C(0C)C=C(OC)C(C)=C12 -10.5513

1850 | CC(C)=CCC1=CC=C(0)C2=C10C1=CC(C)=CC(CO)=C1C2=0 -9.5464

1851 | CO[C@@H]1C(=0)NC2=CC=CC=C2[C@@]1(0)C1=CC=CC=C1 -8.3622
C[C@@]12NC(=0)[C@@H](CC3=CINC1=CC=CC=C31)N1C2=NC2=CC=CC=C

1852 | 2C1=0 -8.9944
C[C@]12C(=0)0[C@@H]3C=C4COC(=0)C=C4[C@@](C)(C[C@@H]40[C@Q@

1853 | H4)[C@@H]32 -10.5502

1854 | O=CINC2=CC=CC=C2[C@@](0)(C2=CC=CC=C2)[C@@H]10 -7.9379
C[C@]12C3=CC(=0)0OCC3=C[C@H]30C(=0)[C@@](C)(C=C[C@H]10)[C@H]3

1855 |2 -10.4440

1856 | C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](COINC2=0)C2=CC=CC=C2N1 -9.9175

1857 | CO[C@@H]1C(=0)NC2=CC=C(CC=C(C)C)C(0)=C2[C@@]1(0)C1=CC=CC=C]1 -8.6343
C/C=C(\C)C(=0)C[C@H]1C2=COC(/C=C/[C@@H](C)[C@@H](C)0)=CC2=C(Cl

1858 | )C(=0)[C@@]1(C)O -9.7592

1859 | O=CINC2=CC=CC=C2[C@@](0)(C2=CC=C(0)C=C2)[C@@H]10 -8.3179




C[C@@]12CCC[C@]3(C)C4=CC(=0)OC[C@HA[C@H](0)[C@@H](OC1=0)[C

1860 | @@H]23 -10.9055
1861 | CC1=C(C2=CC(0)=CC(0)=C2)C(=0)[C@@H](0)C1 -10.1469
1862 | CC1=CC(0)=C(0)C=C1C1=CC(0)=CC(0)=Cl -9.6842
1863 | COC1=CC(0)=C2C(=0)0C3=C(0)C(OC)=C(CHC(C)=C3C2=C]1 -10.5143
1864 | 0=C(0)CCCCN1CC2=C(0)C=C(0)C=C2C1=0 -10.3146
1865 | C[C@H]1CCI[C@HR[C@@H](C=C[C@H](C)[C@]2(C)C(=0)CCO)[C@@H]10 -10.9488
1866 | C[C@H]1C=C[C@H]2C[C@@](C)(0)CC[C@@H]2[C@@]1(C)C(=0)CCO -10.8586
1867 | COCC1=C(0)C=C(C)C2=C10C1=C(C)C=C(0)C=C10C2=0 -10.4916
1868 | C[C@]1(C(=0)CCO)[C@H]2CC[C@@H](CO)C[C@H]2C=C[C@@]1(C)O -11.0652
1869 | C[C@]12C=C[C@H]3C[C@H](CO)CC[C@H]3[C@@]1(C)C(=0)CCO2 -11.0120
1870 | C[C@H]1C=C[C@H]2C[C@@H](CO)CC[C@@H]2[C@@]1(C)C(=0)CCO -10.8312
CS[C@@]12C[C@H]3C(=0)CC[C@H](0)[C@H]3N1C(=0)[C@@H] 1 C[C@@H]
1871 | 3C(=0)CC[C@H](O)[C@H]3N1C2=0 -11.0649
C=C(C)[C@H](0)[C@@H](0)C1=CC=C20C3=C(0)C=C(C)C=C3COC(=0)C2=C
1872 | 10C -9.7844
C=C(C)[C@H](0)[C@H](0)C1=CC=C20C3=C(0)C=C(C)C=C3COC(=0)C2=C1
1873 | oC -9.7819
1874 | C[C@H]10C(=0)C2=C(0)C=CC(0)=C2[C@@H]10 -10.1818
1875 | CC(CCCCIC@H]1C[C@H](0)CC(=0)01)CC(C)O)CCIC@@H](C)O -10.7870
C[C@@H]1CCC/C=C/[C@@H]2C[C@H](0)C[C@H]2[C@@H](0)/C=C/C(=0)O
1876 | 1 -10.5322
1877 | C[C@H]1CCC/C=C/[C@@H]2CC[C@H](0)[C@H]2[C@H](0)/C=C/C(=0)01 -10.6022
1878 | COC(=0)C1=CC(0)=CC(OC)=C10C1=CC(C)=CC(OC)=C1C(=0)O -10.8346
1879 | CC(=0)CC(=0N1C(=0)[C@H]2C3=CNC4=CC=CC(=C34)C[C@H]2C1(C)C -10.3224
1880 | C=C1C(=0)N2C(=CC3=CC=CC=C32)C(=0)N1C -9.1329
1881 | 0=CC1=CC=C2COC(=0)[C@H](CC3=CC=CC=C3)N12 -9.0639
1882 | CC(C)C[C@H]1C(=0)0CC2=CC=C(C=0)N21 -9.8049
CC(=O0)C1(0)C=C(O[C@@H]20[C@H](CO)[C@@H](0)[C@H](O)[C@H]20)C
1883 | O1 -10.3086
1884 | CN1C(=0)C2=CC=CC=C2NC(=0)[C@@]120[C@H]2C1=CC=CC(0)=C1 -8.5953
0=C1C[C@H](0)[C@@H](0)[C@@H]2C1=CCCC210C2=CC=CC3=CC=CC(=C
1885 | 23)01 -9.8671




0=C1C[C@@H](0)[C@@H](0)[C@@H]2C1=CCCC210C2=CC=CC3=CC=CC(

1886 | =C23)01 -9.8696
CO[C@@H]1CC(=0)C2=CCCC3(0C4=CC=CC5=CC=CC(=C45)03)[C@@H]2[C
1887 | @@H]10 -10.0767
1888 | 0=C1CC[C@@H](0)[C@Q@H]2C1=CCCC210C2=CC=CC3=CC=CC(=C23)01 -10.0016
1889 | COC1=CC(0)=CC(C)=C1C(=0)C1=C(0)C(CI)=C(OC)C(CH=C10C -10.7471
CC1=CC(=0)C(C)=C20[C@@]3(C[C@]12C)[C@@H](C)CC[C@H]1C(C)(C)C(=
1890 | O)CC[C@@]13C -10.8599
1891 | COC1=CC(0C)=C2C(=0)0[C@@](C)([C@H](C)0)C2=C1C -10.8911
1892 | C[C@H]1CCC(=0)/C=C/C(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.5974
1893 | CC(C)C(0)CCIC@](C)(0)C1=CC=C(C(=0)0)C=C10 -11.0355
1894 | 0=C(0)CCC1=CC(=0)CCl -9.0393
1895 | CO[C@H]1/C=C\CCC[C@H](C)OC(=0)CCC(=0)/C=C\1 -10.2268
1896 | CO[C@H]1/C=C/C=C\C(=0)CCC(=0)0[C@@H](C)CCC]1 -10.2782
1897 | CC1(C)CCC(=0)[C@](C)OC@@]12CC=C(C=0)CC2 -10.8875
1898 | C=C1[C@@H](0)C[C@H](0)C(C)(C)[C@]12CC=C(CO)CC2 -11.0081
1899 | C[C@H]1CCC[C@@H](0)/C=C/C=C\[C@@H](0)/C=C/C(=0)O1 -10.2397
1900 | CC1=C(0)C(=0)CC(C)(C)[C@]12CC=C(CO)CC2 -10.9299
1901 | CC1(C)CCIC@@H](O)C@)(CHOC@@]12CC=C(C=0)CC2 -11.2470
1902 | CC1(C)CCC(=0)[C@@]2(C)00[C@HBC[C@@]12CC[C@@H]30 -10.9310
1903 | COC(=0)C1=CC(0)=CC2=C1C(=0)C1=C(C[C@H](C)O[C@H]10C)02 -11.2822
1904 | C[C@@H]1C(=0)CCC(C)(O)[C@]12CC=C(CO)[C@@H](0)C2 -11.3205
1905 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(C[C@@H](C)O[C@@H]10C)02 | -11.1403
1906 | C[C@H]1[C@@H](O)[C@H](0)CC(C)(C)[C@]12CC=C(CO)CC2 -10.8160
1907 | CC(C)=CCC1=CC(C[C@@]2(0)0C(=0)C=C2C2=CC=C(0)C=C2)=CC=C10 -9.3291
1908 | CC=0)C@]1(0)C[C@H](0)C(C)(O)[C@]12CC=C(CO)CC2 -11.2888
1909 | CC1C(=0)CC(O)C(C)CO)C@]12CC=C(CO)CC2 -11.4464
1910 | C[C@H]1C(=0)CCC(C)(C)[C@]12CC=C(COC@@H](0)C2 -11.2190
1911 | 0=C(0)CC[C@@H]1CC2=CC=C(0)C(0)=C2C(=0)01 -9.7707
CCI=C[C@]230[C@@H]4C[C@@H](O)[C@](C)([C@@]2(C)CC)[C@]4(CO)O
1912 |3 -11.2162




1913 | CC1=CC(0)=C2C(=0)[C@H]3CC[C@H](0)C[C@@H]3[C@Q@H](0)C2=C10 -11.4466

1914 | COC1=CC=C(0)C(C2=CC(OC)=CC=C20)=C1 -10.3134

1915 | C[C@@H]1CCCC(=0)CCCC2=CC(0)=CC(0)=C2C(=0)01 -10.7161
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=C

1916 | C(C/C=C(/C)CO)=C2N1 -9.0696

1917 | CC(C)C1=CC2=CC=C3C[C@@H](C)OC(=0)C3=C201 -9.7745
COC1=CC=CC2=C10[C@]1(C(=0)N30[C@HJ4[C@H](0)C=C[C@@H](0)[C@

1918 | @]4(0)C[C@@]3(SC)C(=0)N1C)[C@@H]2SC -10.6056
C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(0)C=C3

1919 | C(=0)N(CCCCC(=0)0)CC3=C102 _11.1594
C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(O[C@H]

1920 | 30[C@H](CO)C@@H](0)[C@H](0)[C@H]30)C=C3C(=0)NCC3=C102 -11.4191
C[C@@H]1CC[C@H]2C(C)(C)C(=0)CC[C@]2(C)[C@@]12CC1=C(0)C=C3C(=

1921 | O)NCC3=C102 -11.2074
C[C@H]1CC[C@H]2C(C)(C)[C@HI(0)[C@HI(0)CIC@I2(C)[C@Q@]12CC1=C(O

1922 | )C=C3CNC(=0)C3=C102 -11.2106

1923 | COCI=C(C)C(=0)0C(C(C)=CC(=0)0)=Cl1 -10.7582

1924 | COC(=0)[C@]1(CC2=CC=CC=C2)0C(=0)C(0)=C1C1=CC=CC=C] -9.4051
CC1=C[C@@H](C)CC=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC4=CNC

1925 | 5=CC=CC=C45)NC(=0)[C@@]23C(=0)CCC(=0)C1 -8.7971
0=CIN2[C@H]3C(=CC=C[C@@H]30)C[C@]23SS[C@]12C[C@H]1 [C@@H]([

1926 | C@@H](0)C=C[C@@H]10)N2C3=0 -10.5899
C=C(C)[C@H]1COC2=C(C)C=C30C4=C([C@@H](O)[C@@H](0)C(C)(C)0)C=

1927 | CC(0)=C4C(=0)C3=C2[C@@H]10C(C)=0 -10.4065
COC1=CC=C2C(=C10C)0[C@]1(C(=0)N30[C@HJ4[C@H](0)C=C[C@@H](C])

1928 | [C@Q@]4(0)C[C@@]3(SC)C(=0N1O)[C@@H]2SC -10.6732

1929 | C[C@@H]1C(=0)C=CC2=C[C@]3(0)OC[C@H](C)[C@]3(0)C[C@@]21C -10.5069
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC(CC=C(C)C)=C

1930 | C(C/C=C(\C)CO)=C2N1 -9.0708
C=C1[C@H]2C[C@H]30C(=0)/C=C\C=C[C@H]([C@@H](C)0)OCCC(C)=CC(=

1931 | 0)OC[C@@]4(CCC(C)=C[C@H]402)[C@]13C -9.3377

1932 | 0=C10CC(C2=CC=CC=C2)=C1C1=CC=CC=C]1 -9.0525
C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(0)C=C3

1933 | CN(CCO)C(=0)C3=C102 -11.4161
C[C@@H]1CC[C@H]2C(C)(O)[C@H](O)[C@@H](0)C[C@]2(C)[C@@]12CC1=

1934 | C(0)C=C3C(=0)NCC3=C102 -11.2782




C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(0)C=C3

1935 | CNC(=0)C3=C102 -11.2278
1936 | COC1=CC=CC2=C1[C@@H](0)C[C@H](C)02 -10.1916
C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(0)C=C3C(
1937 | =0)NCC3=C102 -11.2110
C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CCI[C@]2(C)[C@@]12CC1=C(0)C=C3C
1938 | NC(=0)C3=C102 -11.1590
1939 | C[C@H]1CCCCCIC@H](0)C(=0)[C@H](0)CC(=0)01 -10.3444
1940 | C[C@H](0)[C@H](0)CCC1=CC=CC(0)=C1CO -10.0391
1941 | C[C@@H]1CCC[C@H](0)CCCC2=CC(0)=CC(0)=C2C(=0)01 -10.7970
1942 | COC1=CC(0)=CC(C2=C(C)C[C@H](0)C2=0)=C]1 -10.4276
1943 | 0=CC1=CC(C=CC2=CC(0)=CC(0)=C2C=0)=CC=C10 -9.9028
C[C@@H]1CC[C@H]2[C@](C)(CO)C@HI(0)CC[C@]I2(C)[C@@]12CC1=C(O)
1944 | C=C3C(=0)NCC3=C102 114113
1945 | 0=CC1=CC(C=CC2=CC(0)=CC(0)=C2)=CC=C10 -9.5893
1946 | 0=CC1=C(0)C=C(0)C=C1C=CC1=CC=C(0)C=Cl -9.3318
1947 | CC(C=CC(=0)0)=CC=CC(C)=CC(C)=CC(=0)O -8.9471
1948 | CC1=CC(0)=CC(C(=0)C2=CC=CC(0)=C20)=C10 -10.5528
1949 | COC1=CC=CC(C(=0)C2=CC(0)=CC(C)=C20)=C10 -10.5474
1950 | COC(=0)C=CC(C)=CC=CC(C)=CC(C)=CC(=0)0 -9.4957
1951 | CC(C)=C10C2=C(C=CC3=C2C(=0)0[C@H](C)C3)C1=0 -10.3051
1952 | COCI=CC2=C(C(0)=C10)C(=0)OC(C[C@H](C)0)=C2 -10.6049
1953 | COCI=CC(0)=CC2=C1C(=0)0[C@H](C)CCCC(=0)CCC2 -10.8976
C=C(O)[C@H]10[C@H]2CC[C@@]3(O)[C@@](O)(CC[C@]4(O)O[C@@H]50C
(C)(C)[C@H]6C[C@@H]7C(=C)CC8=C(Cl)C=CINC(=C5C9=C8[C@@]760)[C@
1954 | 1340)[C@]230[C@@H]3[C@H]10 -9.3843
1955 | CC=C(C)C1=CC(OC)=C(CO)C(=0)O1 -10.4365
1956 | C[C@H](0)[C@H](0)CCC1=CC=CC(0)=C1C=0 -10.1450
1957 | CC(=0)0CCI[C@@H]10CC2=C(0)C=CC=C21 -10.0708
1958 | C=C(C(=0)0)[C@H]1C[C@@H](CCCCCC)OC1=0 -10.2258
1959 | CN1C(=0)C2CCCN2C(=0)C1=CC1=CC=CC=C]1 -8.8570
CC(=0)0CC1=CC(=0)[C@]2(C/C=C(\C)CC/C=C(\C)CCC=C(C)C)O[C@@H]2C1
1960 | =0 -9.9221
1961 | C[C@@H]10C(=0)C[C@H](C)OC(=0)/C=C/C[C@H](C)OC(=0)/C=C/[C@H]I0 | -10.4859
C[C@@H]1CC[C@H]2C(C)(O)[C@@H](0)[C@H](0O)C[C@]2(C)[C@@]12CC1=
1962 | C(0)C=C3C(=0)NCC3=C102 -11.2786
C[C@@H]1CC[C@H]2C(C)(C)[C@@H](0)CCI[C@]2(C)[C@@]12CC1=C(0)C=
1963 | C3CNC(=0)C3=C102 -11.2282
1964 | OC1=CC=CC2=C1[C@@H](0)C[C@H](0)[C@H]20 -9.9996
1965 | COC1=CC(0)=CC2=C1C(=0)0[C@H](C)CCCCCCCC(=0)C2 -10.9507




COC1=CC=C2C=C(NC(=0)C3=NO[C@H4[C@H](0)[C@H](0)C=C[C@@]4(O)

1966 | C3)C(=0)0C2=C10C -9.8723
1967 | 0=C1CCC2=C3C1=C(0)C=CC3=C1C=C(0)C=C3C1=C2CC[C@H]30 -10.3107
CC(=0)0C[C@@H](/C=C/[C@@H](C)[C@H]1C[C@H](0)C2=C3C=CC4=CC(=
1968 | 0)CCIC@]4(O)[C@H3C[C@@H](0)[C@@]21C)C(C)(C)O -10.3197
1969 | C[C@H]1C=C[C@H]2CCCCIC@H2[C@@H]1C1=CC(N)=C(C=0)C(=0)O1 -9.8745
C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(0)C=C3C(
1970 | =0)N(CCO)CC3=C102 -11.4236
1971 | C[C@H](0)C[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.4936
1972 | CC1=CC2=C(C=C10)C(=0)C1=C(0)C=CC(0)=C102 -10.6472
CS[C@@]12CC3=CC=C[C@H](0)[C@H]3N1C(=0)[C@@]1(CC3=CC=CC=C30
1973 | HNC2=0 -9.8720
1974 | CC(O)[C@H]10C2=C(C=CC3=C2C(=0)0[C@H](C)C3)[C@H]10 -10.5065
1975 | CC(C)C(=0)C(=0)C1=CC=C2C[C@@H](C)OC(=0)C2=C10 -10.6673
1976 | CC(C)=C10C2=C(C=CC3=C2C(=0)0C(C)=C3)C1=0 -9.5676
1977 | COC1=CC2=C(C(=0)OCC2)C(0)=C1COCC1=C(OC)C=C2CCOC(=0)C2=C10 -10.8419
1978 | COC1=CC(0)=C2C(=0)0[C@]3(C)CC(=0)C(0)=C3C2=C1 -10.5653
1979 | 0C1=CC=CC2=C1[C@@H](0)C[C@H](0)[C@@H]20 -9.9996
1980 | COCI1=CC(=0)C(=0)C2=C1C(=0)O[C@H](C)CCCCCCC2 -10.6256
1981 | C/C=C/[C@H]1CO[C@]2(C)OC3=C(C[C@H]12)C(=0)0C=C3/C(C=0)=C\CC -10.3159
1982 | O=CIN[C@@]2(CC3=CC=CC=C302)C(=0)N/C1=C\C1=CC=CC=C10 -8.8476
1983 | 0=C(0)C1=CC=CC(0)=C1C(=0)C1=C(0)C=CC=C10 -9.8064
1984 | COC(=0)C1=CC=CC(0)=C1C(=0)C1=C(0)C=CC=C10 -10.0312
C[C@H](/C=C/[C@H](C)C(C)(C)0)[C@H]1CC[C@H]2C3=CC(=0)0[C@@]3(0)
1985 | CC[C@]12C -10.6552
1986 | CC(C)CCI=NC=C(C(C)C)NCI=0 -9.0147
COC1=CC=C2C(=C10C)0[C@]1(C(=0)N30[C@H]J4[C@H](0)C=C[C@@H](O)
1987 | [C@@]4(0)C[C@@]3(SC)C(=0N1C)[C@@H]2SC -10.3351
1988 | CC(C)=CCC1=CC=C(0)C2=C1[C@@H](C[C@@H](0)[C@H](C)0)OC2 -10.5917
1989 | CC(C)=CCC1=CC=C(0)C2=C1[C@@H](CCOC(=0)[C@H](C)0)OC2 -10.3705
1990 | COC(CC1=CC=C(0)C2=C1[C@@H](C[C@@H](0)[C@H](C)0)OC2)C(C)(C)O -10.6937
1991 | CC(C)=CCC1=CC=C(0)C(CO)=C1C1=CC=C(C)O1 -9.3851




1992 | C/C(=C\CC1=CC=C(0)C2=C1[C@@H](C[C@@H](0)[C@H](C)0)0C2)CO -10.7379

1993 | C[C@@H]1CC(=0)CCCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.3790

1994 | C[C@H]1C(=0)C=CC2=C[C@]3(0)OC[C@H](O)[C@3(0)C[C@@]21C -10.3920
C=CC(C)(C)C1=C([C@@H](0)[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC=CC=

1995 | C2N1 -9.8052
COC1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(O[C@H]30[C@H](CO)[C@@H](O)[

1996 | C@H]30)C=C1C2=0 -10.3901

1997 | C/C(=C\CN1C=C(C[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC=CC=C21)CO -10.3638

1998 | COC1=CC(0)=CC(C2=C(C)C[C@@H](0)C2=0)=C1 -10.4272
CCCCCCC(0)C(=0)0[C@@H] 1 [C@@H]2[C@H](CC1(C)C)[C@H](0)C1=C(Cl)

1999 | C(=0)[C@@](O)CO)[C@]12C -10.5314

2000 | CC(C)C[C@H]INC(=0)[C@@H]2C[C@Q@H](0)CN2C1=0 -10.3838

2001 | CO[C@]12C=C3C=CC(=0)[C@@H](C)[C@@]3(C)C[C@@]1(0)[C@H](C)CO2 -10.6486
C/C=C/CCCCC(=0)C(C)C(=0)N1CC[C@H2[C@@H]30[C@H](C)[C@@H](C)

2002 | C4=C(C)C(0)=C(C(=0)0)C(=C43)0[C@H]21 -10.8296

2003 | CCOC(=0)C1=C(0)C=C(0)C=C1CCCCCCCC(C)=0 -10.6441

2004 | CC(=0)0[C@H]1/C=C\C(=0)0[C@H](C)C[C@H](0)/C=C/1 -10.3575

2005 | CC(=0)0[C@@H]1/C=C/[C@@H](0)/C=C\C(=0)0[C@H](C)C1 -10.3407

2006 | COC(=0)CCC1=CC=C(C(=0)0)O1 -10.2206
CC(C)=CCC1=CC=C(0)C2=C1[C@@H](C1=CC(C)=CC3=C10[C@H](C(C)(C)O)

2007 | CO3)NC2=0 -9.3053
CC1=C[C@@H](C)CC=C[C@H]2C=C(C)[C@@]3(C)C4=C(C[C@@H]5NC(=0)[

2008 | C@]2(C(=0)CCC(=0)C1=0)[C@H]53)C1=CC=CC=CIN4 -8.4991
COC1=CC2=C(C[C@H]3[C@H](C)CO[C@@]3(C)02)C2=C1C(=0)0[C@H](C)C

2009 | CCCCCC2 -10.6223
COC1=C(0C)C2=C(C=C1)[C@H]1SS[C@@]34C[C@]5(0)[C@H](0)C=C[C@@

2010 | H)(O)[C@@H]50N3C(=0)[C@]1(02)N(C)C4=0 -10.2900

2011 | CC1=C(0)C=C(C=CCCCO)OCI=0 -10.5110

2012 | CC1=CC[C@]2(C)C[C@Q@H](O)[C@](0)C(C)(C)O)C@H]2CC]I -10.7735

2013 | CCI1=CC(0)=CC(OC2=CC(0)=CC(C)=C2C[C@@H](0)C(C)(C)0)=C1 -10.3095

2014 | C=C(CCCC(C)COYC1=CC=C(C(=0)0)C=C10 -11.0950
CC1=CC2=C(O[C@H](C(C)(C)0)CO2)C([C@H]2C3=C(C=0)C(0)=CC=C3C[C@

2015 | H2C(C)(C)0)=C1 -9.6227
CC1=CC2=C(O[C@H](C(C)(C)0)CO2)C([C@@H]2C3=C(C=0)C(0)=CC=C3C[C

2016 | @H]2C(C)(C)0)=Cl -9.6227




CC1=CC2=C(O[C@H](C(C)(C)0)CO2)C([C@H]2C3=C(C=0)C(0)=CC=C3C[C@

2017 | @H]2C(C)(C)0)=C1 -9.6227
CC(C)=CCC1=CC=C(0)C2=C1[C@@H](C1=CC(C)=CC3=C10[C@H](C(C)(C)O)

2018 | C03)0C2=0 -9.1407
COC(=0)C1=C(0)C=CC(CC=C(C)C)=C1C(=0)C1=CC(C)=CC2=C10[C@H](C(C

2019 | )(©)0)CO2 -9.3634
CC1=C[C@]2(C)[C@H](0)C[C@]34C[C@](O)(CC5=CC=C(C=C5)0[C@H]5[C@
H]([C@H]2C3=0)[C@@H]1[C@]1(C)C[C@H](C)C[C@H](C)[C@@H]51)NC4=

2020 | O -10.6560

2021 | COC1=CC2=C(C(C(=0)0)=C1)C1=NC(C)=CC=C1CO2 -10.0383
CC(C)CC(=0)0CC1=C2CC(=0)0C(C)(C)C2=CC(=0)[C@]2(C)[C@@H]3C(=0)[

2022 | C@@H](C)O[C@@H]40C(=0)[C@](C)(C[C@@H]12)[C@@H]43 -9.7330
CO[C@@H]1CCC(=0)C2=C([C@@H]3CCC(=0)C4=C(0)C=CC=C43)C=CC(0)=

2023 | C21 -9.6322

2024 | COC1=CC(=0)0C2=CC(OCC=C(C)C)=CC(C)=C12 -10.5675
COC1=C(0C)C2=C(C=C1)C1SSS[C@@]34C[C@]5(0)[C@H](0)C=C[C@@H](O

2025 |)[C@@H]50N3C(=0)C@]1(02)N(C)C4=0 -10.2990

2026 | COC(=0)CCCCN1CC2=C(0)C=C(0)C=C2C1=0 -10.6873

2027 | COC1=CC(0)=CC2=C1C(=0)0[C@H](C)C/C=C/CCCC2 -10.7456

2028 | CC1=CC(=0)C2=C(0)C3=C(C=C201)C(=0)0[C@H]3C -10.7105

2029 | COC(=0)C1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(OC)C(CH=C102 -10.9644

2030 | CC1=C(0)C=C2C=C(C[C@H](C)0)OC(=0)C2=C10 -10.6609
CC(C)=CCC1=CC=C(0)C2=C1[C@H](C1=CC(C)=CC3=C10[C@H](C(C)(C)0)C

2031 | 03)NC2=0 -9.3036

2032 | C=CC(C)(C)C(=0)NC1=CC=CC=C1C(=0)0 -9.7906

2033 | C=CC(C)(C)C1=C(C=0)C2=CC=CC=C2N]1 -8.7061

2034 | COC(=0)C1=CC(OC)=C(0C)C2=C1C(=0)C1=CN=C(C)C=C102 -10.7251

2035 | COCC1=C(0)C=C(C)C2=C10C1=C(C)C=C(0)C(C)=C10C2=0 -10.4224
CC(C)=CCC1=CC=C(0)C(C(=0)0)=C1C(=0)C1=CC(C)=CC2=C10[C@H](C(C)(

2036 | ©)0)CO2 -9.3794

2037 | CC1=C(0)C=C(C=CC=CCO)OC1=0 -10.3084

2038 | CC1=C(0)[C@@](C)(0)C[C@@H]([C@@H](0)/C=C/C=C/CO)C1=0 -10.6057

2039 | CC1=C[C@@H](0)[C@]2(C)C[C@@H](0)[C@](0)(C(C)C)[C@H]2CC1 -10.7075

2040 | C=C1CC[C@H]2[C@](C)(C[C@H]10)C[C@@H](O)[C@]2(0)C(C)C -10.8357
CCC(=0)0[C@@H]1C(=0)[C@@]2(C)[C@@H](CC[C@H]3C4=C(CCC=C(C)C)

2041 | C(=0)O[C@HJ4AC[C@@]320)[C@@]2(C)C=CC(=0)[C@@H](C)[C@H]12 -10.0689




2042 | CC(=CCC1=C(C)C=C(0)C=C10C1=CC(C)=CC(0)=C1)C(=0)0 9.5172

2043 | CC(C)(O)[C@H]1CC2=CC(C=0)=CC=C201 -10.0438

2044 | C[C@]1(C2=CC=C(C(=0)0)C=C20)CCC(=0)01 -10.4638

2045 | COC1=CC(0)=C(C@@H](CO)[C@H](0)CO)C2=C1C(=0)C1=C(0)C=CC=C102 | -11.3499

2046 | C[C@H](0)[C@H](0)CCC(=0)C1=CC=C(0)C=C10 -10.4550

2047 | CC(=CCCC(C)CO)C1=CC=C(C(=0)0)C=C10 -11.0232

2048 | CC(C)CC1=CN=C(CCC(N)=0)C(=O)N1 -9.5520

2049 | COC(=0)C[C@H](C)OC1=CC=CC(0)=C10 -10.4744
COC1=CC(0)=C2C(=0)0C(C[C@@]3(C(C1)C)C[C@@H](0)C(=0)03)=CC2=C

2050 | 1 -10.7633
0=C1C2=CC(0)=CC(0)=C2C(=0)C2=C1C=C(0)C1=C20[C@@H]20CC[C@H]!

2051 |2 -10.5259

2052 | CC(C)[C@@H]1CC[C@](C)(C2=CC=C(C(=0)0)C=C20)01 -10.9184

2053 | C[C@H]1CCC[C@](C)(C2=CC=C(C(=0)0)C=C20)0C1 -10.7730
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@]3(C)OC(=0)C(C(C)(OC)O

2054 | 0)=C3C2=CO1 -9.0206
COC(=0)[C@@]120C3=CC=C(C4=CC=C50[C@@](C(=0)OC)([C@@H]60C(=

2055 | 0)C[C@H]6C)CC(=0)C5=C40)C(0)=C3C(=0)C1=C(0)C[C@H](C)[C@H]20 -10.0432

2056 | COC(=0)C1=CC(0)=CC2=C1C1=NC(C)=CC=C1CO2 -9.9445
CC(=0)0CC1=C2CC(=0)0C(C)(C)C2=CC(=0)[C@]2(C)[C@@H]3C(=0)[C@@

2057 | H](C)O[C@@H]40C(=0)[C@](C)C[C@@H]12)[C@@H]43 -10.0828

2058 | COC1=CC(=0)C2=C(C=C(OC)C(C(C)0C)=C20)C1=0 -10.7556

2059 | COC1=CC(C(=0)0)=C2C3=NC(C)=CC=C3COC2=C10 -10.1323
CO[C@H]1CCC[C@@H](0)C=C[C@H]2[C@@H]30[C@@H]3[C@@H](O)[C@

2060 | H3[C@H](CC(C)C)NC(=0)[C@]32C(=0)C1 _11.3141

2061 | COC1=C(C2=CC=CC=C2)C2=CC=CC(0)=C2NC1=0 -9.0080
CO[C@H]1CCC(=0)C2=C([C@@H]3CCC(=0)C4=C(0)C=CC=C43)C=CC(0)=C

2062 | 21 -9.6389

2063 | 0=C1CC[C@@H](C2=CC=C(0)C3=C2C(=0)CCC3=0)C2=CC=CC(0)=C12 -9.5934
CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]23C(

2064 | =0)C[C@H](0)[C@@H](0)C[C@@H](CO)C1 _11.2143
C=C1[C@@]23C(=0)O[C@H](O)[C@]240[C@@]2(C(=O)[C@]5(C[C@H](O)C(

2065 | =0)0C5(C)C)C[C@@H](OC(C)=0)[C@]32C)C(0C(C)=0)[C@@]1(C)OC4=0 -9.9385

2066 | COC1=CC(=0)0C2=CC(OC3=CC(C)=C4C(0C)=CC(=0)0C4=C3)=CC(C)=C12 -9.5309




CC(=0)0[C@@H] 1 [C@@HI20[C@H2[C@@](C)(O)C(=0)[C@@H](C)C/C=C/[
C@H2[C@H](O)[C@(C)(O)[C@@H](CO)[C@H3[C@H](CC4=CC=CC=CANC(

2067 | =0)[C@@]312 -9.3723
2068 | COC1=C(C2=CC=CC=C2)C=C(0OC)C2=C10C1=CC(0)=C(0)C=C12 -9.9865
2069 | 0=C1C2=CC(0)=CC(0)=C2CN1CCO -10.3063
2070 | COC1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(COC(C)=0)C=C1C2=0 -10.1917
COC1=C(0C)C2=C(C=C1)[C@H]1SS[C@@]34C[C@]5(0)[C@H](Cl)C=C[C@@
2071 | H)(O)[C@@H]50N3C(=0)[C@]1(02)N(C)C4=0 -10.3385
2072 | COCI=C(CHC(0)=CC2=C1C(=0)C1=C(0)C=C(COC(C)=0)C=C1C2=0 -10.2601
2073 | COC(=0)C1=CC(OC)=C(0OC(C)=0)C2=C1C(=0)C1=CN=C(C)C=C102 -10.8054
2074 | COC(=0)C1=CC(0)=CC2=C1C(=0)C1=CN=C(CO)C=C102 -10.4653
2075 | COC(=0)C1=CC(OC)=CC2=C1C(=0)C1=CN=C(C)C=C102 -10.4210
2076 | CC1=C(0)[C@](C)(CCC(=0)/C=C/C=C/CO)OC1=0 -10.4797
2077 | CC(O)[C@@]1(0)[C@H](0)C[C@@]2(C)CC=C(C(=0)0)CC[C@@H]21 -11.0465
C[C@@H]IN[C@H]2N(C1=0)C1=CC=CC=C1[C@@]2(0)C[C@H](C(=0)O)N1
2078 | C=NC2=CC=CC=C2C1=0 -8.9733
CC(=0)0[C@@H]1C(=0)[C@@]2(C)[C@@H](CC[C@H]3C4=C(CCC=C(C)C)C
2079 | (=0)0[C@H]4C[C@@]320)[C@Q@]2(C)C=CC(=0)[C@@H](C)[C@H]12 -10.1397
2080 | COC1=CC=CC(0C)=C1[C@@H]INC(=0)C2=C(OC)C(CO)=CC(0)=C21 -10.7871
2081 | C[C@@H]10C2=CC=CC(0)=C2[C@@H](0)[C@@H]10 -10.1295
2082 | 0=C10[C@](CC2=CC3=CC(0)=CC(0)=C3C(=0)02)(C(CHCHC[C@H]10 -10.2980
2083 | C=C/C=C/[C@@H](O)[C@@H](C)O -10.0042
2084 | C[C@@]1(C2=CC=C(C(=0)0)C=C20)CCC(=0)O]1 -10.5666
CO[C@]1(C2=CC(C)=CC3=C20[C@H](C(C)(C)0)CO3)NC(=0)C2=C(0)C=CC(C
2085 | C=C(C)C)=C21 -9.2333
2086 | CC(=0)0[C@H]1/C=C\C(=0)0[C@@H](C)C[C@@H](0)/C=C/1 -10.3519
2087 | COC1=CC=CC(0OC)=C1[C@H]INC(=0)C2=C(OC)C(CO)=CC(0)=C21 -10.7871
2088 | 0=C10C([C@H](0)[C@H](0)C(CHCH)=CC2=CC(0)=CC(0)=C12 -10.0997
2089 | CC(O)[C@@H]1CC[C@@](C)(C2=CC=C(C(=0)0)C=C20)01 -10.9311
2090 | C[C@H]1CCC[C@@](C)(C2=CC=C(C(=0)0)C=C20)0C]1 -10.8081




CC1=CC2=C(O[C@H](C(C)(C)0)CO2)C([C@@H]2C3=C(C=0)C(0)=CC=C3C[C

2091 | @@H]2C(C)(C)0)=C1 -9.6603

2092 | CO[C@H](C)CC(=0)C1=CC(0)=CC=C10 -10.4410
CO[C@@]1(C2=CC(C)=CC3=C20[C@H](C(C)(C)0)CO3NC(=0)C2=C(0)C=CC

2093 | (CC=C(C)C)=C21 -9.2683

2094 | CC1=CC=C2COC3=C(C(C(=0)0)=CC(0)=C3)C2=N1 -9.8095

2095 | CCC1=C(0C)C=C2C(=C10)C(=0)C[C@@H](0OC)[C@@H]20 111211

2096 | CC1=CC(0)=CC2=C10C1=C(CC3=CC=C(0)C=C3)C(0)=CC(C)=C1C(=0)02 -8.9824

2097 | 0=C1CC[C@@H](C2=CC=C(0)C3=C2C(=0)CC[C@H]30)C2=CC=CC(0)=C12 -9.8337
0=C1CC[C@@H](C2=CC=C(0)C3=C2[C@@H](0)CCC3=0)C2=CC=CC(0)=C1

2098 |2 -9.8028
COC1=CC(OC)=C2C3=C(C(=0)CC(C)(0)03)C(0)=C(C3=C(OC)C=C4C=C(0)C5

2099 | =C(OC(C)(0)CC5=0)C4=C30C)C2=C1 -10.7120
CCCCCCIC@H](C)[C@H]10C(=0)[C@H](C)NC(=0)[C@H](C)NC(=0)[C@H](

2100 | CC(C)CNC(=0)[C@H](C(C)CINC(=0)CNC(=0)[C@@H]1C -10.6499
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC(=0)[C@]23CC(=0)[C@@H]4

2101 | CC(=0)CC[C@]4(C)[C@H2CC[C@]13C -10.7148
CC(C)=C[C@H]1C[C@]2(C)[C@H](CC[C@@]3(C)[C@H]2CC[C@H]2CC(=0)C

2102 | 4=CC=CC=CANC(=0)[C@@]23C)01 -9.6737
CC1(C)C=CC2=C3NC4=C(C3=CC=C201)[C@H](0)[C@@]12NC(=0)[C@]3(CC

2103 | CN3C1=0)C[C@H]2C4(C)C -10.7406
COC(=0)[C@]1(CC2=CC=C(0)C(CC=C(C)C)=C2)OC(=0)C(OC)=C1C1=CC=C(

2104 | 0)C=C1 -9.7131
CS[C@@]12CC3=CC=CC=C3N1C(=0)[C@]1(SC)CC3=CC=C[C@H](OC(C)=0)[

2105 | C@H]3N1C2=0 -9.4649
COC1=C(C2=CC(0)=C3C(=0)C4=CC(C)=C(0)C=C4C(=0)C3=C20C)C=C(0)C2

2106 | =C1C(=0)C1=C(C[C@@H](0)[C@@](C)(0)[C@H]10)C2=0 -9.6423
C=C(C)CCOC1=CC=C(C[C@@H]2NC(=0)[C@H]([C@@H](C)CC)N(C)C(=0)[C
@H](C)NC(=0)[C@@H]3CCCN3C(=0)C(CC3=CC=CC=C3)0C(=0)[C@H](C)N(

2107 | C)C2=0)C=Cl -9.2724

2108 | CCI=C(CO)C@@]2(C)CCC[C@@](C)CONC@@H]2CC1=0 -11.2825
C/C=C(\C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@@]3(C)CC[C@H]40[C@Q@

2109 | H](C(C)(C)O)C[C@H](0)[C@]4(C)[C@H]3C2)C1=0 -10.8769
C=CC(C)(C)[C@]1(C[C@@H]2NC(=0)[C@@H]3CCCN3C2=0)C(=0)NC2=C1C

2110 | =CC1=C2C=CC(C)(C)01 -9.2744
CC1(C)CC2=C([C@H](0)C3=CC4=C(C=C23)NC2=C4C[C@@H]3CC[C@@]4(O

2111 | )C5=CC(=0)C60[C@@]5(CCIC@]4(C)[C@@]23C)OCH(C)C)C(C)(C)O1 -9.1457




CC1(C)O[C@]230C1C(=0)C=C2[C@@H]1 CC[C@H]2CC4=C(NC5=CC=CC=C4

2112 | 5)[C@]2(0)[C@@]1(C)C[C@H]30 -10.1993
C=Cl[C@@]2(O)C(=O)[C@@]3(0)[C@H](C)OC=O)[C@@]13[C@]1(C)CC[C@

2113 | J3(C=CC(=0)0C3(C)C)C(C)=C1[C@H]20C(C)=0 -9.8290

2114 | CCCIC@@]1(0)OC(=0)C2=C1C=C(0)C(0)=C2C -10.4047

2115 | CO[C@@H]1CC(=0)C2=C(0)C(C)=C3C=C(C)0C3=C2[C@@H]10 -11.0785
COC1=C(C2=CC(0)=C3C(=0)C4=CC(C)=C(0)C=C4C(=0)C3=C20C)C=C(0)C2

2116 | =C1C(=0)C1=C(C2=0)[C@@H](0)CC[C@@]1(C)O -9.6060
CC[C@H](C)[C@@H](C(=0)N[C@@H](CC1=CC=C(OCC=C(C)C)C=C1)C(=0)

2117 | O)N(O)C(=0)[C@H](CONC(=0)[C@@H]1CCCN1C(=0)C(0)CC1=CC=CC=C]1 -9.8082
CC1=CC(0)=CC(0)=C1C(=0)0[C@]1(C)C(=0)C2=C(C=C(/C=C/C(=0)0)0C2)C

2118 | [C@H]10 -10.3885

2119 | 0=C10C(CO)=C(CO)C2=CC(0)=CC(0)=C12 -10.3819

2120 | COC1=CC(OC)=C2C(0)=C3C(=0)C=C(CO)OC3=CC2=C]1 -10.8164

2121 | C[C@@H]1[C@H](0)CC(0)=C2C(=0)0[C@H](C)C[C@@H]21 -10.0893

2122 | C=C1CC[C@H]2C(C)(C)CCCIC@]2(C)[C@H]1CO -10.1001

2123 | CCC[C@H](0)[C@H](0)/C=C/C1=CC=CC(0)=C1C=0 -10.7827

2124 | CC1=CC2=C(C(=0)C[C@@H](0)C2)C(0)=C1C -10.7170
CC(=0)O[C@@H]1C=C[C@H](C)C(=0)[C@@H](C)CC=C[C@H]2[C@@H]30[

2125 | C@B(O)[C@@H](C)[C@H3[C@H](CC4=CC=CC=C4HNC(=0)[C@Q@]312 -8.7804

2126 | CC1=C(CO)C@@]2(C)CCCC(C)C)[C@@H2C[C@H]10 -10.9076

2127 | CCI(C)CCC[C@]2(C)[C@@H](C(=0)0)[C@](C)O)CC[C@@H]12 -11.0842

2128 | CC1=C(COC@@]2(C)C[C@@H](0)CC(C)(C)[C@@H]2CC1=0 -11.3958

2129 | CC1=C(CO)C@@]2(C)CC[C@@H](0)C(C)(O)[C@@H]2CC1=0 -11.3140
CCI=CC[C@@H]2[C@@]3(C)CC[C@H](O)C(C)(O)[C@@H]3CC[C@@]2(O)[C

2130 | @]12CC1=C(C=C(C3=CC=CN=C3)0C1=0)02 -9.2376

2131 | CC1=CC(0)=CC(OC2=CC(0)=CC(C)=C2CC(=0)C(C)C)=Cl -9.4840
CC(=0)0[C@H]1CC[C@@]2(C)[C@@H](CC[C@H]3CC4=C(NC5=CC=CC=C45

2132 |)[C@@]320)[C@]1(C)CCC=C(C)C -9.7707

2133 | COC(=0)C(=CC1=CC=C(0)C(0)=C1)NC=0 -10.5887
CC1=CC[C@@H2[C@]34CC[C@](O)(OC3)C(C)(C)[C@]4(0)CC[C@@]2(C)[C

2134 | @@]120C1=C(C(=0)0C(C3=CC=CN=C3)=C[C@@H]20 -9.6630

2135 | COC1=CC(=0)C[C@@H](C)[C@]120C 1=C(C)C(OC)=C(CI)C(OC)=C1C2=0 -10.4298




2136 | C[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.4260

2137 | CC1=C(0)C=C2C(=C10)C(=0)0[C@@H]2[C@H](C)O -10.7225
CC(C)(0)/C=C/C[C@]1(C)[C@@H](0)CC[C@@]2(C)[C@H]1 CC[C@H]1CC3=C

2138 | (NC4=CC=CC=C34)[C@@]12C -9.9254
CCCCCCCCCCCC/C=C/[C@@H](0)C(=0)N[C@@H](CO)[C@H](0)/C=C/CC/C

2139 | =C(\C)CCCCCCCeece -10.1881
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=CC(=0)0C4=CC(=0

2140 | )CCIC@A(O)[C@H]BCC[C@]12C -9.9343
CCC1=CC=C(C2=C(C)C(=0)[C@]3(02)C(=0)N[C@@](0)(C(=0)C2=CC=CC=C

2141 | 2)[C@@H]30)01 -9.0812
COC1=C(C2=CC(0)=C3C(=0)C4=CC(C)=C(0)C=C4C(=0)C3=C20C)C=C(0)C2

2142 | =C1C(=0)C1=C(C[C@@H](0)[C@](C)(O)C@H]10)C2=0 -9.6452

2143 | CC1(C)C(=0)CC[C@]2(C)[C@@H](CO)[C@](C)(O)CC[C@@]120 ~11.1301
C=C(O)[C@@H]1 CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@@H](0)C[C@

2144 | @H]30 -10.7257

2145 | COC1=CC(C2=CC=CC=C2)=C(0C)C(0)=C1C1=CC=C(0)C(CC=C(C)C)=C1 -8.9982
COC1=CC(0)=C2C(=0)[C@H]3[C@H](0)[C@@H](O)[C@@](C)(O)C[C@@H]3

2146 | [C@H](0)C2=C10 -10.9192
C=C(/C=C/[C@@H](C)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)[C@H]3C

2147 | C[C@@]21C)C(C)C -9.4575

2148 | CCC[C@H]1C[C@H]20C(=0)C3=C(C=C(0)C(0C)=C30)[C@H]201 -10.8256

2149 | CC(C)O)C@]12CCCI=C(COC3=0)[C@@]1(C)CCC(=0)02 -10.8874

2150 | COC1=CC(=0)C[C@@H](C)[C@]120C1=CC(0)=CC(OC)=C1C2=0 -10.4742

2151 | C[C@]1(CO)CCCIC@2(C)[C@@H](CO)C@](C)O)CC[C@@H]12 -10.3970

2152 | CC1(C)CC(=0)C[C@2(C)[C@@H](CO)[C@](C)(O)CC[C@@H]12 -11.1748

2153 | COCI=CC=C(C2=CC(=0)C3=C(0)C=C(OCC=C(C)C)C=C302)C=C10CC=C(C)C | -9.2687

2154 | COC(C)(C)[C@@H](0)CC1=C(C)C=C(0)C=C10C1=CC(C)=CC(0)=Cl -10.2184

2155 | CC1=CC(0)=CC(OC2=CC(0)=CC(C)=C2C[C@H](0)C(C)(C)0)=Cl -10.3514

2156 | COC(=0)[C@]1(CC2=CC=C(0)C(C=0)=C2)OC(=0)C(0)=C1C1=CC=C(0)C=Cl -9.9009

2157 | CC(C)=CCC1=C(C)C=C(0)C=C10C1=CC(C)=CC(0)=Cl1 -9.1236

2158 | C=C1CO[C@@]2(0)C=C3C=CC(=0)[C@H](O)[C@@]3(C)C[C@@]120 -10.4777

2159 | C/C=C/[C@@H]1C=CC(=0)[C@H](0)[C@]12C(=0)O[C@H](C)[C@@H]20 -9.9357




2160 | COC1=C(C2=CC=CC(0)=C2)C2=CC=CC=C2NC1=0 -8.8601

2161 | CC(=0)C1=C(C)C=C(0)C(CC=C(C)C)=C10 -10.4415

2162 | 0=C1CC[C@@H]([C@@H](0)C2=CC=CC=C2)01 92115

2163 | CC1=CC(0)=C20C3=C(0)C(0)=CC(C)=C30C2=C1 -10.0109

2164 | C=C(C)[C@@H](0)CC1=C(C)C=C(0)C=C10C1=CC(C)=CC(0)=C1 -9.2491

2165 | COCI=C(N)[C@@H](0)[C@@](C)OC@@H](0)C1=0 -10.1789

2166 | COC(=0)C1=CC=C2C(=0)C3=C(0)C=C(CO)C(CH)=C30C2=C10 -10.7478
C=C(C)C#C[C@H]1C[C@@H]20C(C)(C)[C@@H](0)C[C@]230[C@@H]3[C@

2167 | @H]10 -10.9961
C=C(O)C=C=CIC[C@@H]20[C@@H](C(C)(C)O)C[C@@]2(0)[C@@H](CH[C

2168 | @@H]10 -10.5208

2169 | COC(=0)C1=CC(0C)=C2C(=0)C3=C(C(=0)0C)C(OC)=CC=C30C2=C1 -10.7110

2170 | 0=C10[C@H](CO)CC2=C(0)C=CC(0)=C12 -10.2258
C/C=C/C1=CC2=C(01)C(=0)[C@](C)(OC(=0)C1=C(C)C=C(0)C=C10)[C@H](O

2171 )2 -10.0886
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(0)C=C4C=C50C(C)(O)

2172 | CC(=0)C5=C(0)C4=C30C)C2=C1 -10.0211

2173 | 0CC10COC2C(COYOCOCI2 -9.7584

2174 | CCOC(=0)C1=CC=CC=CIN -9.6516

2175 | CCOC(=0)CNC(=0)C1=CC=CC=C] -9.3083

2176 | 0=C1C[C@@H](0)[C@H](0)C2=C(0)C=CC=C12 -10.0692

2177 | CC(=0)C1=NC=CS1 -9.1462

2178 | N#CC1=CC=CC=Cl -8.8048

2179 | OCCNCCO -8.6028

2180 | NC1=CC=CC=C1C(=0)0CCC1=CC=CC=C1 -8.9622
C[C@]12CCC[C@H](01)C1=C(C=C3C(=0)C4=CC(0)=CC(0)=CAC(=0)C3=C10

2181 | )02 -10.8880
COC1=CC=C2C=C(N(C)C(=0)C3=NO[C@H4[C@H](0)C=C[C@@H](0)[C@Q@

2182 | J4(0)C3)C(=0)0C2=C10C -9.7674
COC1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(0)C(Cl)=C1[C@H]2[C@H]1C2=CC(

2183 | CO)=CC(OC)=C2C(=0)C2=C(0)C=C(O)C(CH=C21 -9.2848
COC1=C(0)C(0)=C(0)C2=C1C(=0)C1=C(C)C=C(0)C(OC3=C(0)C=C(C)C4=C3

2184 | OC3=CC(CO)=CC(0)=C3C4=0)=C102 -9.6648

2185 | CCI1=CC(0)=C2C(=0)C3=C(C(=0)0)C=CC=C30C2=C1 -10.1615
C=CINC(=0)C(C)C(CCC(C)C(=0)C=CC(C)=CCCC(C)CCCCCC)OC(=0)C(CCC(

2186 | N)=0)NC(=0)C(C)CNC1=0 -10.5047

2187 | CC=CCC1=C(C)OC(=0)C=C10C -9.9728

2188 | CC1=C(0)C(0)=C(0)C2=C1COC2=0 -10.1556

2189 | CO[C@H]1CCC[C@H](C)OC(=0)CC2=CC(0)=CC(0)=C2C(=0)C1 -10.9873




CC[C@H](O)[C@H]1C(=0)O[C@H](C(C)O)C(=O)N(O)[C@@H]([C@@H](C)CC
)CE0)O[C@H](C(O)C)CEONO)[C@@HN(C(C)O)C(=0)O[C@H](C(C)C)C(=0)

2190 | NIC -9.6009
2191 | COC1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(0)C(CH=C1C2=0 -10.1627
2192 | COC1=CC(0)=C2C(=0)C3=C(0)C(0)=C(C)C=C3C(=0)C2=C1 -10.4235
COC1=CC(C)=CC2=C1C(=0)C1=C(0)C=C(0)C(Cl)=C1[C@H]2[C@H]1C2=CC(
2193 | ©)=CC(0C)=C2C(=0)C2=C(0)C=C(0)C(C)=C21 -9.0799
2194 | CC1=CC[C@HR[C@@H]3[C@H](C(C)(C)0)CCC2(C)[C@H]13 -10.4013
2195 | COC1=CC(0)=C2C(=0)0CC3=CC(0)=C(0)C=C3C2=C1 -10.2948
2196 | COC(=0)C1=C(C2=CC=CN2)NC2=CC=CC=C2C1=0 -8.8221
2197 | CC(C)O)CCCIC@](C)(O0)C1=CC=C(C(=0)0)C=C1 -10.7978
2198 | CC1=CC(0)=CC2=C10C1=C(C=0)C(0)=CC(C)=C1C(=0)02 -10.4165
COC(=0)[C@]1(CC2=CC=C30C(C)(C)[C@@H](0)CC3=C2)0OC(=0)C(0)=C1C1
2199 | =CC=C(0)C=Cl -9.5348
2200 | 0=C(0)CNC1=CC=CC=C1C(=0)0 -9.3962
2201 | C[C@@H](0)C[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.6604
2202 | COC1=CC(=0)0C(C)=C1CCC(C)=0 -10.2000
2203 | COC(=0)C1=C(0)C2=CC3=C(C(0)=C2C(=0)01)C(=0)C=C(C)03 -10.7256
2204 | COC1=CC(0)=C2C(=0)0C3=C(0)C(0)=CC(C)=C3C2=C1 -10.6042
2205 | COC10C(=0)C2=C(C)C(0)=C(0)C(0)=C21 -10.3524
2206 | 0=C1C2=C(NC3=CC=CC=C3C2=0)C2=CC=CN12 -8.5501
2207 | CC1(C)CCC[C@](C)(C2=CC=C(C(=0)0)C=C20)01 -11.0891
2208 | CC1=CC(0)=C(C)C2=C10C1=C(C=0)C(0)=CC(C)=C1C(=0)02 -10.3838
2209 | CC1=CC(=0)C=C(CC2=CC(0)=CC(0)=C2)01 -9.3368
2210 | COC1=CC(0)=C2C(=0)0[C@]3(C)C[C@H](O)[C@@H](0)CC3C2=C1 -10.8467
2211 | C[C@@H]INC(=0)[C@@H]2CCCN2C1=0 -9.4755
2212 | 0=C1C2=C(NC3=CC=CC=C3C2=0)[C@@H]2CCCN12 -8.8953
2213 | CC[C@@H](C)[C@@H]INC(=O)C@@H]2CCCN2C1=0 -9.9293
2214 | CC1=CC(0)=CC2=C10C1=C(COYC(0)=CC(C)=C1C(=0)02 -10.4028
COC1=CC(0)=C2C(=0)[C@H3C[C@@H](0O)[C@@](C)(O)C[C@@H]3[C@@H
2215 | J(0)C2=C1 -11.2487
CCC1(0)CC[C@@]2(C)[C@@H](CC[C@@H]3[C@@H]2CCI[C@]2(C)C(=0)CC|
2216 | C@@H]32)C1 -11.1942
2217 | COC1=CC(CO)=CC2=C1C(=0)C1=C(0)C=C(0)C(CH=C1C2=0 -10.0615




COC1=CC(0)=C2C(OC)=C3C(=0)C=C(C)OC3=C(C3=C(OC)C=C4C=C50C(C)=

2218 | CC(=0)C5=C(0C)C4=C30)C2=C] -9.4091
CC(C)(0)[C@H]10[C@H]2CC[C@@]3(C)C(CC[C@H]4CC5=C(NC6=CC=CC=C

2219 | 56)[C@@]43C)C2=C[C@H]10 -10.3340

2220 | CC(=0)C1=CC=CNIC -9.0884

2221 | CC(=0)0CCCI=CC=C(0)C=C1 -9.7380

2222 | COC1=CC(=0)OCC] -9.5271
CC(=0)0C[C@]12C[C@H](OC(=0)C(C)C)C(C)=C[C@H]10[C@@H] 1 [C@H](O

2223 | )[C@@H](0C(C)=0)[C@@]2(C)[C@]12CO2 -10.6852
0C1=CC=C(0)C2=C1[C@H](0)[C@@H]10[C@@H]1C210C2=CC=CC3=CC=C

2224 | C(=C23)01 -9.2590

2225 | CCC(0)CCCC(0)C1=C(C)C(=0)0Cl -10.2476
CC1=C(C1)C(0)=CC(0)=C1C(=0)0[C@@H] 1 C[C@]2(C)[C@H]3CC(C)(C)C[C@

2226 | @]3(0)C=C(C=0)[C@]120 -10.9719
COC1=CC(0OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(OC)C4=C50C(C)=CC(

2227 | 0)=C5C(0)=CC4=CC3=0)C2=Cl -9.3666
CCC1=C(0C)C=C2C(=0)C(=0)C(C(C)C3=C(OC)C=C4C(=0)C(OC)=CC(=0)C4=

2228 | C30)=C(0)C2=C10 -10.0009
CCC=C[C@H](0)[C@H](0)C1=C(C)C(=0)[C@]2(01)C(=O)N[C@@](OC)(C(=O

2229 | )C1=CC=CC=CH)[C@H]20 -9.5010
CC(=0)[C@@]1(0)[C@H](0)C2=CC3=C(C-C2C[C@@H]1C)[C@HI(0)[C@@]!

2230 | (O)C(=ON[C@@H](CC2=CC=CC=C2)[C@@H]3[C@H]1C -9.5638
CC(=0)OC[C@H]10[C@]230C4=CC=CC(0)=C4[C@](0)(C4=C(0)C=C(C)C(=C

2231 | 42)0C1(Q)CO)[C@H]3C -10.1093
CC1=CC(0)=C2C3=C10C(C)(C)[C@@H](CCHO[C@]310C3=CC=CC(0)=C3[C

2232 | @@]2(0)[C@H]1C -10.2976
CC(C)=CCC1=CC(C(0)[C@@H]2NC(=0)CNC(=0)[C@H](C(C)C)NC(=0)CNC(
=0)[C@@H]3CCCN3C(=0)[C@H](CC3=CNC4=CC=CC=C34)NC(=0)CNC2=0)

2233 | =CC=C10 -9.3223

2234 | COC1=CC(=0)0C(C(C)=CCOC(C)=0)=Cl -10.4231
CC[C@H](O)[C@@H]INC(=O0)[C@H](CC(C)CONC(=O)[C@H](CC(C)CINC(=0)[

2235 | C@H](CC(C)CNC(=0)[C@H](CC(C)C)NC1=0 -11.1899
CC[C@@]12SS[C@]3(C(=0)N1C)[C@@H](0)[C@]1(C4=CNC5=CC=CC=C45)C

2236 | 4=CC=CC=C4N[C@@H]IN3C2=0 -9.0946
C=C[C@@]1(C)C=C(C)[C@@H]2[C@@H]3[C@H](OC4=CC=C(C=C4)C[C@]4(
O)NC(=0)C5(0C54)C(=0)[C@H]3D)[C@@H]l [C@@H](C)C[C@@H](O)C[C@]

2237 | 12C -10.0767
CO[C@@H]10[C@]2(0CC3=C(C)C(0)=C(0)C(0)=C3C2=0)C2=C(0)C(0)=C(O

2238 | )C(C)=C21 -10.7711
CC(C)[C@H]1CCC(CO)=C[C@@H]1C=C(CO)C(=0)OC[C@]1(0)CC[C@H](C(C

2239 | )O)[C@H]2C=C(C(=0)0)COC(=0)[C@@H]21 -10.7290




CC[C@H]10[C@@H]20[C@H](/C=C/C=C/C=C/C3=C(C)C(OCC=C(C)C)=CC(=

2240 | 0)03)[C@H](0)[C@]2(C)[C@@]1(C)O -9.2190
CCO[C@@H]10[C@H]([C@H](0)CO[C@@H]2C[C@@H]3[C@@H](C[C@H]([

2241 | C@Q@](C)(0)CO)CC[C@@]3(C)O)[C@H]2C)[C@H](0)[C@H]10 -10.9288
CCO[C@@H]10[C@H]([C@H](0)CO[C@@H]2C[C@@H]3[C@@H](C[C@H]([

2242 | C@](C)(0)CO)CCIC@@]3(C)O)C@H]20)[C@H](0)[C@H]10 -10.9288
C=C(C)[C@@H]1CC[C@]23[C@H]([C@H]1C1=CNC4=CC=CC=C14)[C@H](C)

2243 | CC[C@@]2(C)[C@H](C)CC[C@@H]30 -10.2056
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](C)NC2=0)C2=CC=CC(CC30C3(C)CO)

2244 | =C2N1 -9.7784
CC1(C)C=CC2=C(C=CC3=C2N[C@@]24N5C(=0)[C@@]6(0)CCCN6C(=0)[C@

2245 | @H]5C[C@@]320[C@H](CO)C4(C)C)O1 -10.0301
C/C=C(\O)[C@@]1(0)C(/C=C/C=C(C)\C=C\C=C\C(=0)0)[C@@H]2CC=C(C)C[

2246 | C@HR[C@@H]20[C@@H]21 -9.6049
CC=C(C)C(=0)C1=C2C3=CN(CCCC(=0)0)C(C=C[C@@H](C)CC)=CC3=C(C)C

2247 | (=0)[C@@]2(C)OC1=0 -8.8915
CCC(C)CC(C)/C=C(\C)[C@@H]1O[C@H](C2=C30[C@@H]4CC(=0)CC[C@]4(

2248 | 0)C3=CN(C)C2=0)CC[C@H]IC -10.3417
CC(C)[C@@H]INC(=0)[C@@H](C(C)C)NC(=0)[C@@H](NC(=0)CC(O)CCCC
CCCCCCCCN=C(N)N)[C@@H](C)OC(=0)[C@@H](C)NC(=0)[C@@H](CC(N)

2249 | =0)NC(=0)[C@@H]([C@@H](C)O)NCI=0 -10.6064
C/C=C(\C=C(C)\C=C\C=C\C=C(/C)C(=0)[C@]120[C@H]1 [C@@](O)(CCO)NC2

2250 | =0)C(=0)0OC -9.6781
OC1CC[C@@H](0)C230C12C1(0C2=CC=CC4=CC=CC(=C24)01)[C@H]10[C

2251 | @H]I[C@H]30 -10.3745
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(OC)C4=C(0)C5=C(0)C

2252 | =C(C)OC5=CC4=CC3=0)C2=Cl -9.5489
C/C=C(\C)[C@@H](OC(C)=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@

2253 | HJ40[C@@H](C(C)(C)0)CC[C@]A(C)[C@HB[C@@H]20)C1=0 -10.5423
COC(=0)[C@]1(CC2=CC=C(0)C(C[C@H](0)C(C)(C)0)=C2)OC(=0)C(OC)=C1

2254 | C1=CC=C(0)C=C1 -10.0810
CC[C@H]10[C@@H]20[C@H](/C=C/C=C/C=C/C3=C(C)C(0OC/C=C(\C)C(=0)O

2255 | 0)=CC(=0)03)[C@H](O)[C@]2(C)[C@Q@]1(C)O -9.3926

2256 | CC1=CC=C2C[C@@H](C)OCC2=C10 -9.7146
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1C[C@]2(C)C3C[C@@](C)(CO)C[C@H

2257 | 13C=C(CO)[C@]120 -11.1609
C=C(C)[C@H]1C[C@H2CC[C@@]3(C)[C@@](O)(CC[C@H]4CC5=C(NC6=CC

2258 | =CC=C56)[C@@]43C)[C@]230[C@@H]3[C@H]10 -10.5603




C=C1[C@]23C(=0)0[C@@H](O)[C@@]240[C@]2(C(=C)[C@@]5(C=CC(=0)0

2259 | C5(C)C)CC[C@@]32C)C(OC(C)=0)[C@]1(C)OC4=0 -10.0478
C/C(=C\CC/C(C)=C/C[C@]1(0)C(=0)C2=C3C(=C(0)C(C)=C(0)C3=C(C)C=C20)

2260 | C1=0)CC/C=C(/CC[C@@H](0)C(C)(C)O)C(=0)O -9.9297
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@@H]J4[C@@]5(C)C(=C10[C@H]5

2261 | C=C1C(=CC(=0)0C1(C)O)[C@@]41CON[C@]230 -10.3844
CC=C(O)[C@H](O[C@@H]10[C@H](CO[C@H]20[C@H](CO)[C@H](O)[C@H]
(O)[C@H]20)[C@@H](O)[C@H](O)[C@H]10)[C@H](C)C=C(C)C=CCC(C)=CC

2262 | C1=C(C)C(=0)C(OC)=C(OC)N1 -8.9265

2263 | CC(C)CC1=CNC(CCC(N)=0)C(=O0)N1 -9.6683
C/C(=C\C=C\[C@H](0)[C@@H](C)O)[C@H](O)[C@H](C)C(=O)O[C@H]1C[C

2264 | @H](C)C[C@Q@H]2C=C[C@H](Q)[C@](C)(C(=0)CCO)C@@H]12 -10.9897

2265 | COC1=CC=CC2=C1C(=0)0[C@H](C)C2 -9.6852
CC[C@@H]1C[C@H]2CC[C@H](02)[C@H](C)C(=0)O[C@H](C)C[C@H]2CC[
C@H](02)[C@H](C)C(=O)O[C@H](C)C[C@H]2CC[C@H](02)[C@H](C)C(=0)

2266 | Ol -10.0516
CC(=0)0[C@@H]! [C@@H2[C@@H](C)CCIC@R@I34[C@@H](CC[C@@HI3C

2267 |)C@J4(C(=0)0)[C@@]2(0)C[C@H2[C@Q@H](C(C)C)CC[C@]12C _11.2422
CC(O)[C@H]I1CC[C@]2(O)[C@@H](0)[C@@H]3[C@@H](C)CC[C@@]45[C@

2268 | @H(CC[C@@H]4C)[C@]5(C(=0)0)[C@@]3(0)C[C@@H]12 _11.3146
CC(=C[C@@H](C)[C@H]1 CCC(=0)[C@]23CC(=0)C4=CC(=0)CC[C@]4(C)[C

2269 | @H]2CC[C@]13C)[C@H](C)C(C)C -10.7951
CC(=0)O[C@H]IC[C@H2[C@@H]3[C@@H](0)[C@@H](0)[C@H]4C[C@@H
1(0)CC[C@I4(O)[C@H]3[C@@H](0)C[C@]2(C)[C@H]1 [C@H](C)/C=C/[C@H](

2270 | O)C(C)C -10.6879
CCC(=0)O[C@H]I C[C@@]2(C)[C@@H](CC[C@H]3[C@@]4(C)CCC(=0)[C@
@H](C)[C@@H]4[C@H](OC(C)=0)C(=0)[C@@]32C)/C1=C(\CCC=C(C)C)C(=0

2271 )0 -9.8668
C=CIC[C@H]2[C@]3(C)CC[C@@H](O)C(C)(O)[C@H]3C(=0)[Ce@H](O)[C@]

2272 | 20O)[C@@H](C(=0)0C)[C@]1(C)C(=O)C@](C)(0)C(=0)0C -10.3037
COC1=CC(OC)=C2C(0)=C3C(=0)CC(C)(0)OC3=C(C3=CC(C4=C(CC5=CC=C(O

2273 | )C(OC)=C5)CNC4=0)=CC=C30)C2=C1 -9.8821

2274 | CC=CC1=C(0)C(=0)C2=C(CNC2=0)01 -10.2044

2275 | COCI1=CC(0)=C2C(=0)0[C@@]3(C)C[C@@H](0)[C@H](0)C=C3C2=C]1 -10.9741

2276 | CCCCI=C(C[C@@]2(C)O[C@@H]2C)COCI=0 -9.9104

2277 | CC=CC=CC(=0)0CC1=C(OC)C(CO)=C(C=CCO)OC1=0 -10.0428




2278 | C[C@@H]1CCC2=C(COC2=0)[C@H]2CC(C)(C)C[C@H]12 -10.0543
CC1(C)C=CC2=C(C=CC3=C2NC(=0)[C@@]32C[C@]34NC(=0)[C@@]5(CCCN

2279 | 5C3=0)C[C@H]4C2(C)C)O1 -9.6720

2280 | C[C@]12CCCI[C@](C)(C(=0)0)[C@@H]1C=C[C@]1(CO)OC(=0)C[C@H]21 -10.8601

2281 | C[C@@H]1[C@Q@H]2CC(C)(C)CC2=C(COC@@H](CO)C[C@@H]10 -10.5883
CO[C@H]1C2=CC3=C(C=C2[C@@H]2[C@H](CC4=CC=CC=C4)NC(=0)[C@@)]

2282 | 1(O)[C@@H]2C)C(C(C)=0)=C(0)[C@@H](C)C3 -9.2943

2283 | CC1=C(0)C=C(0)C2=C1[C@H](Q)[C@@H](C)CC2=0 -10.8428
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@H](O)[C@H]2C

2284 | 01 -10.1540

2285 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@H](0)C=C3C2=Cl -10.9741
CC[C@H](C)C(=0)[C@@H](C)C1=CC(=0)C2=C(0[C@]3(C)CC[C@H]40[C@

2286 | @H](C(C)(C)0)C[C@H](O)[C@]4(C)[C@H]3C2)C1=0 -10.7502
CO[C@@H]1C2=CC3=C(C=C2[C@H]2[C@@H](CC4=CC=CC=C4)NC(=0)[C@)]

2287 | 1(O)[C@H]2C)C(C(C)=0)=C(0)[C@@H](C)C3 -9.2943
COC(=0)[C@]1(CC2=CC=C(0)C(CC(0)C(C)(C)0)=C2)OC(=0)C(0)=C1C1=CC

2288 | =C(0)C=C1 -9.8832

2289 | CCCC(0)=C1C(=0)CC(0)CC1=0 -10.0155

2290 | CCCC=CC=CC(0)=C1C(=0)[C@H](C[C@Q@](O)(C(=0)0)C(C)C)N(C)C1=0 -10.0500

2291 | O=CINCC2=C(0)C=C(0)C=CI2 -10.0419

2292 | CCCC1=C[C@@H](CC(=0)CC)OC1=0 -9.4203
CC(C)=CCCC(C)(0)CCCC(C)(0)CCCC(C)(0)CCCC(C)O)CCCC(C)O)CCCC(C)

2293 | (0)CCCC(C)(0)CCCC(C)=CCCC(C)=CCO -9.3076
CO[C@H]10[C@]2(0CC3=C(C)C(0)=C(0)C(0)=C3C2=0)C2=C(0)C(0)=C(0)C

2294 | (C)=C21 -10.7744
C[C@H]1CC[C@H2[C@@H](C=C[C@@H]3CO[C@](C)(O)C(=0)[C@@]32C)[

2295 | C@@H]10 -10.9281

2296 | CC1=C(0)C(=0)[C@@]23CC(=0)C=C[C@@H]2[C@H](C)[C@H]3C1=0 -10.9020

2297 | C[C@H]1CCCI[C@@]2(0)[C@@H](0)C[C@H]([C@@](C)(O)CO)C[C@]12C -10.6739

2298 | CCCC(0)CC1=C(COYC(OC)=CC(=0)01 -10.5537

2299 | CC(CC(=0)0C1=CN(CC2=CC=CC=C2)C2=C1C(0)=CO2)C(=0)0 -9.9771

2300 | COC1=C(C)C(=0)0C([C@H](C)CCO)=C! -10.5415

2301 | C=CC(C)(C)C1=NC2=CC=CC=C2C1=CC1=C(O)NC(=0)C(=O)N1 -9.3431




2302 | CO[C@@H]1C[C@@H](C)OC2=CC=CC(0)=C21 -9.9523
CC1=C(C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=0)/C=C\

2303 | C(=0)[C@H](0)/C(C)=C\[C@@H](C)C/C=C\[C@H]3[C@@H]10 -9.9313

2304 | C/C=C/C1=CC(=0)C[C@@H]10 -9.8704

2305 | CC(C)(0)CC1=CC(=0)C(0)=CC(=0)N1 -9.6646

2306 | CC(=0)0CC/C(C)=C/C(=0N[C@@]1(C)OC(C)=C(C)C1=0 -10.1208

2307 | CC(=0)0OCCC(C)=CC(=0)0 -9.6720

2308 | CCOC(=0)C=CC=CCCC=CCCCC(C)0 -10.0714
CC1=C20C(=0)C3=C(C)C=C(0)C(CO)=C30[C@@H]2[C@](C)(O)[C@H](O)C1

2309 | =0 -11.0415
CC(C)(0)[C@H]10[C@@]2(0)CCIC@@]3(C)[C@@H](CC[C@H]4CC5=C(NC6

2310 | =CC=CC=C56)[C@@]43C)C2=CC1=0 -10.5983
CC1=CC[C@H]2C(C)(C)CCCIC@]2(C)[C@H]1C[C@@]120[C@@H]1C(=0)C(C

2311 | 0)=C[C@H]20 -10.9934

2312 | CC1=C(CHC(0)=CC2=C1C1=CC(0)=CC(0)=C1C(=0)02 -10.3936
C=C(C)[C@H]10C2CCI[C@@]3(C)C(CC[C@]4(0C)O[C@@H]50C(C)(C)[C@H]
6C[C@@H]7C(=C)CC8=CC=CINC(=C5CI=CS[C@@]760)[C@@]43C)[C@]230

2313 | [CQ@HB[C@H]10 -9.4366
C=C(C)[C@H]1C[C@H](C(C)(C)O)[C@H]1C1=CC=CC2=C1C(=0)C[C@@H]1C
ClC@@]3(0)C4=C[C@@H](O)[C@@H](C(C)O)C[C@H4CC[C@]3(O)[C@@]

2314 | 1(C)C(=0)N2 -9.3842

2315 | COC1=CC(0)=C2C(=0)C3=C(C)C=C(0)C(0)=C30C2=C1 -10.9526

2316 | COC(=0)C1=CC(0C)=CC(OC)=C1C(=0)C1=COC2=C10C(C)CC2=0 -10.5280

2317 | COC1=CC(C=C20C(=0)C(C3=CC=C(0)C=C3)=C20)=CC(0)=C10 -9.8143

2318 | C=CC(C)(C)C1=C(C=C2NC(=0)C3(0C)CCCN3C2=0)C2=CC=CC=C2N1 -9.0009

2319 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)O[C@H]30C)C(=0)C2=Cl1 -10.8019

2320 | CCCCCC=CC=CC1=CC=C(0)C(0)=C1C=0 -10.4100

2321 | CCCCCC=CC=CC1=CC=CC(0)=C1C=0 -9.8970

2322 | CCCC=CC=CC(0)=C1C(=0)NC(CC(0)(C(=0)0)C(C)C)C1=0 -10.2484

2323 | C=CC(C)(C)C1=C(C=C2NC(=0)C(C)(O)NC2=0)C2=CC=CC=C2N]1 -9.8073
COC(=0)C1=CC(=0)[C@H]2C[C@]1(O)[C@H]1CC[C@]3(O)[C@@H]([C@H](

2324 | O)[C@@H]40[C@H]4[C@H](C)C(C)C)CC[C@@]340[C@@]14[C@@H]20 -11.1077
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]23[C@@H](

2325 | C@@H2[C@H](/C=C(/C)C[C@@H](C)C[C@H]20)[C@H]30)[C@@H]10 -9.5591




2326 | CC1=C(CCCCC=CC(=0)0)0C2CCCN2C1=0 -10.4405

2327 | C[C@@H]1C[C@@H]2C=C[C@@H]3COC(=0)[C@]3(C)[C@H]2C[C@@H]10 -10.7259
C=CC(C)(C)C1=C(C(0)[C@@H]2NC(=0)[C@H](C)NC2=0)C2=CC=C(CC=C(C)

2328 | O)C(CC=C(C)C)=C2N1 -9.4930
CC1=C2C[C@@H](0)CCC2=CC2=C1C(=0)C[C@]1(C)[C@@H]([C@H](C)/C=C

2329 | /[C@H](C)C(C)C)CC[C@@H]21 -10.8710
COC1=CC=C2C3=C(NC2=C1)[C@H](CC(C)(C)O)N1C(=0)[C@@H]2CCCN2C(=

2330 | 0)[C@@]1(0)[C@H]30 -10.8975
CC[C@H](C)[C@H]1C(=0)N[C@@H](CC2=CC=C(OCC=C(C)C)C=C2)C(=0)N(
O)[C@@H](C)C(=0)O[C@H](CC2=CC=CC=C2)C(=0)N2CCC[C@H]2C(=0)N[C

2331 | @@H](CO)C(=0)N1IC -9.5019
CC1=CC(0)=C2C3=C10C(C)(C)[C@H](0)CO[C@]310C3=CC=CC(0)=C3[C@

2332 | @]2(0)[C@H]IC -10.6076
CCI=C[C@@]2(0)[C@@H]([C@]3(C)C[C@H](C)C[C@H](C)C(=0)03)CC(=0)[

2333 | C@]23C(=0)N(C)C(=0)[C@@H](C2=CC=CC=C2)[C@@H]3[C@@H]1C -9.3011

2334 | COC1=CC(=0)0C(CCC(=0)0)=C1 -10.3667

2335 | COC(=0)C1=C(CCC(=0)0)OC(=0)C=C10C -10.3374

2336 | CO[C@@H]1C(=0)NC2=CC=CC(0)=C2[C@@]1(0)C1=CC=CC=C]1 -8.3948
COC(=0)[C@@]1(CC2=CC=C(0)C(CC=C(C)C)=C2)0C(=0)C(0)=C1C1=CC=C(

2337 | 0)c=C1 -9.6402
CC(C)C1=C(C2=CNC3=CC=CC=C23)[C@@H]2[C@H](C)CC[C@@]3(C)[C@H]

2338 | (O)CC[C@H](0)[C@@]23CC1 -10.5246
CC(=0)0C[C@]120C3=CC=CC(0)=C3C(0)=C1C(=0)C[C@@H](C)[C@H]20C(

2339 | 0)=0 -10.7616
CC(/C=C/[C@@H](C)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)CICCIC@

2340 | @]21C)C(C)(C)0 -10.3557
CC(=0)0C[C@@]120C3=C(C4=CC=C(0)C5=C40[C@]4(CO)C(=C50)C(=0)C[
C@H](C)[C@@H]40C(C)=0)C=CC(0)=C3C(0)=C1C(=0)C[C@H](C)[C@@H]2

2341 | OC(C)=0 -10.0073
CC1=C[C@@H]2C=C(C)[C@H]3C[C@H](0)C[C@@]3(0)[C@]23C(=0)N[C@

2342 | @H](CC(O)O)[C@@H]3[C@Q@H]1C _11.4660

2343 | C=C(C)CHCCI=CC(CO)=CC=C10 -9.6440

2344 | COCI=CC(=0)0C2=C1CO[C@@H](C[C@@H](C)0)C2 -10.6006
CC1=C[C@@H]2C[C@@]3(C)OCAC[C@H]3[C@@](0)(CH[C@]23C(=0)N[C@

2345 | @H(CC(C)O)[C@@HB[C@@H]LC -11.6086

2346 | CC[C@H](CO)C1=CC(OC)=C(C)C(=0)01 -10.6126
COC1=CC(=0)C2=C(C=C(C)C(C3=C(0C)C=C4C=C5C[C@@H](C)OC(=0)C5=C

2347 | (0)C4=C30)=C20)C1=0 -9.9486
COC(=0)[C@]1(CC2=CC=C30C(C)(C)[C@@H](0)CC3=C2)OC(=0)C(OC)=C1C

2348 | 1=CC=C(0)C=C1 -9.4952
COC1=C(C)C(OC(=0)C2=C(C)C=C(0)C=C20)=C(C)C(C(=0)0C2=CC(O)=C(C(

2349 | =0)0)C(C)=C2C)=C1C -10.1128




CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=C[C@@H]40[C@@

2350 | 145C[C@@H](0)CC[C@]5(C)[C@H]3CC[C@]12C -10.8409
CC1=CC[C@H]2[C@](C)(CO)CCC[C@]2(C)[C@H]1C[C@@]120[C@@H]1C(=

2351 | 0)C(CC1=C(0)C=C(C)OC1=0)=C[C@H]20 -10.4010
CC(=0)O[C@H]1C[C@@]2(O)[C@@H](CC[C@H]3[C@@]4(C)CCC(=0)[C@@
H](O)[C@@H]4[C@H](OC(C)=0)C(=0)[C@@]32C)/C1=C(\CCC=C(C)C)C(=0)

2352 |0 -9.7769
C=CC[C@H]10C(=0)CCNC(=0)C(C)N(C)C(=0)C(C(C)CC)N(C)C(=0)C(C(C)C

2353 | ONC(=0)[C@@H]2CCCN2C1=0 -9.8223
C=C(C)[C@H]1C[C@H2CC[C@@]3(C)[C@@](O)(CC[C@HJ4[C@H](OC)C5=C
(NC6=CC=C7CC(=C)[C@H]8C[C@H](C(C)(C)O)[C@H]8CT=C56)[C@@]43C)[C

2354 | @]230[C@@H]3[C@H]10 -10.0316
CC1=CC(=0)[C@H]2/C(C=0)=C\C[C@H]3[C@@H]([C@@H](C)C4C=CC(C)(C)

2355 | 04)CC[C@]3(C)C[C@H]12 -10.4350
CC(=0)0C[C@]120C3=CC=C(C4=CC=C(0)C5=C40[C@@]4(COC(C)=0)C(=C5
0)C(=0)C[C@@H](O)[C@H]40C(C)=0)C(0)=C3C(0)=C1C(=0)C[C@@H](O)[

2356 | C@H]20C(C)=0 -10.6756
C=C[C@@]1(C)CC[C@](C)(C(C)C)C2=CC3=CAC(=CNC4=C21)C[C@@H](CO)

2357 | NC(=0)[C@H](C(C)C)N3C 9.7214
C=C(C)[C@H]10C2CC[C@@]3(C)C(CCIC@]4(0C)O[C@@H]SOC(C)(C)[C@H]
6C[C@@H]7C(=C)CC8=C(CI)C=CINC(=C5C9=C8[C@@]760)[C@@]43C)[C@)]

2358 | 230[C@@H]3[C@H]10 9.2214

2359 | COC1=CC(0)=CC2=C1C(=0)C1=CN=C(C)C=C1C2=0 -9.8721

2360 | C[C@@H]1[C@H](0)[C@@H](C)C(=0)O[C@H]1C -9.9331

2361 | C/C=C/C=C/[C@@H]10C(=0)C=C[C@@H]10 -9.4000
CC(C)=C/C=C\[C@H](C)[C@H]1CC[C@]2(C)C[C@H]3[C@@H]4/C(=C\C[C@

2362 | @H]12)C(=0)0[C@]4(0)C[C@@]3(C)O -10.8423
C=C1C[C@@H]2[C@](C)(C(=0)C(0)=C3C(C)(C)C(=0)CC[C@]32C)[C@@H](C

2363 | (F0)00)[C@]1(C)C(=0)[C@](C)(0)C(=0)OC -9.6564
C/C(=C\CC/C(C)=C/C[C@]1(0)C(=0)C2=C3C(=C(0)C(C)=C(0)C3=C(C)C=C20)

2364 | C1=0)CC/C=C(\CC[C@@H](O)C(C)(C)0)C(=0)O -9.9294
CC(C)=CCC/C(=C/CC/C(C)=C/CC/C(C)=C/C[C@]1(0)C(=0)C2=C3C(=C(0)C(C)

2365 | =C(0)C3=C(C)C=C20)C1=0)CO -9.6791
2366 | COCI=CC(C2=C(0C)C=C(C3=CC=C(0)C=C3)C(OC)=C20)=CC=C10CC=C(C)C | -9.3772
C/C=C(\O)[C@H](O[C@@H]10[C@H](CO[C@H]20[C@H](CO)[C@H](O)[C@
H](0)[C@H]20)[C@@H](0)[C@H](0)[C@H]10)[C@H](C)/C=C/C=C/C/C(C)=C
2367 | /CC1=C(C)C(=0)C(OC)=C(OC)N1 -9.0156




CC(=0)/C=C/[C@H]I[C@H](C(=0)N(C)[C@H](CO)C(=0)O)C(=0)[C@@]2(C)]

2368 | C@@H]1C(C)=C[C@H]1C[C@@H](C)CC[C@@H]12 -10.2446
CCI=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]2(C)C(=0)[C@@H](C(=O)N(

2369 | O[C@H](CO)C(=0)0)[C@H](/C=C/[C@H](C)0)[C@@H]12 -10.5019
C=C(O)[C@H]10[C@H]2CC[C@@]3(O)[C@@](O)CC[C@HJ4C5=C(C[C@@]4

2370 | 3C)NC3=CC=CC=C53)C2=C[C@H]10 -9.3967
CC[C@@H](O)C[C@H](O)[C@H](O)[C@@](C)(/C=C/C(FO)N[C@H](CO)[C@

2371 | @H])(C)CC)OC -10.7252

2372 | O=CIN[C@H](CC2=CC=C(0)C=C2)C(=0)N2CCC[C@H]12 -9.8085
COC1=CC2=C(C(=0)0[C@@H]3C[C@H](C[C@@H](C)0)O[C@H]23)C(0)=C1

2373 | oC -10.9758

2374 | CC(=0)CCCC[C@H](0)[C@@H]1CCC2=C(CC[C@H](0)C2=0)01 -10.5356

2375 | 0=CI1C[C@H](0)[C@H](0)C2=CC=CC(0)=C12 -10.1621

2376 | 0=C1CC[C@H](C2=CC=C(0)C3=C2C(=0)CC[C@@H]30)C2=CC=CC(0)=C12 -9.8621
CC(=0)COC(C)CCCC(C)C1=CC[C@]2(C)OC3=C(C[C@H]12)C(=0)[C@@H](O)

2377 | CC3 -10.6758

2378 | CCC(C)C(=0)0[C@]1(C)C(=0)C=C(0C)[C@](C)(0)C1=0 -10.4730

2379 | C[C@@]1(0)CC[C@H2[C@@H](C=C[C@Q@H]3COC(=0)[C@@]32C)C1 -10.6039
C=C(O)[C@@H]1C[C@H](0)[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(O)

2380 | CO[C@H]3C1 -11.0742
CC1=CC[C@H]2C(C)(C)CCCIC@]2(C)[C@H]1C[C@@]120[C@@H]1C1=CC(=

2381 | 0)CCCI=C[C@H]20 -10.8775

2382 | 0=C1CCC2(0C3=CC=CC4=CC=CC(=C34)02)[C@H]([C@H]2CCC(=0)02)C1 -9.9475

2383 | CC/C=C\C[C@@H]1C(=0)CC[C@@H]1CC(=0)0C -9.9755
C[C@@H]1CC[C@H2C[C@H]3[C@]4(O)CC[C@@H]4[C@](C)(O)CC[C@@]13

2384 | C2(C)C -10.1850
CC(C)=CCC[C@H]1C(=0)CC[C@H]2C[C@@](C)(CCC3=C(0)C(C)=C(C)OC3=

2385 | 0)CC[C@@]21C -10.8430
CC[C@@H](C)[C@@H]INC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=C

2386 | C=C1C2=0 -9.2412

2387 | CC1=C(0)C=C2C(=C10)C(=0)O[C@H]2[C@H](C)O -10.7379

2388 | C[C@H]1CCCCIC@@H2[C@@H](CC(=0)01)[C@@H](0)CC[C@@H]20 -10.6556
0=C1CC[C@H]([C@@H]2C[C@@H](0)CCC230C2=CC=CC4=CC=CC(=C24)0

2389 | 3)01 -10.6030

2390 | COC1=CC(0)=CC2=C(C)C=C(0)C(0)=C20C(C)=C1 -10.4672

2391 | CCC(0)CC[C@H]1CC2=C(C)C(0)=C(C)C(0)=C2C(=0)01 -10.8582
COC[C@H]10[C@]230C4=CC=CC(0)=C4[C@](0)(C4=C(0)C=C(C)C(=C42)0C

2392 | 1(O)O)[C@H]3C -10.3371




2393 | COC(=0)[C@@]1(CC2=CC=CC=C2)0C(=0)C(=CC2=CC=CC=C2)01 -9.0688
2394 | CC1=CC(0)=C(C=0)C2=C1C(=0)0C1=C(C)C3=C(C(=0)0C3)C(0)=C102 -10.9584
2395 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)C(=0)C=C3C2=Cl1 -10.5872
CC(=0)0C[C@]120C3=CC=C(C4=CC=C50[C@@]6(COC(C)=0)C(=C(0)C5=C4
0)C(=O)C[C@@H](C)[C@H]60C(C)=0)C(0)=C3C(0)=C1C(=0)C[C@@H](O)[
2396 | C@H]20C(C)=0 -10.5672
2397 | CCC[C@H]1C[C@H]20C(=0)C3=C(C=C(0OC)C(OC)=C30)[C@@H]201 -10.8503
2398 | CC1(C)CC[C@@H](0)[C@](C)(C2=CC=C(C(=0)0)C=C20)01 -11.0672
2399 | CC[C@H](0)[C@H]1C[C@H]20C(=0)C3=C(C=C(OC)C(OC)=C30)[C@H]201 -10.9192
2400 | 0=C(0)C1=COC(CO)=Cl1 -9.8542
2401 | CC1=C(CO)[C@@](C)(0)OC1=0 -10.0683
2402 | CC[C@H](C)C=C(C)C=CC1=CC2=C(C)C(=0)[C@](C)(OC)C(=0)C2=CN1CCO -9.5852
CC(C)C(C)/C=C/C(C)[C@H]1CC[C@H]2/C(=C/C(=0)0C3(C)CCC=CC3=0)C(=0
2403 | )CC[C@]12C -10.0958
2404 | COC(=0)C1=C(CCCC(=0)0)0C(=0)C=C10C -10.4969
2405 | CC(=0)0C/C(=C\[C@H]1C=C(CO)CC[C@@H]1C(C)C)C(=0)0O -10.8125
2406 | CC(=0)0[C@@H](C)CC1=CC(=0)C2=C(C)C=C(0)C=C201 -10.6238
2407 | CC[C@H](C)/C=C(C)/C=C/[C@@H]1CC2=CC=CC(0)=C2C(=0)01 -9.9589
2408 | O=CINC(=0)C2=C(0)C=C(0)C=C12 -10.0163
2409 | COC(=0)CCC1=C(C(=0)0C)C(OC)=CC(=0)01 -10.2797
CO[C@@H]10[C@]2(0CC3=C(C)C(0)=C(0)C(0)=C32)C(=0)C2=C(0)C(0)=C(
2410 | 0)C(C)=C21 -10.7792
2411 | COC(=0)C1=C(CCCCC(=0)0)OC(=0)C=C10C -10.5993
2412 | CS[C@]1(CC2=CNC3=CC=CC=C23)NC(=0)[C@H](C(C)O)NCI=0 -10.4090
2413 | CCNIC(=0)[C@H](CC(C)C)NC(=0)[C@@H]1CCC(=0)0 -10.1242
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23C=C2C=C(C)
2414 | C[C@@H](C)C[C@]2(0)C[C@H]3[C@@H]10 -9.7595
2415 | COCI=CC(0)=C(0C2=CC(C)=CC(0)=C2)C(CO)=C1 -10.0342
2416 | CC1=C(CO)C(=0)[C@H](C2=C(C)CCC2=0)Cl1 -10.1203
2417 | COC(=0)/C=C/[C@H](0)[C@@H]1C[C@H](O)C[C@H]1/C=C/CCC[C@H](C)0 | -10.7586
C[C@H](0)CCC/C=C/[C@@H]1C[C@@H](0)C[C@H]1[C@@H](0)/C=C/C(=0)
2418 | O -10.5575




2419 | CCCIC@@H](0)CC1=C(C)C(OC)=CC(=0)01 -10.5525

2420 | COC1=CC(=0)0C2=C1CO[C@@H](CC(C)=0)C2 -10.1712

2421 | CC1(C)CCC[C@]2(C)C3=CC4=C(C=C3CC[C@@H]12)C(=0)C(CO)=CC4=0 -10.6124
COC(=0)[C@@]1(0)C(=0)C2=C(0)C=CC=C2C120C1=CC=CC3=CC=CC(=C13)

2422 | 02 -9.2884
COC1=C(C=0)C(=0)0C([C@H]2[C@@H]3CCCC[C@@H]3C=C[C@@H]2C)=C

2423 | 1 -10.3613

2424 | CN1C(=0)[C@H](CC2=CC=CC=C2)NC(=0)[C@@H]1CC1=CC=C(0)C=C] -8.7009
COC1=CC(OC)=C2C3=C(C(=0)C=C(C)C3)C(0)=C(C3=C(OC)C4=C50C(C)=CC(

2425 | 0)=C5C(0)=CC4=CC3=0)C2=C] -9.5608

2426 | COC1=CC=C(C2=CC(0)=C(C3=CC=C(OC)C=C3)C(0C)=C20C)C=C1 -9.3604
0=C1CC[C@H]([C@@H]2C[C@H](0)C=CC230C2=CC=CC4=CC=CC(=C24)03

2427 |)01 -10.1030

2428 | CC(C)[C@@H](0)C(=0)N(C)[C@H](CC1=CC=CC=C1)C(=0)O -9.6210

2429 | NC(=0)CC1=CC=C(0)C(CD)=C1 -9.3694
C[C@H]I[C@H](0)CC(=O)[C@2(O)CC[C@HB[C@@H]4[C@@](C)(CO)CC[C

2430 | @J4(C)C[C@]132 -11.3952

2431 | COC1=CC(0)=C2C(=0)0[C@]3(C)C[C@@H](OC(C)=0)[C@H](0)C=C3C2=Cl -10.7740
CCOC1=C(C2=CC=C(0)C=C2)[C@](CC2=CC=C(0)C(CC=C(C)C)=C2)(C(=0)O

2432 | ©)OC1=0 -9.7334
C[C@H](CO)C1=C(C2=CNC3=CC=CC=C23)[C@@H]2[C@H](C)C[C@@H](O)[

2433 | C@@]3(Q)[C@H](C)CC[C@H](0)[C@@]23CC1 -10.4882

2434 | C/C=C(\C)C(=0)0C(/C=C/[C@H](0)[C@H](C)0)C1C=CC(=0)01 -10.6710
CCC(0)CCC=CC1=C(COC@@H]20C(C)(C)[C@@H](0)C[C@@]230[C@H]3[

2435 | C@@H]10 -11.0058
C=CIC[C@H]2C=C(O)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@]32[C@]

2436 | 2(0)C[C@@H](0)C[C@H]12 -11.3831
CC[C@H](C)C[C@@H](C)/C=C(\C)[C@@H]10[C@H](C2=C(0)C(C3=CC=C(0)

2437 | C=C3)=CN(C)C2=0)CC=CIC -8.8519

2438 | CC[C@H](C)C(=0)O[C@]1(C)C(=0)C(C)=C(OC)[C@@H]10 -10.5931
C[C@H]1C(=0)O[C@@H]2C[C@](C)(O)[C@@H](C)[C@HB[C@@H](C[C@](

2439 | O)(0)[C@@H](O)[C@@H]21)OC(=0)[C@@H]3C -10.3717

2440 | CCC[C@@H]1C[C@@H](0)[C@@H](0)/C=C\CCC(=0)01 -10.2156

2441 | CC(=0)[C@@H](C)C1=C(C)C(0)=C(C)C(0)=C1C=0 -10.8908

2442 | CC(C)=CCC1=C(0)C=C(0)C2=C1C(=0)C1=C(0)C(CH=C(C)C(CH=C10C2 -10.2151




CC(C)(O)[C@H]10[C@H]2CC[C@@]3(C)[C@@H](CC[C@H]4CC5=C(NC6=CC

2443 | =CC=C56)[C@@]43C)C2=CC1=0 -10.4609

2444 | CC(C)C[C@H]INC(=0)[C@H]2CCCN2C1=0 -9.7002
COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](OC(C)=0)[C@@H](0)C=C3C2=C

2445 | 1 -10.7740

2446 | C[C@@H]1C[C@@H](0)C2=C(0)C=CC=C201 -10.1320

2447 | CCC(=0)C[C@H](C)C1O[C@]1(C)/C=C/C(=0)N[C@H](CO)[C@@H](C)CC -10.6871
C[C@@H]1CC(=0)C2=C(01)0[C@]1(C)CC[C@@]3(0)C(C)(C)C=CC(=0)[C@]

2448 | 3(C)[C@H]1C2 -10.8756

2449 | CC1(C)CC(=0)C2=CC(0)=CC(CC(=0)0)=C201 -10.8251

2450 | CC(O)[C@H]1CCI[C@@]2(C)C(CO)=C[C@@H]1 [C@@H]2C(0)CO -10.8479

2451 | C[C@H]1CC/C=C\CC(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.6017

2452 | CCCCCCCCC[C@H]1C[C@@H](O)[C@H](0)C(=0)01 -10.5246

2453 | C[C@]1(0)CC2=C(CO1)C(=0)C1=CC(0)=C(0)C(C(=0)0)=C102 -10.7728

2454 | COC1=CC(0)=CC(C)=C10C1=CC(C)=CC(0)=C10 -10.4674

2455 | CC(CO)[C@H]1CCI[C@@](C)O)C@H2CC[C@@H](C)[C@H]2C]1 -10.2348
C/C=C/C1=CC2=CC(=0)[C@@](C)(0)[C@@H](OC(=0)C3=C(C)C=C(0)C=C30

2456 | )C2=CO1 -9.7385
CCI[C@@H](C)C[C@@H](C)/C=C(C)/C=C/C=C/C(=0)C1=C(0)C(C2(0)CCC(O)

2457 | CC2)=CNC1=0 -8.7657

2458 | C=C(CCCC(C)C)C1=CC=C(CO)C=C10 -10.2389
CC1=C(C[C@H](C)0)[C@H](/C=C(C)/C=C(C)/C=C/C(=0)0)[C@@H]2C(=C1)C[

2459 | C@@H](C)C(=0)[C@H]2C -9.4860
CC(=0)CC1=C(C)C=C2C[C@@H](C)C(=0)[C@@H](C)[C@@H]2[C@H]1/C=C(

2460 | C)/C=C(C)\C=C\C(=0)0 -9.3763
C=C1CC[C@H](0OC(C)=0)C(C)(C)[C@@H]1CC/C(C)=C/CC/C(C)=C/CC1=C(O)

2461 | C=C(C)OC1=0 -9.5386
CC(=0)CC1=C(C)C=C2C[C@@H](C)C(=0)[C@@H](C)[C@@H]2[C@H]1/C=C(

2462 | C)/C=C(C)/C=C/C(=0)0 -9.3763
CC(=O)CCI=C(C)C=C2C[C@@H](O)[C@@H](O)[C@@H](O)[C@@H]2[C@H]

2463 | 1/C=C(C)/C=C(C)/C=C/C(=0)O -9.6418
COC(=0)/C=C/C(C)=C/C(C)=C/[C@H]1C(CC(C)=0)=C(C)C=C2C[C@@H](C)C(

2464 | =0)[C@@H](CO)[C@@H]21 -9.2762
CC1=CC(0)=CC(0)=C1C(=0)0[C@H]1CC2=C(COC(/C=C/C(=0)0)=C2)C(=0)[

2465 | C@Q@]1(C)O -10.2306
CC1=CC(0)=CC(0)=C1C(=0)O[C@H]1CC2=C(CO[C@@](O)(CCC(=0)0)C2)C(

2466 | =0)[C@@]1(C)O -10.9504
CC1=CC(0)=CC(0)=C1C(=0)0[C@H]1CC2=C(CO[C@](O)(CCC(=0)0)C2)C(=

2467 | O)[C@@]1(C)0O -10.9790
COC1=CC=C2C=C(NC(=0)[C@@]34C[C@]5(0)[C@@H](C=C[C@@H](0)[C@

2468 | @H]50N3)S4)C(=0)0C2=C10C -10.2049




COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@H](OC)[C@@]31C[C

2469 | @@H](0)C(=0)01 -11.0977
2470 | COCI=CN)[C@](C)(0)C2=C(OC(=0)C3=C(0)C=C(OC)C=C23)C1=0 -11.0925
2471 | COC1=CC(0)=C2C(=0)0C3=C(C2=CH[C@@](C)(0)C(C=C(0)C3=0 -10.4810
2472 | C[C@@H]1C[C@H]2C(=C(0)C=C[C@H]20)C(=0)01 -10.0715
2473 | C[C@@H]1CC2=C(CO)C=CC(0)=C2C(=0)01 -10.4999
2474 | COC1=C(0)C=C(0)C2=C1C(=0)C1=CC(C)=NC=C1C2=0 -10.3887
2475 | CC(C)CC[C@H](0)[C@H]1C[C@@H](CO)OC1=0 -10.4474
0=C1CC[C@]2(0)C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@H2[C@H]10[
2476 | C@H]1[C@@H]30 -10.6988
2477 | C/C=C(\C)C(=0)0C(/C=C/[C@H](O)[C@H](C)0)C1CCC(=0)O1 -10.8457
2478 | COCC1=C2C=C(C)OC=C2[C@H](O)[C@@](C)(O)C1=0 -10.6132
2479 | C[C@H]1[C@H]2CC(=0)0[C@H2C[C@@]1(C)O -9.9673
C/C(=C\CC/C(C)=C/C[C@]1(0)C(=0)C2=C3C(=C(0)C(C)=C(0)C3=C(C)C=C20)
2480 | C1=0)CC/C=C(\CO)CC[C@@H](O)C(C)(C)O -9.7747
COC(OC)C1CCC(C(C)(C)0)OC1CC/C(C)=C/CC/C(C)=C/CIC@]1(0)C(=0)C2=C(
2481 | 0)C=C(C)C3=C(0)C(C)=C(0)C(=C23)C1=0 2102519
C[C@@H]10C(=0)/C=C\[C@@H](0)[C@H](C)OC(=0)C[C@H](C)OC(=0)/C=C
2482 | \[C@H]10 -10.5547
2483 | CC1(C)C[C@H](0)C[C@]2(C)[C@@H]3C(=CC[C@@H]12)CO[C@H]30 ~11.0006
2484 | C=C(C)C(=0)CC1=C(C)C=C(0C2=CC(CO)=CC(OC)=C2)C=C10C -9.4596
2485 | COC(=0)/C=C/[C@]1(0)C=CC(=0)C1 -10.0478
2486 | CCC[C@H]10CC2=C([C@@H](0)[C@@H](0)CC2=0)[C@@H]10 -10.4368
2487 | COC(=0)C1=CC(0C)=C(CHC(0)=C1C(=0)C1=C(0)C=C(C)C=C10 -10.5983
2488 | C=C(C)C(=0)CC1=C(C)C=C(0C2=CC(0)=CC(CO)=C2)C=C10C -9.5406
2489 | C=C(C)C(=0)CC1=C(C)C=C(0C2=CC(C)=CC(0C)=C2)C=C10C -8.9175
2490 | CC/C=C1/C=CC(=0)[C@H](O)[C@]12C(=0)N(OC)[C@](C)(O)[C@Q@H]20 -10.4472
CC(C)=CCC1=CC=C(0)C2=C1C(C1=CC(C)=CC3=C10[C@H](C(C)(C)0)CO3)=
NC2=C1N=C(C2=CC(C)=CC3=C20[C@H](C(C)(C)0)CO3)C2=C(CC=C(C)C)C=
2491 | CC(0)=C12 -9.4385
2492 | CC(C)[C@@]1(C(=0)0)OC(=0)/C(=C/C2=CC=CC=C2)01 -9.5200
2493 | C=C(Q)[C@H]1CCC2=CCC[C@@H](C)[C@]2(C)C1 -9.0886
2494 | 0=C1[C@@H]2C[C@@H](0)CN2C(=0)[C@@H]2CCCN12 -9.7422




2495 | O=C(CCC1=CC=C(0)C=C1)NCC1=CC=CC=C] -8.6278

2496 | CCCCOC(=0)C(C)C -9.1042

2497 | CC(=0)C1=CC=C(C(C)=0)C=Cl1 -9.1721

2498 | CCCCOC(=0)CC(CC(=0)OCCCC)(OC(C)=0)C(=0)0CCCC -9.9495

2499 | CCCC(=0)OCCI=CC=CC=C] -8.7037

2500 | N[C@@H](CC1=CC=CC=C1)C(=0)N1CCC[C@H]1C(=0)O -10.2852

2501 | CCCCCCCCC(OC)OC -8.6528

2502 | 0=S(0)(0)=S -8.6933

2503 | COC(OC)C1=CC=CC=Cl -8.8324

2504 | CC1=CC=CC(C)=N1 -7.9628
CC1(C)C=CC2=C3NC4=C(C(=0)[C@]56NC(=0)[C@@]7(CCCNTC5=0)C[C@@

2505 | H]6C4(C)C)C3=CC=C201 -9.9183
C=CC(C)(CO)[C@@]1(C[C@@H](NC(=0)[C@@H](0)CC2=CC=CC=C2)C(=0)O

2506 | C)C(=0)NC2=C(0)C=CC=C21 -8.9335
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@@H]4C5C(=C10[C@H]5C=C1C(=

2507 | CC(=0)0C1(C)O)[C@@]41CON[C@H]23 -9.8626
C=C(CC[C@@H](C)[C@H]1CC=C2C3=C([C@@H](0)[C@H](OC(C)=0)[C@@]

2508 | 210)[C@@]1(C)C[C@@H](0)[C@H](0)C(C)(C)C@@H]1CC3)C(C)C -10.6292
C/C=C/[C@@H]1C(C)=C[C@@H]2C[C@](C)(O)CC[C@H]2[C@]1(C)/C(O)=C1/

2509 | C(=ON[C@@H]([C@@H](C)O)C1=0 -10.9463

2510 | COC1=CC(=0)C(C=C(C)C1=0 -9.5475
COC(=0)[C@@]120C3=C(C4=CC=C50[C@]6(C(=0)OC)C(=C(0)C5=C40)C(=

2511 | 0)C[C@H](C)[C@@H]60)C=CC(0)=C3C(0)=C1C(=0)C[C@H](C)[C@H]20 -10.6498

2512 | CC1(C)CCC(=0)C20C3C[C@@]21CC=C3CO -10.7923
CCCCCCCCCCCCCCCC(=0)0CC(C)O)[C@H]1CC[C@@](C)(O)C@H]2CC[C

2513 | @@H](C)[C@H]2C]1 -10.2779

2514 | COC1=CC(0)=C2C(=0)C(C)=C(CC(C)0)C(=0)C2=C10 -10.9530
CC1O0C(=0)[C@@H](CNC(=0)[C@@H](CC(N)=O)NC(=0)[C@@H]([C@H](C)
0)NC(=0)C(CC2=CC=C(0)C=C2)NC(=0)[C@@H](C(C)C)NC(=0)[C@H]INC(=

2515 | 0)CC(0)CCCCCCCCCCCCN=C(N)N -10.4413
CS[C@H]1C2=CC=CC=C20[C@]12C(=0)N10[C@]3(CCC=CC3=0)[C@@H](O)

2516 | [C@@]1(SC)C(=0)N2C -10.2048
CS[C@H]1C2=CC=CC=C20[C@@]12C(=0)N10[C@@]3(CCCCC3=0)[C@H](O

2517 |)[C@]1(SC)C(=0)N2C -10.5370
COC(=0)C1[C@H](/C=C(\CO)C(=0)0)[C@@H](C(C)C)CC[C@@]1(0)COC(=0)

2518 | /C(=C/[C@@H]1[C@@H](C(C)C)CC[C@@](0)CCH[C@H]1C(=0)OC)CO -10.2226
CCCCCCC1C(=0)0C(C)C(0)C=CC=CC=CC=CC=C(C)C(0)C(O)C(O)CC(0)CC(

2519 | 0)CC(0)CC(0)CC1O -9.8671




C/C=C/CCC(=0)C1=C(0)[C@@]2(C)[C@H]3C(C(=0)CC/C=C/C)=C(0)C(C)=C(

2520 | 0)[C@@]3(C)O[C@Q@]2(0)[C@@](C)(O)C1=0 -9.5271

2521 | COC1=CC(0)=C2C(=0)0[C@@]3(C2=C1)[C@H](0)[C@@H](O)C[C@@H]3C -10.6401
COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@@]4(0)C[C@@](O)(C(=0)0)O[C@H

2522 | J4C=C3C2=C1 “11.1127
CO[C@@H]1CC(=0)C230C2([C@@H](0)[C@H20[C@H]2C320C3=CC=CC4=

2523 | CC=CC(=C34)02)[C@H]10 -10.3138

2524 | COC(=0)C(0)CCOC(=0)C1=C(C)C=C(0)C=C10 -10.4862
CC(C)C(C)(0)C=C[C@@H](C)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)[C

2525 | @H]3CC[C@@]21C -10.4240
CC(C)(0)[C@H](0)[C@H]10[C@H]2[C@HI30[C@@]34[C@HI(CC[C@@]3(C)
[C@@]4(0)CC[C@H]4CC5=C(NC6=CC=CC=C56)[C@@]43C)O[C@Q@H]2C(C)(

2526 | ©)01 -10.4594

2527 | C=CC(C)(C)C1=NC2=CC=CC=C2C1=CC1=C(O)N(0)C(=0)C(=0)N10 -9.5740
CC[C@H](C)[C@@H]INC(=0)[C@@H]2[C@@H](C)CCN2C(=0)[C@@H](CC(

2528 | C)0)OC(=0)CCNC(=0)[C@H](C)N(C)C(=0)[C@H]([C@@H](C)CCN(C)C1=0 -10.0567

2529 | 0=C(0)C1=CC=C(OC[C@H](0)CCO)C=Cl -10.4639

2530 | COC(=0)C(=CC1=CC=C(0OC=0)C=C1)C(=0)C(C)C -9.9964

2531 | COC1=CC(=0)OC(C(0)CCCCO)=C1 -10.6274

2532 | C=C1CC[C@@]2(0)C[C@]1(0)[C@H](C)C(=0)[C@H]2C=C(C)C _11.1507

2533 | COC1=CC2=C(C(0)=C1CC(C)C1=CC=CO1)C(=0)C=C(C)02 -9.7662

2534 | CC=CC=CC(=0)C1=C(C)C(=0)C(=0)C(C)=C10 -10.0989
CCC(C)CCCCCCCCCICC(=0)N[C@@H](CC(N)=0)C(=0)N[C@H](CC2=CC=C
(0)C=C2)C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CCC(N)=0)C(=0)N2CCC[

2535 | C@H2C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CO)C(=O)N1 -10.5696

2536 | C[C@H]1CC[C@@H](0)[C@@]2(0)C[C@H]30C(=0)C(CO)=C3C[C@]12C -10.7860

2537 | CCI=C(CCOC(=0)C(C)0)SC=N1 -9.8304

2538 | NC(=0)C1=CNC2=CC=CC=C2C1=0 -8.4820

2539 | COC1=C(C(CC(C)C)OC)C=CC(0)=C1C(=0)C1=C(0)C=C(C)C=C1C=0 -10.1796

2540 | COCI=C(C(CC(C)C)OC(C)=0)C=CC(0)=C1C(=0)C1=C(0)C=C(C)C=C1C=0 -10.2778

2541 | CCCCC1=CC=C(C(=0)0[C@@H](C)[C@@H](C)O)N=C]1 -9.7400
CN1C(=0)[C@@]23SS[C@H]4C5=CC=CC=C50[C@]41C(=0)N20[C@]1(CCC=

2542 | CC1=0)[C@H]30 -10.1224

2543 | 0=CI1C[C@@H]2[C@@H](OC=C[C@H]20)01 -9.6832

2544 | C=CC(C)(C)C1=C(C=C2NC(=0)CNC2=0)N=CN]1 -10.1064




2545 | COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)CC(C)(0)CC40 -10.6244
2546 | C=C(C)C(0)CC1=CC=C20C3=C(0)C=C(C)C=C3COC(=0)C2=C10C -9.6503
2547 | COC1=C(C(CO)C(C)C)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C102 -10.3515
2548 | COC1=C(C=CC(C)(CO)OC)C=CC2=C1C(=0)0CC1=CC(C)=CC(0)=C102 -10.0943
2549 | C=C(C)C(CO)C1=CC=C20C3=C(0)C=C(C)C=C3COC(=0)C2=C10C -9.7146
CCI=C[C@@H]2[C@@H]3[C@H](CC(=0)[C@]24C(=0)N[C@@H](CC(C)C)[C
2550 | @@H]4[C@@H]1C)[C@H]1C[C@Q@H](CO)C[C@]3(C)O1 -11.3598
2551 | COC1=CC=CC(C=CCO)=C1CO -9.8855
2552 | COC1=C(CHC2=C(C[C@H](C)02)C(C(=0)0)=CI1Cl -10.4574
C[C@@H]1[C@@H](O)[C@]2(C)C(=0)C=CC3=CC(=0)[C@@]1(O)C[C@@]32
2553 | C -10.7159
2554 | CCCC(=0)C1=C(0)C=CC([C@H]2CC[C@@H](0)C3=CC=CC(0C)=C32)=C10 -10.0916
2555 | CC1=CC2=C(C)C(0)=C3C(=0)CC[C@@H](0)C3=C201 -11.1632
2556 | CC1=C2[C@](C)(CC1=0)[C@@H](0)[C@H]1CC(C)(C)C[C@@]210 _11.2171
2557 | COC(=0)C(C)COC(CC(OC)C(=0)0C)C1=C(0)C=CC(C(C)=0)=C10 -10.5706
2558 | CC=CC1=CC(=0)C2=C(C)C=C(0)C=C201 -10.1950
2559 | CC=CC1=CC2=C(C=N1)C(=0)C1(C)OC(=0)C(=C(0)CCCCC)C1=C2 -9.8030
2560 | CCCC1CCCCCC(0)CC(=0)NC2CSSCC(NC2=0)C(=0)01 -10.6992
2561 | CC1=C2C(=CC3=C1C(CO)=CS3)C(=0)CC[C@@H]2C -10.6478
2562 | C=C(C)C[C@@H](0)C1=CC(C(=0)0)=CC=C10 -10.7720
CCOCC1=C(0)C=C(C)C2=C10C1=CC3=C(C(C)=C10C2=0)C(0)C(0)C(C)(C)O
2563 | 3 -10.7913
2564 | COC1=CC=C(C(=0)0)C=C1CC=C(C)C(=0)0 -10.6066
2565 | CCOCC1=C(0)C=C(C)C2=C10C1=CC3=C(CC(0)C(C)(C)03)C(C)=C10C2=0 -10.5526
2566 | C=CC(C)(C)C1=C(C=C2NC(=0)C3(0)CCCN3C2=0)C2=CC=CC=C2N1 -9.5742
2567 | C=C1C(0C)=CC(=0)[C@]1(C)CO -9.8507
2568 | C=C1C(0C)=CC(=0)[C@@]1(C)CO -9.8507
2569 | C=CC(C)(C)C1=C(C=C2NC(=0)C3=CCCN3C2=0)C2=CC=CC=C2N]1 -8.9173
2570 | C[C@H]1C=C(CCC(=0)0)C(=0)0[C@H]1/C=C/C=C/C(=0)O -9.9963
2571 | CC(C)[C@H]INC(=0)[C@H]2CCCN2C1=0 -9.6438
2572 | CC(O)[C@@H]INC(=0)[C@H](CC2=CC=CC=C2)NC1=0 -9.6844
2573 | CC1=CC(0)=C2C(=0)0C(0)C3=C2C1=C(0)C(0)=C30 -10.5888




2574 | COC1=CC(0)=C2C3=C(C(=0)0C20)C(0)=CC(C)=C13 -10.7817

2575 | COC1=CC(0)=C2C3=C(C(=0)0C20)C(0)=C(0)C(C)=C13 -10.8162

2576 | CCC(CO)CCC1=CC(=0)C(C(=0)0)=CN1CCO -10.1226
C/C=C(/O)C(=0)O[C@@H]1 [C@@H](O)[C@@H](O[C@H]20[C@H](CO)[C@

2577 | @H](0)[C@H](0)[C@H]20C(=0)/C(C)=C\C)O[C@H](CO)[C@H]10 -10.7771
CC(C)[C@@H]IN[C@@H](C(C)(0)C[C@@H]2C(=0)N[C@H](C)C3=NC4=CC=

2578 | CC=C4C(=0)N32)N(C2=CC=CC=C2)C1=0 -8.7271
CS[C@@]1(CO)C(FOIN(O)[C@@](CC2=CN([C@]34C[C@@]56SS[C@@](COX(

2579 | C(=0)NS[C@H]3NC3=CC=CC=C34)N(C)C6=0)C3=CC=CC=C23)(SC)C(=O)NIC | -8.7776

2580 | COC(=0)C1=CC(0OC)=C(0)C2=C1C(=0)C1=C(C[C@@H](C)OC1)0O2 -11.1473
C[C@]12C(=0)C(=C(0)C=CC=CCO)C@H](C[C@H]1C1=CC=CC=C1)[C@@](C

2581 | )(0)C2=0 -9.0623
COC1=CC(0)=C2C(=0)0C3=CC(0)=C(0)C(C4=C(0)C(0)=CC5=C4C4=CC(OC)

2582 | =CC(0)=C4C(=0)05)=C3C2=C1 -9.9423
C=CC(C)(CO)[C@@]1(C[C@@H](NC(=0)[C@@H](0)CC2=CC=CC=C2)C(=0)0)

2583 | C(=0)NC2=C(0)C=CC=C21 -9.1463
C=C1[C@H](CC2=CNC3=CC=CC=C23)CC[C@H]2[C@](C)(CCC=C(C)O)[C@Q@

2584 | H(O)CC[C@]12C -8.9675
CC1(C)OC(=0)[C@@H](0)[C@@H]10[C@H]1 CC[C@@]2(C)C(CC[C@H]3CC

2585 | 4=C(NC5=CC=CC=C45)[C@@]32C)C1=0 -10.0062
CC(C)(0)[C@H](0)CC1=CC=CC2=C1C1=C(N2)[C@@]2(C)[C@@H](CC[CRQ@]
3(0)[C@@]450[C@@H]4[C@H](O)[C@@H](C(CYCO)O)O[C@H]SCC[C@@]32

2586 | O)Cl -10.4727
COC1=CC(0)=CC(C)=C1CC1=C(0)C=C(C)C2=C10C1=C(C)C=C(0)C(C)=C10C

2587 | 2=0 -9.3160
CC(O)(O)[C@@H](O)[C@H]1O0[C@H]2[C@H]30[C@@]34[C@H](CC[C@@]3(
O)[C@@]4(0)CC[C@H]J4CC5=C(NC6=CC=CC=C56)[C@@]43C)O[C@@H]2C(

2588 | C)(C)O1 -10.4442
CC(C)(O)[C@@H]1C[C@@H](0)[C@]2(C(=0)O)[C@H](CC[C@@]3(C)[C@H]2

2589 | CC[C@H]2CC4=C(NC5=CC=CC=C45)[C@@]23C)01 -10.8358
COC1=CC(C)=C(CC2=C(0)C=C(C)C3=C20C2=C(C)C=C(0)C(C)=C20C3=0)C(

2590 | 0)=Cl -9.2990
CC(C)=CCOC1=CC=C(C[C@@H]2NC(=0)[C@H](C(C)C)N(C)C(=0)[C@H](CO)
NC(=0)[C@@H]3CCCN3C(=0)[C@@H](CC3=CC=CC=C3)OC(=0)[C@H](C)N(

2591 | ©)C2=0)C=Cl -9.4829
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]23[C@H]2[C

2592 | @H4[C@@H](C[C@H](C)C=C(C)[C@@H]4C[C@H]30)0[C@H]12 -9.9365




CC(=0)N1C2=CC=CC=C2[C@@]2(N3C=C(C[C@@]45SS[C@@](CO)(C(=0)N4
C)N(C)C5=0)C4=CC=CC=C43)C[C@@]34SS[C@@](CO)(C(=0)N3[C@@H]12)

2593 | N(C)C4=0 -8.6368

2594 | C=C/C=C/C=C/[C@@H]10[C@H](C)CC1=0 -9.4957

2595 | C=C/C=C/C=C/[C@H]10[C@H](C)CC1=0 -9.4877
COC(=0)[C@]1(CC2=CC=C(0)C(C[C@@H](0)C(C)(C)0)=C2)OC(=0)C(OC)=C

2596 | 1C1=CC=C(0)C=Cl -10.0448
CC(C)[C@@H]1CC[C@](0)(CCHC@@H]2C(=0)0CC(C(=0)0C[C@@]3(0)CC

2597 | [C@@H](C(C)O)[C@@H]4C=C(C(=0)0)COC(=0)[C@H]43)=C[C@H]21 -9.9500
CCC(C)CC(C)/C=C(/C=C(C)/C=C/C=C/C=C/C=C/C=C/C1=CC(0)=C([C@@H]20

2598 | [C@H](CO)C@H](0)[C@H](0)[C@H]20)C(=0)01)C(=0)0 -9.7965
CC(C)=CCC/C(C)=C/CC/C(C)=C/CC120[C@@H]1C(=0)C(COC(=0)CC(C)(0)C

2599 | C(=0)0)=CC2=0 -9.7134
CC(O)[C@@H]IN[C@@H](C(C)(0)C[C@@H]2C(=0)N[C@R@](C)(O)C3=NC4=

2600 | CC=CC=C4C(=0)N32)N(C2=CC=CC=C2)C1=0 -8.7006
CC(=0)0[C@H]1C(=0)/C=C\C(=0)[C@@]23C(=0)N[C@@H](CC4=CC=CC=C4

2601 | )[C@@H2[C@H](C)[C@@]2(C)O[C@H]2[C@@H]3/C=C\C[C@H](C)/C=C\1C -8.4825
C[C@@H]1CC[C@H]2C(C)(C)[C@H](O)[C@H](0)C[C@]2(O)[C@@]12CC1=C(

2602 | 0)C=C3C(=0)N(CCO)CC3=C102 _11.3436
C/C=C1\NC(=0)C(C(=0)[C@]2(C)[C@H](/C=C/C)C(C)=C[C@@H]3C[C@](C)(

2603 | 0)CC[C@H]32)=C10 -10.7006
CC[C@H](C)C=C(C)C=CC1=CC2=C(C)C(=0)[C@@](C)(OC(C)=0)C(=0)C2=C
N1CCCCN1C=C2C(=0)[C@](C)(OC(C)=0)C(=0)C(Cl)=C2C=C1C=CC(C)=C[C

2604 | @@H](C)CC -8.4909
CO[C@@H]1[C@@]23NC(=0)[C@]4(CCCN4C2=0)C[C@H]3C(C)(C)[C@@]12

2605 | NC1=C(C=CC3=C1C=CC(C)(C)03)C2=0 -9.8979
CC1=CC[C@H]2C(C)(C)CCCIC@]2(C)[C@H]1C[C@@]120[C@@H] 1 [C@@H](

2606 | 0)C(CC1=C(0)C=C(C)OC1=0)=C[C@H]20 -10.3015
COC1=CC=C(C2=CC(OC)=C(C3=CC=C(0C)C=C3)C(0)=C20[C@@H]20[C@H

2607 | 1(CO)[C@@H](0)[C@H](0)[C@H]20)C=C1 -9.8903
CO[C@@H]1[C@@]23NC(=0)[C@]4(CCCN4C2=0)C[C@H]3C(C)(C)[C@]12C(

2608 | =0)NC1=C2C=CC2=C1C=CC(C)(C)02 -9.7757

2609 | C[C@@H](0)CCCCCC[C@@H]10C(=0)C[C@H]10 -10.0813

2610 | C=C[C@@H](0)C1=CC=C2C[C@H](C(C)(C)0)0C2=C1CO -10.5360
C=CC(C)(C)C1=C(C=C2NC(=0)[C@@]34[C@@H](CCN3C2=0)[C@@H]2CCN
3C(=0)/C(=C/C5=C(C(C)(C)C=C)NC6=CC=CC=C56)NC(=0)[C@@]234)C2=CC

2611 | =CC=C2N1 -8.6419




C=C(C)[C@@H]1CC[C@]2(C)[C@H](CC=C(C)[C@]230C2=C(C(=0)OC(C4=C

2612 | C=CN=C4)=C2)[C@@H]30)[C@@]12CCC(=0)0C2 -9.2805
C=CC(C)(C)C1=C(C=C2NC(=0)[C@]34[C@H](CCN3C2=0)[C@H]2CCN3C(=0)
/C(=C/C5=C(C(C)(C)C=C)NC6=CC=CC=C56)NC(=0)[C@]234)C2=CC=CC=C2N

2613 | 1 -8.6419
COC(=0)C1=C(0)C=C(OC(=0)C2=C(C)C(OC)=C(C)C(OC(=0)C3=C(C)C=C(0)

2614 | C=C30)=C2C)C(C)=C1C -9.8448

2615 | C=C(C1=C(CO)C(OC)=CC(=0)0 H[C@@H](C)O -10.2831
COC(=0)[C@]1(CC2=CC(CC=C(C)C)=C(0)C(OC)=C2)OC(=0)C(0)=C1C1=CC=

2616 | C(OC)C=CI -9.7007

2617 | CC1=CC(0)=C(C=0)C2=C1C(=0)0C1=C(C=C30C(C)(C)C=CC3=C1C)02 -10.7033
CC(C)=CCC1=CC=C(0)C2=C1C(=0)C1=C(0C2)C(C)=CC2=C10[C@@H](C(C)(

2618 | ©)0)CO2 -9.4511
CC1=CC(0)=C(C)C2=C10C1=C(CC3=C(C)C4=C(O[C@@]5(C)OC[C@H](C)[C

2619 | @H]5C4)C(C)=C30)C(0)=CC(C)=C1C(=0)02 -9.0008
CC(=0)O[C@H]IC[C@@]2(O)[C@@H](CC[C@H]3[C@@]4(C)C=CC(=0)[C@

2620 | @H](O)[C@Q@H]J4[C@H](0)C(=0)[C@@]32C)/C1=C(\CCC=C(C)C)C(=0)O -10.1502
CC(=0)0[C@H]1C[C@H]2[C@@H]3CC=C4C[C@@H](0)CC[C@]4(C)[C@H]3]

2621 | C@@H](0)C[C@]2(C)[C@H]1[C@H](C)/C=C/[C@H](C)C(C)C -10.7700

2622 | 0=C10CC2=CC(0)=C(0)C=C2C2=CC(0)=CC(0)=C12 -9.9707

2623 | COC1=CC(0)=C(CHC2=C1C(=0)O[C@H](C)C2 -10.3328

2624 | COC(=0)C1=CC(0)=CC2=C1C(=0)C(CO)=C(C[C@H](C)0)02 -10.7401

2625 | CCC[C@H](0)C1=C(C)C(=0)C[C@H]IC -10.0781

2626 | CC1=CC(0)=C(C(=0)0)C2=C1C(=0)0C1=C(C)C3=C(C(=0)0C3)C(0)=C102 -10.6899

2627 | COC1=CC(=0)OC(C(=0)CC(C)C)=C1 -10.3463
CCCCCC=CC1=C(COC(C)=0)[C@@H]20C(C)(C)[C@@H](0)C[C@@]230[C@

2628 | H]3[C@@H]10 -10.8917
C[C@@H]1C=CC(=0)[C@@]2(C)CC[C@@H]3[C@@H M [C@@](C)(CC[C@@]

2629 | 4(C)COYC[C@@]132 111317
CC1=CC(0)=CC(OC2=CC(C)=CC(0)=C2CC2=C(0)C=C(C)C3=C20C2=C(C)C=

2630 | C(0)C(C)=C20C3=0)=C1 -9.0378
CC(C)=CCOC(C)O)[C@@H]1C[C@@H](0)[C@]2(C(=0)O0)[C@H](CC[C@@]3

2631 | (O)[C@H]2CC[C@H]2CC4=C(NC5=CC=CC=C45)[C@@]23C)O]1 -10.3370

2632 | C[C@H]1[C@H]([C@](C)(O)CCC(0)C(C)C)0)CC[C@@]1(C)O -10.6046

2633 | CO[C@@]1(C)OC(=0)C(C)=C1CO -9.9846
CC=C[C@H]1CC2=C(CO1)C(=0)[C@@](C)(OC(C)=0)[C@H](OC(=0)C1=C(C)

2634 | C=C(0C)C=C10)C2 -10.5320




2635 | CC(O)[C@@H]1CC[C@H](C)[C@@]12CC=C(CO)C@H](0)C2 -10.8849
0C1C=C[C@@H](0)C230C12C1(0C2=CC=CC4=CC=CC(=C24)01)[C@H]10[C

2636 | @H]1[C@H]30 -9.5800

2637 | COC1=C2C3=CC(OC)=CC(0)=C3C(=0)0[C@]2(C)CC1=0 -10.5997
C[C@@H]1CC(=0)C2=C(01)O[C@]1(C)CC[C@H]3C(C)(C)[C@H](O)C[C@H](

2638 | 0)[C@]3(C)[C@H]1C2 -11.3056

2639 | CC[C@@H](C)C[C@H](0)C1=CC(=0)C(CO)=CO1 -10.1494
CCC[C@@H]1[C@H]2C(=0)0C(=0)[C@@]23CC[C@@]12C(=0)0C(=0)[C@@

2640 | H2C[C@H](Q)[C@H]30 -10.2518

2641 | CC(C)[C@H]1CCC2=COC3=C2C1=CC(C(=0)0)=C3 -10.8246

2642 | CC(O)[C@H]1CC[C@@H](C)[C@]2(0)CCC(C(=0)0)=C[C@H]12 -10.9056

2643 | C=C/C=C/C=C/[C@@H]10[C@H](C)C[C@@H]10 -9.7321

2644 | COCC1=C(0)C=CC2=C10C=C(C1=CC=C(0)C=C1)C2=0 -10.1495
CCCCCC1=CC(0)=C(CCCC)C(0)=C1[C@@H]10[C@@H](C)[C@H](0)[C@@

2645 | HI(O)[C@H]10 -10.9500
CC(C)=C1C[C@@]2(C)C(=CC1=0)CC[C@@H](OC(=0)C(C)C(0)/C=C/C=C/CC(

2646 | C)0)[C@@H]2C -10.2964

2647 | COC1=CC(C)=CC(0)=C1C(=0)C1=C(OC)C=C(0)C=C1C(=0)0 -10.7983
CC(=0)O[C@@H]1C[C@H]20[C@@H]3C[C@@H](CO)CC[C@]3(O)[C@]1(O)]

2648 | C@]21CO1 -11.2075

2649 | CC1=CC(0)=CC(OC(=0)C2=C(C)C=C(0)C(C)=C20)=Cl1 -10.3950
CC(O)[C@H]1CC[C@@](O)(CCH[C@@H](C(=0)O)[C@@H]1/C=C(\CO)C(=0)

2650 | O -10.3961
COC(=0)C[C@H](0)C[C@H](0)CC[C@H]1 [C@@H](C)C=CC2=C[C@H](C)CC

2651 | [C@@H]21 -10.7063

2652 | CC1=CC=C(0)C2=C1[C@@H](0)[C@@H](C)OC2=0 -10.3287
CC(C)[C@H]1CC[C@@](0)(COC(=0)/C(=C/[C@@H]2[C@@H](C(C)C)CCIC@
@](0)(COC(=0)/C(=C/[C@H]3C4=C(CC[C@@H]3C(C)C)COC4=0)CO)[C@H]2

2653 | C(=0)0)COC@H]2C(=0)0CC(C(=0)0)=C[C@H]12 -9.5750

2654 | COCI=CC(0)=C2C(=0)0[C@@]3(C)C[C@@H](O)C@H](O)C[C@@H]3C2=C1 | -10.8360

2655 | CC1=C(C)C2=CC(=0)C3=C(C(=0)C4=C(C=C(C)04)C3=0)[C@@]2(C)CC1=0 -9.6364

2656 | CCC/C=C/[C@H]1C=CC(=0)[C@H](0)[C@H]1C(=0)C(C)O -10.3311

2657 | CCC/IC=C/[C@H]1C=CC(=0)[C@H](0)[C@@H]1C(=0)C(C)O -10.3311

2658 | CCCC[C@@H]10C(=0)C2=C(0C)C=CC=C21 -9.8420
COC1=CC=C(C2=CC3=C(C[C@]4(0)[C@@]5(C)C(=0)C[C@@H](0)C(C)(C)[C

2659 | @]5(0)CC[C@@]4(C)03)C(=0)02)C=C]1 -10.4793




2660 | CC1=C(0)C(C=0)=C2COC(=0)C2=C10 -10.4407
2661 | C/C=C/CC[C@H](0)CC1=CC(0)=C(C)C(=0)O1 -10.1481
2662 | CC[C@H](C)C[C@H](C)/C=C(\C)C1=CC(0)=CC(=0)01 -10.8352
2663 | CC[C@H](C)C[C@H](C)/C=C(\C)C1=CC(=0)C=C(0C)O1 -10.9311
2664 | CCCCC1=CC=C(C(=0)0[C@@H](C)[C@H](C)O)N=C1 -9.7560
2665 | C[C@@H]1C(=0)C=CC2=CC(=0)[C@H]([C@@H](C)C(=0)0)C[C@@]21C -10.3712
2666 | COC(=0)C1=CC(0)=CC2=C1C(=0)C1=C(0)C=C(CO)C=C102 -10.8980
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C=N1)C(=0)[C@](C)(OC(C)=0)C(0)=C2
2667 | Cl -9.6024
CC1(C)C=CC2=C(C=CC3=C2N[C@@]24N5C(=0)[C@@H]6CCCN6C(=0)[C@
2668 | @H]5C[C@@]320[C@H](COYC4(C)C)O1 -10.0230
2669 | CC1=C2[C@@H]3CC(C)(C)C[C@Q@H]3[C@H](0)[C@@]2(C)CC1=0 -11.0028
2670 | C[C@@H]1[C@Q@H]([C@](C)(0)C/C=C\C(C)(C)0)CC[C@]1(C)O -10.4334
2671 | C[C@H]1C[C@@H](0)[C@H]2C(=C3CC(C)(C)C[C@H]31)CO[C@H]20 -10.5806
2672 | CCCC1=C[C@H](CO)OC1=0 -9.6876
2673 | 0=C(0)C1=CC=CC2=C1C=CC1=C20N=C1CCN1CCOCC]I -10.4435
2674 | CCC=CC=C(CO)[C@@H](0)[C@@H]1CC[C@H](CO)O1 -10.2952
C/C(=C\CC/C(C)=C/CC1=C(0)C=C(C)OC1=0)CC/C=C(\C)CC[C@H](O)C(C)(C)
2675 | O 9.7713
2676 | CCC[C@@H]1C[C@H]20C(=0)C3=C(C=C(OC)C(0C)=C30)[C@@H]201 -10.8192
2677 | CC1=CC(OC(=0)C2=C(C)C=C(0)C=C20)=C(C)C(0)=C1C -10.5367
2678 | CC(C)=CINC(=0)C(C(=N)C[C@H](0)C[C@H](C)0)=C10 -10.8875
CC1=CC(0)=C(C)C(OC(=0)C2=C(C)C=C(OC(=0)C3=C(C)C=C(0)C=C30)C(C)
2679 | =C20)=C1 -9.8492
2680 | CC1=CC2=CC=C3C(=0)[C@H](C(C)(C)0)0C3=C2CO1 -10.9582
2681 | CC(=0)0CC1=C[C@@H]2[C@H](CCO)[C@@]1(C)CCCC2(C)C -10.6322
2682 | CCCC1=CC=C(0)C(0)=C1CO -9.9931
2683 | CC[C@@H](0)C1=CC=C2C[C@H](C(C)(C)0)OC2=C1CO -10.8257
2684 | C[C@H]1C[C@@H]2C3=C(0)C=CC=C30C3=C2C(=CC=C3)0]1 -9.7191
2685 | COCI=CC(0)=C2C(=0)C3=C(C(=0)C2=C )[C@H](0)[C@](C)(O)C[C@H]30 -10.8038
2686 | COC1=CC2=C(C=C10C)C1=C(0C)C=C(C3=CC=C(0)C=C3)C(OC)=C102 -9.9582
2687 | C/C=C/C=C/[C@@H]1CC2=CC=C(C)C(0)=C2C(=0)01 -9.6278




2688 | CO[C@H]1C2=C(C(=0)0[C@@H](C)[C@H]20)[C@H]2CCC(=0)[C@H]21 -10.8128
2689 | C/C=C/C=C/[C@@H]1CC2=CC(0)=C(C)C=C2CO1 -9.3429
2690 | C[C@@]12C[C@H](0)C[C@@]3(O)[C@Q@H](CDH[C@@](O)CO)CC[C@@]23C | -10.9599
2691 | COC(=0)[C@@H](C[C@@H](0)C1=C(0)C=CC(C(C)=0)=C10)0C -10.7672
2692 | CCOC(=0)[C@@H](C[C@H](OC)C1=C(0)C=CC(C(C)=0)=C10)0C -11.0835
2693 | C[C@@]12CCCIC@@]3(C)C@@H](CH[C@@](0)(CO)CCIC@@]23C -10.9414
2694 | C[C@H]10C(=0)C2=C(0)C=C(0)C=C2CCCCCC[C@H]10 -10.4977
2695 | 0=C1C2=C(0)C=CC=C20[C@H]2CC[C@@H](O)[C@@H]12 -10.4435
COC1=CC(O[C@H]20[C@H](CO)[C@@H](0)[C@H]20)=C2C(0)=C3C(=0)C=
2696 | C(C)OC3=CC2=Cl -10.6399
C=C(C)C(0)CC1=CC=C(0)C2=C10C1=CC(C)=C30C[C@@H](C(=C)C)[C@H](
2697 | OC(C)=0)C3=C1C2=0 -9.8502
2698 | CC(=0)N[C@H]1CCCNC(=0)/C=C(/C)CCOC1=0 -10.1563
CC1=CC(0)=C(C)C2=C10C1=C(COCCC3=CC=CC=C3)C(0)=CC(C)=C1C(=0)0
2699 |2 -9.1307
2700 | COC1=CC(0)=C2C(=0)[C@H]3CO[C@@](C)(O)C[C@HB[C@@H](0)C2=C10 | -11.1024
2701 | COC1=CC(0)=C2C(=0)0[C@]3(C)C[C@@H](0)[C@H](OC(C)=0)C=C3C2=Cl -10.8527
2702 | CC(C)[C@@H](0)C(=0)N/C=C\C(=0)O -9.5797
2703 | COC1=CC(0)=C(C(=0)0)C(C2=CC(=0)OC(C(=0)0)=C2C)=C1 -10.4770
2704 | OC1=CC=CC2=C1COCC=C2 -9.6033
2705 | CC1=CC=C(0)C(COCC2=CC(C)=CC3=C20C2=CC=C(C)C=C2C3)=C1 -8.8824
2706 | CC(=0)0C1C(0)[C@@]2(C)CC[C@@H]1C(C)(C)02 -10.7678
2707 | COC(=0)[C@]1(0)C2=C(C=C(C)[C@@H]10)0C1=CC=CC(0)=C1C2=0 -10.7142
2708 | CCOCC1=C(0)C=C(C)C2=C10C1=CC(0)=C(CC=C(C)C)C(C)=C10C2=0 -9.8691
2709 | COC1=CC=C(C(=0)0)C=C1CC[C@H](C)C(=0)O -10.4043
2710 | CO[C@H]1C2=C(OC(C)(C)CC2=0)[C@H]20[C@H2[C@@H]10 -10.7071
2711 | COC1=CC(C)=CC(0C2=CC(0)=CC(C)=C2CC=C(C)C)=C]1 -9.5098
2712 | COCI=CC(C)=CC(0C2=CC(C)=CC3=C2C[C@H](C(C)(C)0)03)=C1 -10.4377
2713 | COC1=CC(=0)[C@@](C)(CO)C@H]1CO -10.1830
2714 | COCI1=CC(=0)[C@@]2(C)CO[C@@H](O)[C@@H]12 -10.1418
CCCCCCCC[C@@H](0)/C=C/C1=C(CO)[C@@H](0)[C@@H]20[C@@H2[C@
2715 | @H]10 -10.7058




CC1=C2C[C@]3(C(=0)0)CC[C@@H](C(C)O)[C@H]3C[C@@H2[C@@]23CC]

2716 | C@@H](C)[C@@H]2CC[C@@]13C -11.0978

2717 | C/C=C/C=C/[C@@H]10C(=0)C(CCC(=0)0)=C[C@@]1(C)O -10.3295

2718 | C[C@H]1C=C(CCC(=0)0)C(=0)0[C@H]1CCC(=0)0 -9.6728
C/C=C/C=C/[C@@H]10C(=0)C2=CC(C(=0)0)=CC(C3=CC=CC=C3)=C2[CQ@

2719 | H]IC -9.9363
COC(=0)[C@@]12C(=0)C(C)=C(O)[C@]1(CO)C(C)=C[C@H]I [C@]3(C(=0)O)CC

2720 | [C@H](OC(C)=0)C(C)CO)[C@H]3CC[C@@]12C -10.1337
CC(C)=C[C@H]1C[C@]2(C)[C@H](CC[C@@]3(C)[C@H]2CC[C@H]2CC4=C(N

2721 | C5=CC=CC=C45)[C@@]23C)01 -9.5275

2722 | CC1=C(CCC(=0)0)COC1=0 -9.5988

2723 | COC(=0)C1=C(N)C(=0)C=C(OC)[C@]120C(=0)C1=C(0)C=C(C)C=C102 -10.6164
CC(C)=CC[C@@]1(C[C@@H]2NC(=0)[C@@H]3CCCN3C2=0)C(=0)NC2=CC(

2724 | 0)=CC=C21 -9.8553

2725 | CC[C@@H](C)CCC1=CC(=0)C(CO)=CO1 -9.9458

2726 | COC(=0)CCOC(=0)C1=C(C)C=C(0)C=C10 -10.7889

2727 | CC1=C(C)C2=CC(0)=C(C)C(0)=C2C(=0)01 -10.5759

2728 | COC1=CC(=0)C2=CN(CCO)C(0)=C3C(=0)C=C(C)C1=C23 -10.4606
CCHOC[C@H2[C@@H](CDH[C@@]1(C)C(=0)[C@)(C)(C[C@@H]10)[C@H]2

2729 | O _11.1310

2730 | C[C@@H]1CC[C@H2[C@@H]1C[C@@H](C(C)(0)CO)CC[C@@]2(C)O -10.6567

2731 | CC[C@H](C)CCCCC(=0)C1=CN=C(N)N1 -9.2617

2732 | C[C@H](CO)CCCCCC(=0)C1=CN=C(N)N1 9.1817
CCCCCCIC@@H](0)[C@@]1(C[C@@H]2C(=0)0[C@@H]3[C@H]2C(=0)O[C

2733 | @@H]3CCCCCC)OC(=0)C(C)=C1C(=0)0C -10.3468
C[C@H]1CC[C@H2[C@@H](C=C[C@H](O)[C@]2(C)C(=0)C2C(=0)[C@H]([C

2734 | @@H](C)0)N(C)C2=0)C1 -10.5713
C=C(O)[C@@H]1C[C@@]2(CO)C(=CC1=0)CC[C@@H](OC(=0)C(C)C(0)/C=C

2735 | /C=C/CC(C)0)[C@@H]2C -9.8996

2736 | O=CIN[C@H](CC2=CNC3=CC=CC=C23)C(=0)N[C@H]1CC1=CC=C(0)C=Cl1 -8.7992

2737 | COC(=0)C1=CC(0)=CC(OC)=C10C1=CC(C)=CC(OC)=C1C(N)=0 -10.9721
CC=CC=CC(0)=C1C(=0)[C@]2(C)C(=0)[C@](C)(O)[C@H]1 C[C@H]2C1=CC=

2738 | CC=C1 -8.9240

2739 | 0=C10C(C=CC2=CC=CC(0)=C2)=CC2=C1[C@@H](0)C[C@H](0)02 -9.7829

2740 | CC1(C)C=CC(=0)C(C)(0)[C@]12CC[C@@](0)(CO)C(=0)C2 -10.9610




CC[C@@H](C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C

2741 | @@HBC[C@@H](0)CC(=0)03)[C@H]21 -10.7118

2742 | CCOCC1=C(0)C=C(C)C2=C10C1=C(C)C=C(0)C(C)=C10C2=0 -10.4621
CC1=CC(0)=C(C)C2=C10C1=C(COCC3=C(0)C=C(C)C4=C30C3=C(C)C=C(0)

2743 | C(C)=C30C4=0)C(0)=CC(C)=C1C(=0)02 -9.2519

2744 | CC1=CC(0)=C(C)C2=C10C1=C3COC(C)(C)OC3=CC(C)=C1C(=0)02 -10.5510

2745 | CC1(C)C[C@@H]1C1=C(C=0)C2=CC=CC=C2N1 -9.0339

2746 | CCCCC(=0)C1=C(0)C=CC=C10 -9.9754

2747 | COC1=CC(=0)C=C2C=C(0)C3=C(0)C=C(C)0C3=C12 -10.8131
CC1=C(0)C(CC2=C(0)C=C(C)C3=C20C2=C(C)C=C(0)C(C)=C20C3=0)=C(C)C

2748 | (=0)C1=0 -9.7559
CC1=CC(0)=C(C)C2=C10C1=C(COC[C@@H]3C(=0)CC[C@H]3C)C(0)=CC(C)

2749 | =C1C(=0)02 -10.7226
C[C@@H]1CC(=0)C2=C(01)O[C@]1(C)CC[C@@]3(0)C(C)(C)[C@@H40[C@

2750 | @HJ4C(=0)[C@]3(C)[C@H]1C2 -10.9267

2751 | 0=C10[C@@H](C(=0)0)CC2=CC=CC(0)=C12 -9.5472

2752 | CC(O)[C@@H]1CC[C@H](C)[C@@]12C=C[C@@](O)CO)C@H](0)C2 -11.1470

2753 | 0=C1CCIC@]2(C[C@@H](0)C(=0)02)C2=CC=CC(0)=C12 -10.1087
CCCCCI[C@H]1CC2=C(C)C(0)=C(C)C(O[C@@H]30[C@@H](C)[C@H](O)[C@

2754 | @H](0)[C@H]30)=C2CO1 _11.0312
ClC@@H]1[C@@H]2C[C@H](C(C)(0)CO)CC[C@@](C)(O)[C@@H]2C[C@H]1

2755 | O -10.6560

2756 | COC1=C2C3=CC(OC)=CC(0)=C3C(=0)0[C@@]2(C)CC1=0 -10.5970
CCCCCCCCCCCIC@H](C)[C@@H]1CC(=0)N[C@H]([C@H](C)O)C(=0)N[C@
H](C)C(=0)N[C@H](C)C(=0)N[C@H](CCC(N)=0)C(=0)N[C@H](CC2=CC=C(C

2757 | )C=C2)C(=0)N[C@H]([C@@H](C)CC)C(=0)01 _11.0417
CCCCO[C@H]10[C@H](C)[C@@H](0)C(=0)[C@H]10C(=0)C1=C(C)C=C(0)C

2758 | =C10 -10.6152

2759 | C[C@@H](0)C1=CC=C(C(=0)CCC(=0)0)01 -10.0990

2760 | C[C@@H](0)[C@@H]10C(=0)C2=C(0)C=CC(C(=0)0)=C21 -10.7554

2761 | COC1=CC=C(0)C2=C1C(=0)NC=C2C1=CC=CC=Cl -8.9951

2762 | C=C1CC[C@@H](C(C)C)[C@@H]2C=C(C(=0)0)CC[C@@H]12 -10.3078

2763 | CC[C@@H](C)C[C@@H](0)C1=CC(=0)C(CO)=CO1 -10.1677
CC1=CC(0)=C(C)C(OC(=0)C2=C(C)C(C)=C(OC(=0)C3=C(C)C=C(0)C=C30)C(

2764 | ©)=C20)=C1 -9.8547




2765 | C=C1CC[C@@H](C(C)C)[C@H]2C=C(C(=0)0)C[C@@H](O)[C@@H]12 -10.7900

2766 | C[C@H](CO)C@H]1CCC2=COC3=C2C1=CC(C(=0)0)=C3 -10.6369

2767 | CC(O)[C@H]1CCC(=0)C2=CC(0)=C(C(=0)0)C=C21 -10.6443

2768 | CC1(C)C=CC(=0)C@]2(C)OC3(0)C[C@]12CCC3(0)CO -10.9641

2769 | CC(C)=CCOCI=CC(C)=CC(C(=0)C2=CC=CC(0)=C2C=0)=C10 -9.7322

2770 | CCL(C)CCIC@H](0)[C@](C)O)C@@]12CC=C(C=0)CC2 -11.2737
C/C(=C\C=C\[C@H](0)[C@@H](C)O)[C@H](0)[C@H](C)C(=0)O[C@H]1C[C

2771 | @H](CO)C[C@@H]2C=C[C@H](C)[C@](C)(C(=0)C(0)CO)[C@@H]12 -10.9600

2772 | CC1(C)CCC(=0)[C@]2(C)OC3(0)C[C@]12CCC3(0)CO -11.0782
COC1=C(0)C(0)=CC(0C2=C(C)C(C)=C(OC3=C(C)C=CC=C3C1)C(C)=C2C1)=C1

2773 | al -9.5909
0=C1CC20C3CC[C@H](0)[C@H]1[C@@H]3C210C2=CC=CC3=CC=CC(=C23)

2774 | 01 -10.6080

2775 | 0=C(CCCCCCOYC[C@@H]1CC2=C(CC[C@H](0)C2=0)01 -10.1722
CCCCCCIC@H](0)[C@@H]1C[C@@H](0C(C)=0)C2=C(01)[C@H](0)CCC2=

2776 | O -10.6777

2777 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@H](OC(C)=0)C=C3C2=C1 -10.8522

2778 | COC(=0)[C@H](0)CS[C@H]1CC(=0)CCCCCC[C@@H](C)OC1=0 -10.4539

2779 | CON1C=CC2=C(C1=0)[C@H]1[C@@H](C[C@H](C)C[C@@H]1C)[C@H](C)02 | -10.2242

2780 | CC(=0)C1=C(0)C=C20C3=C(C(N)=0)C(0)=CC(0)=C3[C@@]2(C)C1=0 -10.4437
C/C(=C\C=C\[C@@H] 1 [C@H]2[C@H](C)[C@@H](O)[C@H](CO)C[C@@H]2C

2781 | =C[C@@H]1C)C(=0)0 -10.7622

2782 | CCCCC[C@H](0)CC1=CC(0)=C(C)C(=0)01 -10.4193

2783 | COC1=CC(C(N)=0)=C(N)C(0)=C10 -9.9683

2784 | CC[C@H](C)/C=C(\C)C1=CC(=0)C2=C(CC(=0)0)C=C(0)C=C201 -10.6341
CC[C@H](C)/C=C(\C)C1=CC2=CC3=C(C(=0)[C@](O)(CC(C)=0)C(OC)=C3)C(O

2785 | )=C2C=N1 -10.4865
CC(=0)0[C@@H]1[C@@H]20[C@H]2[C@H](C)C(=0)[C@@H](C)C/C=C\C2[
C@@H]30[C@]3(C)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@

2786 | @]231 -9.2766
CC[C@H](C)/C=C(\C)C1=CC2=C(C=0)C(0)=C3C(=0)[C@](0)(CC(C)=0)C(OC)

2787 | =CC3=C201 -10.7163
CC[C@H](C)/C=C(\C)C1=CC2=CC3=C(C(=0)[C@](0)(CC(C)=0)C(OC)=C3)C(O

2788 | )=C2C(=0)01 -10.3334

2789 | CC1=C[C@@H]2C(=0)0[C@@H]3CC[C@H](C1)[C@]230 -10.3478




CC[C@@H]1C[C@H](C)[C@H](C(C)(0)/C=C/C(=0)N[C@H](CO)[C@@H](C)C

2790 | ©)01 -11.0104
2791 | CCCCC1=CC=C(C(=0)0[C@H](C)[C@@H](C)O)N=C1 -9.7677
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)[C@@H]3CCCN3C2=0)C2=CC=CC=C2N
2792 |1 -9.5226
2793 | C[C@@H]1C2C=CC=CC(02)[C@@H]1/C=C1\C=CC(=0)01 -9.7294
C[C@]1(CCOS(=0)(=0)0)CC[C@H]2C(=CC[C@@H]3[C@]2(C)CCC[C@@]3(C
2794 | )0)Cl1 -10.9040
2795 | CC1=C(CO)C(=0)CCl1 -9.6191
2796 | CC(C)=CCC1=C(0)C=C20C3=C(CO)C(0)=CC(C)=C3C(=0)0C2=C1C -10.1609
2797 | CC(=0)0CC1=C[C@H](/C=C(\COC(C)=0)C(=0)0)[C@@H](C(C)C)CC1 -10.6939
2798 | C=CC=C[C@H]10C[C@@H](CCC(=0)OCCCO)[C@@H]10 -10.4645
2799 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@H](0)C[C@@H]3C2=C]1 -10.8177
2800 | COC(=0)[C@@]1(0)C(=0)C=C2C3=CC(OC)=CC(0)=C3C(=0)0[C@]21C -10.7885
COC1=CC(=0)C2=C(0)C3=C(C(0)=C2C1=0)[C@@H](O)[C@](C)(O)[C@H](O)
2801 | [C@H]30 -10.4351
2802 | CC(=0)0[C@H](C)CCCCCC[C@@H]10C(=0)C[C@H]10 -10.4022
2803 | CC[C@H](CO)C[C@H](C)C=C(C)C1=CC(=0)C=C(0C)O1 _11.2174
2804 | C[C@@H]1[C@Q@H](C(C)(O)CCC(0)C(C)C)0)CC[C@]1(C)O -10.6032
2805 | C[C@@H](0)CCCCCC=C1C=CC(=0)01 -9.6534
CCC(=0)C1=C(OC(C)(C)[C@H]2C02)C(C)=CC2=C1C(=0)C1=C(0)C=CC=C10
2806 | 2 -10.8188
2807 | C=C(C#CC1=C[C@H](0)[C@H](0C)[C@@H](O)[C@H]10)CCC=C(C)C -10.5903
2808 | C[C@H](0)CC1=C[C@H]([C@Q@H](C)0)OC1=0 -10.0511
2809 | C=C(C(=0)0)[C@H]1CCC2=CC(=0)C[C@H](O)[C@@]2(C)C1 -10.2780
COC1=CC2=C(C(=0)0[C@@H]3C[C@H](C[C@H](C)0)O[C@H]23)C(0)=C10
2810 | C -10.9518
2811 | CO[C@]1(C)OCCC2=C10C1=CC(0)=C(0)C(C(=0)0)=C1C2=0 -10.9976
CC(=0)C[C@@]1(0)C(=0)C2=C(0)C=CC(0)=C2C120C1=CC=CC3=CC=CC(=C
2812 | 13)02 -9.0873
2813 | CCCC(=0)C1=C(0)C=CC2=C10C1=CC=CC(0)=C1[C@@H]2C[C@@H](C)O -10.3572
2814 | CC(O)[C@@H]INC(=0)C(C(EN)C[C@@H](0)C[C@@H](C)0)=C10 -10.9004
2815 | CCO[C@H](C[C@@H](OC)C(=0)0C)C1=C(0)C=CC(C(C)=0)=C10 -10.9706




2816 | C/C=C/C=C/[C@@H]1CC2=C(CO1)C(=0)[C@](C)(O)[C@@H](0)C2 -10.3060

2817 | C[C@H](0)C/C=C/CCCCC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.4012

2818 | CCCC(=0)C1=CC2=C(C(=0)C(=0)C3=C(0)C=CC=C23)C(0)=C1C -10.5429

2819 | COC(=0)[C@H](0)C[C@H](OC)C1=C(0)C=CC(C(C)=0)=C10 -10.7912

2820 | CC(0)C(0)/C=C/C1=CC2=CC(=0)[C@@](C)(O)C@H](O)C@H]2CO1 -10.4649

2821 | CC(C)=CCN1C=C(C[C@@H]2NC(=0)[C@@H]3CCCN3C2=0)C2=CC=CC=C21 -9.7463
0=C1C[C@H](0)[C@H]([C@@H]2C[C@H](0)CCC230C2=CC=CC4=CC=CC(=

2822 | C24)03)01 -10.7186

2823 | COC(=0)C1=C(0)C=C(OC(=0)C2=C(C)C(0)=C(C)C(OC)=C2C)C(C)=C1C -11.3808

2824 | CC(=0)CCC1=COC2=CC(0)=C(0)C=C2C1=0 -10.6002
C=C(C)[C@@H]1C[C@@]2(C)C(=CC1=0)CC[C@@H](OC(=0)C(C)C(0)/C=C/

2825 | C=C/CC(C)OC(C)=0)[C@@H]2C -9.7179

2826 | C=CC1=C([C@@H]2COC(=0)[C@H]2CC(=0)0)CC(C)(C)C1 -10.6911

2827 | 0=C1CC2(0C3=CC=CC4=CC=CC(=C34)02)C2=C(0)C=CC(0)=C12 -9.0264
COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@@](O)(C[C@H](0)C(=0)O

2828 | )C=C3C2=Cl -10.9570
C[C@H]1C=CC(=0)[C@]2(C)CC[C@H]3[C@@H]4C(C)(C)C(=0)C[C@]4(C)C[C

2829 | @]132 -10.5633

2830 | C[C@H]1CCCCCIC@H](0)[C@@H](0)C[C@@H](SCCO)C(=0)01 -10.2787

2831 | COCI=CC(=0)C=C2C([C@H]3CC(=0)NC3=0)=C30C(C)=CC(0)=C3C(0)=C12 -10.9983
CCCCCCCC/C=C/[C@H]10CC2=C1[C@@H](0)[C@H](0)[C@@H](0)[C@@H

2832 | 20 -10.6323

2833 | CC(O)[C@]1(0)CCIC@)(C)ONC@@H](O)C1 -10.4649
CCCCCCCC[C@H](0)/C=C\C1=C(CO)[C@@H](0)[C@H](0)[C@@H](0)[C@

2834 | @H]10 -10.6677

2835 | CC(C)=CCC1=C(C)C=C20C(C)(C)[C@@H](0)CC2=C10C1=CC(C)=CC(0)=C1 -9.3884

2836 | CCCCCCCIC@H]10CC2=C(C=CC(0)=C20)C1=0 -10.5940

2837 | CC(=0)C[C@]1(0)C(=0)NC2=CC=C(CC=C(C)C)C=C21 -9.1607
C=C(O)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@@H]1C[C@@]

2838 | 3(0)COl -11.0183
CC[C@H](C)C(=0)0[C@H]1CCC=C2C=C[C@H](C)[C@H](CC[C@@H](O)C[C

2839 | @@H](0)CC(=0)0)[C@H]21 -10.6922
CCCCCCCC[C@H](0)/C=C\C1=C(CO)[C@@H](0)[C@@H]20[C@@H2[CQ@

2840 | H]10 -10.6959




2841 | CCCCCCCC/C=C/[C@H]10CC2=C1[C@@H](0)[C@H]10[C@H]1[C@@H]20 -10.6947

2842 | COC(=0)C1=C(N)C(OC)=CC(=0)[C@]120C(=0)C1=C(0)C=C(C)C=C102 -10.6849

2843 | C/C=C/C=C(/CO)C@@H](0)[C@@H](0)CCC -10.1922

2844 | C[C@@H]1C(=0)C=C2[C@@]1(C)[C@@H](0)[C@H]1CC(C)(C)C[C@Q@]210 -11.0397

2845 | COC(=0)NC1=CC=C(COC(=0)C(C)(C)C)C(NC(=0)0C)=C1 -10.1605
C=C1[C@]23C(=0)O[C@@H](C)[C@]2(0)C(=O)O[C@@]1(O)[C@H](OC(C)=0

2846 | )C1=C(O)[C@@]2(C=CC(=0)OC2(C)C)CC[C@]13C -9.7718
C=C(COC(C)=0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(O)

2847 | CO[C@H]3C1 -11.0457
C/C(=C\C=C\[C@H](0)[C@@H](C)O)[C@H](O)[C@H](C)C(=O)O[C@H]1C[C

2848 | @H](C)C[C@Q@H]2C=C[C@H](O)[C@](C)(C(=0)C(0)CO)[C@@H]12 -10.8987

2849 | COCI=C(CHC(0)=CC2=C1C(=0)O[C@H](C)C2 -10.2270
C[C@H]1C(=0)N2C3=CC=CC=C3[C@@]3(C[C@@H](N4C=NC5=CC=CC=C5C

2850 | 4=0)C(=0)03)[C@@H]2N1C=0 -8.6649

2851 | C/C=C/C1=C(/C=C/C)C(=0)[C@@]2(C1)C[C@@H](0)C(=0)02 -10.2670
CC1=C2C(=0)C[C@@]2(O)[C@@H]2C[C@@H]3C(=0)C[C@@H](C)[C@@]2(

2852 | CC1)C3(Q)C -10.9206

2853 | COC1=CC=CC2=C1[C@H](0)C[C@@H](C)O2 -10.2364

2854 | COC(=0)C1=C[C@@H](C)C[C@H]2CC[C@@H](0)[C@@]120 -10.4676
CCCCCC1=CC(0)=C(CCCC)C(0)=C1[C@@H]10[C@H](C)[C@@H](0)[C@H](

2855 | 0)[C@H]10 -10.9353
CO[C@H]1[C@@H]2[C@@H](0)O[C@]3([C@H](OC(C)=0)C/C(C)=C\[C@@H

2856 | ]10C)[C@H]2CC3(C)C -11.2322
CC1=C2C(=0)C[C@@]2(C)[C@@H]2C[C@@H]3CC[C@@H](C)[C@@]2(CC1)

2857 | C3(C)C -10.4564

2858 | C=C(C)C#CCI=CC(CO)=CC=C10C -9.9342
C/C=C/C=C/C(0)=C1/C(=0)[C@@]2(C)C3/C(=C(0)\C=C\C=C\C)C(=0)[C@H]4

2859 | C1[C@]1(C)O[C@@]4(0)[C@@]3(C)O[C@@]120 -9.8313

2860 | CCCCC1=CC=C(C(=0)O[C@H](C)[C@H](C)O)N=C1 -9.7833

2861 | CN1C(=0)[C@@]2(0)NC(=0)[C@]1(C)SS[C@@H]2C1=CNC2=CC=CC=C12 -10.3800
CC1(C)C=CC2=C(C=CC3=C2N[C@@]24N5C(=0)[C@]6(0)CCCN6C(=0)[C@Q@

2862 | H]5C[C@@]320[C@H](CO)C4(C)C)01 -9.9964

2863 | C=C(C(=0)0)[C@@H]1C[C@@H](CCCCCC)OC1=0 -10.2862
C=C1CC[C@H]2[C@@](C)(CO)CCCIC@]2(C)[C@H]1CC1=C(0)C(=0)C(CO)=

2864 | CC1=0 -10.8748




2865 | CCC[C@H](0)C[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.7433

2866 | CCCC(=0)C1=C(0)C=CC2=C10C1=CC=CC(0)=C1[C@H]2C[C@@H](C)O -10.3595
CC(=0)0C(C)C/C=C/C=C/C(0)C(C)C(=0)O[C@@H]1CCC2=CC(=0)C(=C(C)C)

2867 | C[C@]2(C)[C@H]IC -10.0331

2868 | C=CCC[C@H]1C=C(C(O)CC)C(=0)01 -9.9309

2869 | C=CCC[C@@H]10C(=0)C2=C(0C)C=CC=C21 -9.7096

2870 | CCI[C@H](C)C=CC1=CC2=CC(0)=C(C)C(0)=C2C(=0)01 -10.3962
CCCCCCCC[C@@H](0)/C=C/C1=C(CO)[C@@H](0)[C@H](0)[C@@H](0)[C

2871 | @@H]10 -10.6638

2872 | C/C=C/C=C/[C@@H]10C(=0)C(CCC(=0)0)=C[C@@H]1C -10.0216
CCCCCCCCC(=0)C[C@H]10CC2=C1[C@@H](0)[C@H]10[C@H]1 [C@@H]2

2873 | O -10.7964

2874 | COC1=CC(=0)[C@@](C)(CO)C@@H]1CO -10.1612
C/C=C(/C)C(=0)O[C@H]1 [C@H](0)[C@@H](0)[C@@H])(O[C@H]20[C@H](C

2875 | 0)[C@@H](OC(=0)/C(C)=C\C)[C@H](0)[C@H]20)0[C@@H]1CO -10.6285

2876 | COC1=CC=C(COC=0)C=C1 -9.2085

2877 | 0=C(0)CCCC1=CC=CN=C1 -8.8171

2878 | C1=CC=C(SSC2=CC=CC=C2)C=C]1 -8.6794

2879 | C=CCOC(=0)CCCC -8.8292

2880 | CC=CC1=CC=C(OCC2=CC=CC=C2)C(OC)=Cl -9.6755

2881 | CC1=CC=CN1 -7.5438

2882 | 0=C(0)CCCCCCCCCCCCCCCCC(=0)0 -9.7594

2883 | CCCCCCCC=CC=CC=0 -8.7830

2884 | CCCCCCCC=CC(=0)0 -9.3666

2885 | NCCC(=0N[C@@H](CC1=CN=CN1)C(=0)O -9.5880

2886 | CC(O)[C@H]IN)C(=OIN[C@@H](CC1=CC=CC=C1)C(=0)0 -10.4918
CC1=CC(=0)[C@H]2/C(CO)=C\C[C@@H]3[C@](C)(CC[C@@]340[C@@H](/C

2887 | =C(/C)CO)C[C@@H]4C)C[C@H]12 _11.1278
CC(=CC=C1C[C@@H]20[C@@H](C(C)(C)0)C[C@]230[C@@H]3[C@@H]10)

2888 | CO -10.9616
CCI=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]2(C)C(=0)[C@@]3(C(=0)[C@

2889 | H](CO)N(C)C3=0)[C@H](C=C[C@H](C)0)[C@@H]12 -10.3900
C[C@H](CCCCCCIC@H](0)C=CC(=0)0)0C(=0)[C@H](0)CS[C@H]1CC(=0)[

2890 | C@@H](0)CCCCC[C@@H](C)OC1=0 -10.3644
C[C@H](CCCCC[C@H](0)[C@@H]1C=CC(=0)01)OC(=0)[C@H](0)CS[C@H]

2891 | 1CCE0)[C@@H](0)CCCCC[C@@H](C)OCI=0 -10.1816
CC[C@H]INC(=0)CNC(=0)[C@](C)(C(C)=0)NC(=0)[C@H](CC2=CNC3=CC=
CC(0C)=C23)NC(=0)C2=CSC(=N2)[C@@H](C)NC(=0)CN(C)C(=0)/C(=C/CO)

2892 | NC1=0 -9.3353




C[C@H](/C=C/[C@H](C)C(C)(C)0)[C@H]1C[C@H](0)C2=C3C=CC4=CC(=0)C

2893 | C[C@]4(C)[C@H]3C[C@@H](0)[C@Q@]21C -10.7907
C=C(C)[C@@H]1COC2=C(C)C=C30C4=C(C[C@@H](OC(=0)C5=C(0)C=C(O)

2894 | C=C5CC/C=C\C=C/CCC)C(C)(C)0)C=CC(0)=C4C(=0)C3=C2[C@H]10 -9.9233
CO[C@@]1([C@H](C)[C@@H](O)O)C[C@H]2C3=COC(/C=C/[C@@H](O)[C@

2895 | @H](C)0)=CC3=C(CHC(=0)[C@@]2(C)01 -10.5927

2896 | CC1=C(CC20CC3=C(0)C=CC=C32)0C(C)=C(C2CC3=CC=CC(0)=C3C02)01 -8.9783

2897 | CC1=C(CC20CC3=C(0)C=CC=C32)0C(C2CC3=CC=CC(0)=C3C02)=C(C)01 -9.0151

2898 | CC1=C(CC20CC3=C(0)C=CC=C32)0C(CC20CC3=C(0)C=CC=C32)=C(C)O1 -8.8006
CC(C)=CCC[C@@H](C)C1=CC[C@]2(C)C[C@H]3[C@@H](CO)C[C@@]4(0)O

2899 | C(=0)/C(=C/C[C@@H]12)[C@@H]34 -11.0892
C/C=C(\C=C(C)\C=C\C=C/C=C(\C)C(=0)C1C(=0)N[C@]2(0)CCO[C@H]12)C(=

2900 | 0)0C -9.5651
COC(=0)C1=CC(0C)=CC(O[C@@H]20[C@@H](CO)[C@H](0)[C@@H]20)=C

2901 | 1C(=0)C1=C(0)C=C(C)C=C10 -10.9616
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=C(OC)C=C4C=C50C(C)(

2902 | 0)CC(=0)C5=C(0)C4=C30)C2=C1 -9.9806
C/C=C(\C=C(C)/C=C/C=C/C=C(\C)C(=0)C1C(=0)N[C@]2(0)CCO[C@H]12)C(=

2903 | 0)0C -9.5626
COC1=CC(0)=CC(C)=C1C(=0)C1=C(0)C=C(0)C(CC2=C(OC)C=C(0)C3=C20C

2904 | 2=CC(0)=CC(C)=C2C3=0)=C10 -9.8891

2905 | COC(=0)CCCC(0)C1=C(C)C(OC)=CC(=0)01 -10.8344

2906 | COC1=CC(0)=C2C(=0)0C3(C)CC(0)C(OC)C=C3C2=C1 -10.9131

2907 | COC1=CC(OC)=C2C(=0)0C(0)(CO)C2=C1C -10.5558

2908 | CCCC=C(C)C1=C(CO)C(=0)OC]1 -9.9005

2909 | COC(=0)CCCC1=C(C(=0)OC)C(OC)=CC(=0)O1 -10.5602
C/C(=C/CCC(C)(C)0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]

2910 | 1(0)CO[C@H]3C]I 111125
CO[C@H]1C[C@H](0)C2=C(C[C@H]3[C@H](/C(C)=C\CC(O)C(C)(C)O)CC[C@

2911 | @]3(C)02)C1=0 -10.9181

2912 | CC(=0)0CC(C)=CCOCI=CC=C(CC(=0)0)C=C1 -10.0779
CCCCCI[C@@H](0)CC[C@H](C)CCCCC(=0N[C@@H](CC1=CC=C(OCC=C(C

2913 | )C)C=C1)C(=0)0 -10.4379
CCCCCCCCCCCCCCCCCCCCCCCCIC@@H](0)[C@@H](0)[C@H](CONC(=

2914 | 0)[C@H](0)CCCCCCCCCCCC -10.1764
C=CIC[C@H]2[C@]3(C)CC[C@@H](O)C(C)(O)[C@H]3C(=0)[C@@H](0)[C@]

2915 | 2(O)[C@@H]2C(=0)0[C@](C)(C(=0)OC)C(=0)[C@]12C -10.1650

2916 | C[C@@H]1CC2=CC(0)=C(C)C(0)=C2C(=0)01 -9.8602

2917 | CC1=CNC(C(=0)0[C@H](C)CCCC(=0)0)=C1 -10.1362




CC(=0)0[C@@H]1[C@HI2[C@H](C=C3C(=0)[C@H](O)[C@Q@H](O)[C@HI4[C
@H](CC5-CC=CC=CHNC(=0)[C@@]341)C[C@H](O)[C@@](0)(C(O)=0)[C@

2918 | @H]20 -9.3065
CCCCCCC(0)C(=0)0[C@@H] 1 [C@@H]2[C@H](CC1(C)C)[C@H](0)[C@H]1C

2919 | (F0)C(=0)[C@@](CO)OC)C@@]21C -10.4622

2920 | COCI=C(C)C(=0)0C([C@@H](C)CCOC(C)=0)=C1 -10.3679

2921 | CC(O)[C@@H]INC(=0)N2C(=0)CCC[C@H]12 -9.8593
COC1=C(0)C2=C3C(=C4C(0C)=CC(=0)C5=C4C4=C(C(C(C)=0)=C(C)CC1=C43

2922 | )C(OC)=C50)C(OC)=CC2=0 -10.5732
C/C1=C/[C@@H](C)C/C=C\[C@H2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3C

2923 | (CC4=CNC5=CC=CC=C45)NC(=0)[C@@]32C(=0)CCC(=0)[C@@H]10 -8.4677

2924 | CC1=C(0)C(0)=C(0)C2=C1C(0)0C2=0 -10.2180

2925 | COC1=CC(=0)[C@@](C)(0)[C@@H](O)[C@H]1C -10.1109

2926 | CC1=C(C(O)CCCCC(C)0)COCI=0 -10.2601
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@@H]A[C@](C)(C(=0)C=C5C(=CC(

2927 | =0)0C5(C)C)[C@@]4(0)CO)C@H](C1=0)[C@H]23 -10.0943
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@@H]4[C@]5(O)[C@H](C=C6C(=C

2928 | C(=0)0C6(C)O)[C@@]46C06)0[C@]140[C@]45[C@]230 -10.1079
CC(=0)0C[C@]120C3=CC=C(C4=CC=C50[C@@]6(CO)C(=C(0)C5=C40)C(=
0)C[C@@H](C)[C@H]60C(C)=0)C(0)=C3C(0)=C1C(=0)C[C@@H](C)[C@H]2

2929 | OC(C)=0 -9.8506
CC(=0)O[C@H]IC[C@@]2(O)[C@@H](CC[C@H]3[C@@]4(C)C=CC(=0)[C@
@H](O)[C@@H]4[C@H](0)C(=0)[C@@]32C)/C1=CI\CC[C@@H](C(C)(C)0)O

2930 | C1=0 -10.0343
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@H](C)NC2=0)C2=CC=CC(CC=C(C)C)=C2

2931 | NI -8.8129
C/C=C/C=C/[C@@H]1C=C[C@@H]2C[C@H](C)CC[C@H]2[C@]1(C)C(0)=C1C

2932 | (FON[C@@H](C(C)0)C1=0 -10.2276

2933 | CCC(C)C=C(C)C=CC=CC(N)=0 -9.7719
CCI=C[C@@]2(C)C(=C(O)[C@H]3[C@H]4C[C@@H](O)C[C@@H](C)[C@@H]
A[C@@H]40C5=CC=C(C=C5)CC5(0)NC(=0)[C@@]6(0[C@H]56)C(=0)[C@@

2934 | HR[C@H]43)[C@H]IC -9.7492
C/C=C/C=C/[C@H]1C(C)=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]1(C)/C(O

2935 | )=C1/C(=0)[C@@H](CO)N(C)C1=0 -9.9010
COC(=0)[C@]1(CC2=CC=C(0)C(C[C@H](0)C(C)(C)0)=C2)OC(=0)C(0)=C1C1

2936 | =CC=C(0)C=Cl -9.8320

2937 | COC(=0)[C@@]1(0)C2=C(C[C@@H](OC)[C@H]10)0C1=CC=CC(0)=C1C2=0 | -10.7900
CCI=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]2(C)C(=0)[C@@]3(C(=0)[C@

2938 | @H](CO)N(C)C3=0)[C@H](C=C[C@@H](C)0)[C@@H]12 -10.3885




2939 | OCCC1=C([C@H](C2=CNC3=CC=CC=C23)[C@H](0)CO)NC2=CC=CC=C12 -8.7202

2940 | CC=CCCCCC(0)=C(C)C(=0)N1CCCC1=0 -10.3489

2941 | 0=C(C1=CC=C(0)C=C10)[C@@H](0)C1=CC=C(0)C=C1 -9.6254
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@]3(0)[C@H](0)CCN3C2=0)C2=CC=CC=C

2942 | 2N1I -9.5865
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@@]3(0)[C@@H](0)CCN3C2=0)C2=CC=C

2943 | C=C2N1 -9.5946

2944 | CC(CO)CCC[C@@](C)(0)C1=CC=C(C(=0)0)C=C10 -10.9953

2945 | C=C/C=C/C[C@H](0)C/C=C\C=C\C(C)=0 -9.5137

2946 | C=C(C#CC1=C[C@H](OC(C)=0)[C@H](0C)[C@@H](0)[C@H]10)CCC=C(C)C | -10.7049

2947 | CC1=C(0)C=C(CCC(C)C(C)0)OC1=0 -10.3231
C=C(C)[C@@H]1COC2=C(C)C=C30C4=C(C[C@@H](OC(=0)C5=C(0)C=C(O)

2948 | C=C5CC/C=C\C=C/CCC)C(C)(C)0)C=CC(0)=C4C(=0)C3=C2[C@@H]10 -9.9385

2949 | CC[C@@H](0OC)C1=CC(=0)C[C@@H]10 -9.8515
C[C@H](CC[C@@H](0)C(C)(C)O)CI=CC[C@]2(C)C[C@H]3[C@@H](CO)C[C

2950 | @@]4(0)OC(=0)/C(=C/C[C@@H]12)[C@@H]34 -11.2208
C=C(C#CC1=C[C@H](OC(C)=0)[C@H](0C)[C@@H](O)[C@H]10)CCC(0)C(=

2951 | O)C -10.7238

2952 | CC(0)C=CC10CC2=C(0)C=CC=C21 -9.7432

2953 | CC[C@H](OC)C1=CC(=0)C[C@@H]10 -9.8497

2954 | COCC1=C(0)C=CC2=C10C(C(C)=0)CC2=0 -10.7851
C/C=C(\C=0)[C@@H]1 C[C@H]2C3=C(C[C@@H](C(=0)0)N2C=C1C(=0)0C)C

2955 | 1=CC=CC=CIN3 -9.4067
CCCCCCCCCC[C@@H](C)[C@@H]1CC(=0)N[C@H]([C@@H](C)0)C(=0)N[C
@@H](C)C(=0)N[C@H](C)C(=O)N[C@@H](CCC(N)=0)C(=O)N[C@H](CC2=C

2956 | C=C(0)C=C2)C(=0)N[C@@H](C(C)C)C(=0)01 -11.0056

2957 | COC1=CC(=0)C2=C(0)C(C)=C3CC(CO)OC3=C2C1=0 -10.7183

2958 | COC1=C(C)C(0)=CC2=C1C(=0)C=C(C)02 -10.9385

2959 | CC(=0)[C@H](0)[C@H]1[C@H](C)C=CC(=0)[C@@H]10 -9.6599

2960 | CC1=CC=C20C(C)C(=0)C2=Cl1 -9.7292

2961 | COC1=CC(=0)OC(CCCC(C)0)=C1CO -10.7618

2962 | COC(=0)CCCNC(=0)C=C(C)CCO -10.0256

2963 | COC(=0)CC1(C)OC(=0)C2=C(0)C=C(OC)C=C2C1=0 -10.9171

2964 | COC1=CC(OC)=C2C(=0)0C(C)(0)C2=C1C -10.7679

2965 | CCCC=C(C)C(=0)C1=CC=C(0)C(CC)=C10 -10.6317
C/C(=C\[C@@H](C)[C@H](C)0)[C@@H]10[C@@]1(C)C1=CC2=CC(=0)[C@

2966 | @](C)(O)[C@H](0)C2=CO1 -10.6059

2967 | CCCCCCI=C(CO)C@@H](O)C@H](O)C[C@@H]10 -10.4155
CC(O)O)[C@@H]1[C@H](0O)C[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(O

2968 | )CO[C@H]3C1 -11.1124




2969 | CCC/C=C/C1=C(CO)[C@@H](0)[C@H](O)[C@@H](O)[C@@H]10 -10.5067
2970 | CC(C)=CINC(=0)C2=C10[C@H](C[C@H](C)0)CC2=0 -10.5019
2971 | COC1=CC(0)=C2C(=0)C[C@@](0)(C[C@H](C)O)[C@H](0)C2=C1 -10.9041
2972 | COC(=0)C1=CC(OC)=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -11.0489
2973 | CC(=CCOCI=CC=C(CC(=0)0)C=C1)CO -9.9800
2974 | CC(=0)/C=C/C=C(/C=C/[C@H](C)0)CO -9.8417
2975 | C=C(C)C#CC1=C[C@H](O)[C@H]20[C@H2[C@@H]10 -9.7810
2976 | CC(=CCOC1=CC=C(C(=0)0)C=C1)CO -10.3307
2977 | CC1=C[C@H]2[C@@H]3CC=CC3=CC(=0)[C@@H]20C1/C=C/CCC(=0)0 -9.7967
2978 | CC(=CCOC1=CC=C(C(=0)0)C=C1)C(=0)0 -10.2290
2979 | CC1(0)CC2=C3C(=CC(=0)0C3=C3C(0)=CC(0)=CC3=C2)01 -10.8361
CC(O)=CCC[C@@H](O)[C@H]1C[C@H](O)[C@@]2(C)C3=C(C[C@@H](O)[C
2980 | @]120)[C@@]1(C)CCC(=0)C(C)(CO)[C@@H]1CC3 -11.2745
2981 | CC(C)=CCC1=CC=CC2=CINC=C2CC(=NO)C(N)=0 -10.1043
2982 | CC1=C(CCC[C@H](0)CO)C=C(0)C(C=0)=C10 -10.8373
2983 | COC1=CC(C(=0)0)=C(0)C(CC=C(C)CCC=C(C)CCC=C(C)C)=C10 -10.2377
CCCCCCC(0)C(=0)0[C@@H]! [C@@H]2[C@H](CC1(C)C)[C@@H](0C)[C@
2984 | @H](OC)C1=C(0)C(=0)C(=0)[C@@]12C -10.3819
2985 | CC1=CNC(C(=0)O[C@H](C)CC(=0)0)=Cl1 -9.6165
2986 | C[C@H](C[C@@H](0)CC(=0)0)0C(=0)C1=CC=CN1 -9.5484
2987 | C[C@H](0)[C@H](C)OC(=0)CC1=CNC2=CC=CC=C12 -9.8031
2988 | CCC(=0)CCOC(C)(C=C(C)C(0)C(C)CC)C(=0)0 -10.7738
2989 | COC1=CC(0)=C(S(=0)(=0)C2=CC(NC(C)=0)=C(OC)C=C20)C=CINC(C)=0 -10.3913
2990 | CCOCI=CC(S(=0)(=0)C2=CC(OCC)=C(OC)C=C20)=C(0)C=C10C -11.1197
0=C1CC[C@H]([C@@H]2C[C@H](0)CCC230C2=CC=CC4=CC=CC(=C24)03)
2991 | 01 -10.5723
2992 | COCI=C(C)C(=0)OC(C(C)=CCOC(C)=0)=C1 -10.4451
2993 | COCI=C(C)C(=0)OC([C@](C)OC@@H](C)0)=C1 -10.6333
CCCCCI[C@H]1CC2=C(C)C(O[C@@H]30[C@@H](C)[C@H](0)[C@@H](0)[C
2994 | @H]30)=C(C)C(0)=C2CO1 -10.9998
2995 | COC1=C(0)C=C(C)NC1=0 -9.7237
C=CINC(=0)C(C)C(CCC(C)C(=0)C=CC(C)=CCCC(C)CCCCCC)OC(=0)C(CCC
2996 | C(=0)0)NC(=0)C(C)CNCI=0 -10.2843
2997 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C(C)=C(C[C@H](C)0)02 -11.2962




2998 | COC(=0)C1=CC(0C)=C(0)C2=C1C(=0)C(C)=C(C[C@@H](C)0)02 -11.2962

2999 | CC(CO)CCCIC@](C)(O)C1=CC=C(C(=0)0)C=Cl -10.8723

3000 | CC(CO)CCCIC@@](C)(0)C1=CC=C(C(=0)0)C=C1 -10.8723
C=CC(C)(C)[C@@]12C=C(0)C(=0)N3/C(=C\C4=CN([C@@H](CC(=0)0)C(=0)

3001 | N[C@@H](C)C(=0)OC)C=N4)C(=0)N[C@]3 IN(OC)C1=CC=CC=C12 -9.0551
CC(=0)0[C@@H]1C2=C3C[C@@H]4[C@@]5(C)CCC(=0)C(C)(C)[C@@H]5C]

3002 | C@H](O)[C@]4(C)0C3=CC(0)=C2C(=0)O[C@@H]1C -11.2182
C=C(O[C@@H]1C[C@H](0)[C@@]2(C)OC3=C(CIC@R@H]12)C(=0)[C@](0)(C

3003 | 0)C[C@@H]30 -10.9156

3004 | CC(C)O)C@@H]1CC[C@@](C)O)[C@H]20[C@@H]12 -10.3012

3005 | CCC(C)CC(C)CC(C)C1=CC(0)=C(C)C(=0)01 -10.9529

3006 | CCC(C)CC(C)CC(C)C1=CC(OC)=C(C)C(=0)01 -10.7841
CC(C)=CCCC1=C2[C@H](C[C@@]3(C)[C@H]2CC[C@H]2[C@@]4(C)C=CC(=

3007 | 0)[C@@H](O)[C@Q@H]4C[C@@H](0)[C@@]23C)OCI=0 -11.0833

3008 | CC(=CC1=CC(C2CCC(0)(CO)CC2)=COC(N)=0 -10.9632
Cl[C@@H]1[C@@H]2C[C@H](C(C)(O)CO)CC[C@@](C)O)[C@@H]2C[C@@

3009 | H]10 -10.6596

3010 | CCC(C)C(=0)0[C@]1(C)C(=0)C=C(OC)[C@@](C)(0)C1=0 -10.4476

3011 | CC(C)=C1CC(=0)N(C=CC(=0)0)C1=0 -9.9469

3012 | CC=CC1=C(CCC(C)=0)COC1=0 -9.8944

3013 | CC(0)C1(C(N)=0)CC(=0)0C2=CC=C(0)C=C21 -10.8039

3014 | CC1=C(0)C=C2C(=0)0C(C[C@@H](C)0)=CC2=C1C -10.7309

3015 | CC1=CC(=0)C2=C(0)0C(0)=C3C(0)=CC(=0)C1=C32 -10.5836
CC(C)=C[C@H] I C[C@H](O)[C@]2(CCIC@]3(C)C[CR@H4C(C)-CC(=0)[C@

3016 | H]4/C(CO)=C\C[C@H]32)01 -10.7871

3017 | C/C(C=0)=C\CCC(C)C1=CC[C@@]2(C)0C3=C(C[C@@H]12)C(=0)C(0)CC3 -10.5459
C/C=C1\NC(=0)[C@@H](CC)NC(=0)CN2C(=0)[C@@](C)(NC(=0)[C@H](CC3
=CNC4=CC=CC(OC)=C34)NC(=0)C3=CSC(=N3)[C@@H](C)NC(=0)CN(C)C1=

3018 | 0)C(=0)[C@@H]20 -9.5209
CO[C@]12CC[C@@]3(C)[C@@H](CC[C@H]4CC5=C(NC6=CC=CC=C56)[C@

3019 | @]43C)C1=CC(=0)[C@@H](C(C)(C)0)02 -10.4179
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=C(0)C=C3)NC(=0)[C@@]23[C@H]

3020 | 2[C@HM[C@@H](C[C@H](C)C=C(C)[C@@H]4C[C@H]30)0[C@H]12 -10.2562

3021 | COC1=CC(CCCO)=CC2=C1C=C(CO)OC2 -10.2085

3022 | COC1=CC(CC=C(C)C)=CC2=C1C=C(CO)OC2 -10.1707




COC(=0)C(C)(C)[C@@H]10C(=0)[C@H](C)[C@@]1(C)/C=C/C=C/C=C(/C)[C

3023 | @@H]1[C@Q@H](C)C(=0)C@@](C)(O)C@H]1C -10.6487
C[C@H](CC[C@@H](0)C(C)(C)O)CI=CC[C@]2(C)C[C@H]3[C@@H](O)C[C@

3024 | @]4(0)OC(=0)/C(=C/C[C@@H]12)[C@@H]34 -10.9694
C=C[C@@H]1C=C[C@H]2[C@@H]3C[C@H](C)C[C@H](C)[C@H]3[C@H]30
C4=CC=C(C=C4)C[C@]4(0)NC(=0)[C@]5(O[C@H]54)C(=0)[C@@H]1 [C@H]2

3025 |3 -9.8508

3026 | COC1=CC(=0)0C(CCCC(C)=0)=C1CO -10.6728
CC[C@H](C)[C@@H](0)[C@@H](C)C(=0)O[C@@]1(C)C(=O)C=C2C=C([C@

3027 | @H]3C(=0)CCC[C@H]3C)0OC=C2C1=0 -10.2809
CC[C@H](C)/C=C(\C)[C@@H](O)[C@](C)(O)C1=CC2=CC(=0)[C@@](C)(O)[C

3028 | @H](0)C2=CO1 -10.2196

3029 | CCCCCCI=C(COC@@H](0)[C@H](OC(=0)0)[C@@H](0)[C@H]10 -10.5324

3030 | COCI=C(C2=CC=C(0)C=C2)C(=0)[C@](O)(C2=CC=CC=C2)C1=0 -9.1018
CC[C@@](C)(0)/C=C(\CO)[C@@H]10[C@@]1(C)C1=CC2=CC(=0)[C@@](C)(

3031 | O)[C@H](0)C2=CO1 -10.4301

3032 | CC(C)=CINC(=0)C2=C10[C@@H](C[C@H](C)0)CC2=0 -10.4994
CCI[C@H](C)[C@H]INC(=0)[C@](O)(C2=CC3=C(OC(C)=C(C)C3=0)[C@@](C)

3033 | (CC)C2=0)C1=0 -10.8101

3034 | COC1=CC(=0)0C([C@H](0)CCO)=C1 -10.4960

3035 | C=C1CO[C@@]2(0)CC3=CCC(=0)[C@H](C)[C@@]3(C)C[C@@]120 -10.7096

3036 | C/C=C\C(C=0)=C\C=C\[C@@H](0)[C@@H](C)O -9.9334

3037 | CC(C)=CCOC1=CC=C([C@H](0)C(=0)0)C=Cl -10.1767
COC(=O)[C@@]12C(=0)[C@](C)(O)C(=0)[C@]1(O)C(C)=C[C@H]1 [C@@H]3C

3038 | C[C@H](OC(C)=0)C(C)(O)[C@H]3CC[C@@]12C -10.4603
COC1=CC=C([C@@H]2SS[C@@]34C[C@]5(0)C=C[C@@H](0)[C@@H](O)[C

3039 | @@H]50N3C(=0)[C@@H]2NC4=0)C(0)=C10C -10.8890

3040 | C=C1CO[C@@]2(0)C[C@@H]3C(=0)CC[C@H](O)[C@@]3(C)C[C@@]120 -10.8377

3041 | C[C@@H]1CC2=CC(0)=CC(0)=C2C(C)(C)O1 -10.1312

3042 | C[C@H]1CCC(=0)CCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.5154

3043 | C/C=C(\C)C/C(C)=C/[C@@H](C)C1=CC(=0)C(C)=C(OC)01 -10.3852

3044 | CC1=CC=C2C(=C10)C(=0)0[C@@H](C)[C@]2(C)O -9.9262
CO[C@H]1C[C@H](0)C2=C3C4=CC=CC(0)=C4C(=0)[C@@H](0)C3C3=C2C1

3045 | =C(0)C=C3 -10.0158




C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23C=C2/C=C(/

3046 | O)C[C@@H](C)C[C@@H](0)[C@@H]2[C@H]3[C@@H]10 -9.7157
C=CI1C[C@@H]20C(=0)[C@@H](C)[C@H]2[C@@](CC(=0)O)(C(=0)O)[C@H]

3047 | 1CC/C(C)=C/C(=0)OC -10.1915
C=C[C@@H]1C=C[C@@H]2[C@@H]3C[C@H](C)C[C@H](O)[C@H]3[C@H]3

3048 | 0C4=CC=C(C=C4)C[C@@]4(0)C=C(C(=0)N4)C(=0)[C@H]1[C@H]23 -9.4240
C[C@H]1C[C@H2[C@@H]3C=C[C@H]4[C@@H]5C(=0)[C@]6(C[C@H]40)C
[C@](0)(CC4=CC=C(C=C4)0[C@H]([C@@H]35)[C@@H]2[C@@H](C)C1)NC6

3049 | =0 -10.7784
C=C[C@H]1[C@H]2C(=0)[C@@]340[C@@H]3[C@](O)(CC3=CC=C(C=C3)0[
C@H]3[C@H]2C(=C[C@H]10)[C@@H]1C[C@H](C)C[C@H](C)[C@@H]31)NC

3050 | 4=0 -9.8186
0=CIN[C@H](CC2=CC=CC=C2)C(=0)N[C@H](CC2=CNC3=CC=CC=C23)C(=

3051 | O)N2CCC[C@H]12 -8.6177
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]23[C@@H](
C@@H]2[C@H](/C=C(/C)C[C@@H](C)C[C@H]20)[C@H]30C(C)=0)[C@@H]

3052 | 10 -9.2455

3053 | C=C(CCCC(C)(C)0)C1=CC(0)=C(C)C=C10C -10.9606

3054 | CC(=0)0[C@@H](C)C1=COC(CO)=CC1=0 -10.0221
COC1=CC(0)=C2C(0)=C3C(=0)[C@]4(0)C(0)=C(C(N)=0)C(=0)C[C@]4(O)[C

3055 | @@H](0)C3=C3C[C@]4(C(C)=CCCC4(C)C)C1=C32 -10.4427
0=CIN[C@@H](CC2=CC=C(0)C=C2)C(=0)N2C[C@H](0)C[C@H]2C(=0)N[C

3056 | @@H](CC2=CC=CC=C2)C(=0)N2CCC[C@@H]12 -9.1402
CC(=0)0C[C@]120C3=C(C4=CC=C50[C@@]6(CO)C(=C(0)C5=C40)C(=0)C[
C@@H](C)[C@H]60C(C)=0)C=CC(0)=C3C(0)=C1C(=0)C[C@@H](C)[C@H]2

3057 | OC(C)=0 -10.0720
CC(=0)0[C@H]1C[C@@]2(C)[C@@H](CC[C@HB[C@@IA(C)CCC(=0)[ C@Q@
H](O)[C@@H4[C@H](OC(C)=0)C(=0)[C@@]32C)/C1=C(\CCCC(C)(C)0)C(=0

3058 | )0 -9.9773
CO[C@@H]1C(=0)NC2=CC=C(/C=C/[C@]3(C)CCC(=0)[C@@H](C)C3)C(0)=C

3059 | 2[C@@]1(0)C1=CC=CC=Cl -8.3802
COC(=0)[C@]120C3=C(C(0)=C1C(=0)CC[C@@H]20)C(0)=CC1=C3[C@@H]

3060 | 2C=C[C@@]3(C1)C(=0)C1=CC(C)=CC(0)=C1C(0)=C3C2=0 -9.7725
C/C=C(\C)[C@@]1(0)C(/C=C/C=C(C)/C=C/C=C/C(=0)0)[C@@H]2CC=C(C)C|

3061 | C@HR[C@@H]20[C@@H]21 -9.5437

3062 | COC1=CC(0)=C2C(=0)C3=C(C[C@](C)(O)C[C@@H]30)C(=0)C2=C10 -10.8979
CC1=C(C1)C(0)=CC(0)=C1C(=0)0[C@@H]1C[C@]2(C)[C@H]3CC(C)(C)C[C@

3063 | H]3C=C(C=0)[C@]120 -10.9209

3064 | C=CCCCCCCCCCCCCCCCCCCCCCC -8.8753

3065 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)O[C@H]30)C(=0)C2=C1 -11.1673




3066 | CCC[C@H]1CC2=C(CO1)C(OC)=CC(=0)02 -9.8999
CSC12COCN3C4=CC=CC=CA[C@]4(C[C@]5(SC)C(=0)N(C)[C@@](CO)(SC)C(

3067 | =0)NS[C@@H]34)N3C=C(C[C@](SC)(C(=0)N1C)N(C)C2=0)C1=CC=CC=C13 -8.9746
C/C=C(\O)[C@H](O[C@@H]10[C@H](CO)[C@@H](O)[C@H](O)[C@H]10)[C

3068 | @H](C)/C=C(C)/C=C/C/C(C)=C/CC1=C(C)C(=0)C(OC)=C(OC)N1 -9.0712

3069 | 0=C(0)C1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.1461
CCCCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3[C@@H

3070 | ]10 -10.9460
CCCCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@@]2(0)[C@@H](O)[C

3071 | @@H]10 -10.8993
CC/C(C)=C1\NC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=C(0)C=CC=C1C2

3072 | =0 -9.2942
CCC[C@@H](0)CC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@

3073 | H3[C@@H]10 -10.9021
C[C@H](0)CCCC=CC1=C(CO)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3

3074 | [C@@H]10 -10.9104
CC/C(C)=C1/NC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=C(0)C=CC=C1C2

3075 | =0 -9.3028
CCI[C@H](C)[C@]1(OC)NC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=C

3076 | C=C1C2=0 -9.2483

3077 | CCCI[C@]1(0)CCC2=C(CCCC2=0)01 -9.9966
Cl[C@@H]1CC[C@H]2C[C@H]3[C@]4(C)CC[C@@H]4[C@@](C)O)CC[C@@]

3078 | 13C2(C)C -10.1774

3079 | O=CIN[C@@H]2CC3=C(C(=0)C4=C(0)C=CC=C403)[C@@]1(0)[C@@H]20 -10.5891

3080 | COC1=CC(=0)[C@]2(C)CO[C@H](0)[C@H]12 -10.1080
CC1(C)C=CC2=C(C=CC3=C2NC(=0)[C@@]32C[C@@]34NC(=0)[C@]5(CCCN

3081 | 5C3=0)C[C@@H]4C2(C)C)01 -9.6076

3082 | CC(C)=CCC1=CC(C=0)=CC=C10 -9.2453
C/C=C1\NC(=0)[C@@H](C)NC(=0)CNC(=0)[C@](C)(C(C)=0)NC(=0)[C@H](
CC2=CNC3=CC=CC(OC)=C23)NC(=0)C2=CSC(=N2)[C@@H](C)NC(=0)CN(C)

3083 | C1=0 -9.3364
C/C=C1\NC(=0)[C@@H](CC)NC(=0)CNC(=0)[C@](C)(C(C)=0)NC(=0)[C@H]
(CC2=CNC3=CC=C(0)C(0C)=C23)NC(=0)C2=CSC(=N2)[C@@H](C)NC(=0)C

3084 | N(C)C1=0 -9.6196

3085 | C=C(CCCC(C)(C)0)C1=CC=C(C(=0)0)C=C10 -11.2238

3086 | OCCC1=C([C@@H](C2=CNC3=CC=CC=C23)[C@H](0)CO)NC2=CC=CC=C12 -8.7432

3087 | CC[C@H](C)C(=0)0C1=C2C3=COC(C)=CC3=CC(=0)[C@@]2(C)OCI=0 -9.8961

3088 | CCI[C@H](O)[C@@H](0)C(=0)[C@H]1C2=COC(C)=CC2=CC(=0)[C@@]1(C)0 | -10.6217
COC1=C(0)C2=C(0C3=C(CO)C(0)=CC(C)=C3C(=0)02)C(C)=C1C(=0)C=C(C)

3089 | C -10.9411




3090 | COCI=C[C@@]2(0C(=0)C3=CC(C(C)=0)=CC(OC)=C32)C(=0)C(OC)=C1 -10.2870
3091 | COC(=0)C1=CC(OC)=C(C(=0)C2=C(0)C=C(C)C=C20C)C(0)=C10C -10.9215
COC1=C(0)C2=C(0C3=C(C=0)C(0)=CC(C)=C3C(=0)02)C(C)=C1C(=0)CC(C)
3092 | C -11.0745
3093 | COC1=CC(C)=C2C(=0)C3=C(0C)C=C(0)C=C30C2=Cl -10.7624
3094 | 0=C10[C@@H](CO)C2=C1C=CC(0)=C20 -10.2951
3095 | COC1=CC(C)=CC2=C1C=C(CO)OC2 -9.9795
3096 | CO[C@@H]10CC2=CC[C@H]3C(C)(C)[C@@H](0)CC[C@]3(C)[C@H]21 -10.7525
3097 | C/C=C/CCCCC1=C(C)C(=0)N2C(=0)CC[C@H]2N1 -10.2112
COC1=C(0)C2=C(0C3=C(C=0)C(0)=C(C1)C(C)=C3C(=0)02)C(C)=C1C(=0)CC
3098 | (O)C -10.8370
3099 | CCCCCCCC(=0)C1=C(0)C=C(0)C=C1CC(=0)0 -10.7994
3100 | CC1=C(C=0)[C@@H]2C(CO)C@@]1(C)CC[C@@H]2C(C)C -10.6780
3101 | CCC/C=C\C=C/CCC1=CC(0)=C([C@H]2CCC(=0)N2)C(0)=C1 -10.3129
3102 | C/C=C/C1=CC(=0)C2=C(C[C@@H](0)C[C@H]20)01 -10.2507
3103 | COC1=CC=CC2=C1[C@@H](0)C[C@@H](C)02 -10.2518
3104 | C=C(C#CC1=C[C@H](0)[C@H](0C)[C@@H](O)[C@H]10)CCC(O)C(=C)C -10.6971
3105 | CC1=CC(0)=CC2=C1C1=C(C(=0)02)C2=C(C(=0)01)C1=CC=CC=CIN2 9.4713
3106 | C=C(C#CCI1=C[C@H](0)[C@H](OC)[C@@H](0)[C@H]10)CCCC(C)CO -10.6814
3107 | CCC/C=C\C=C/CCC1=CC(0)=CC(0)=C1[C@@H]1CCC(=0)N1 -10.1562
CC1=C(C)[C@]23C[C@@]45COCC4=C(C)[C@](0)(O[C@@]2(05)C1=0)[C@Q@
3108 | H]30 -11.0678
3109 | COC(=0)C1=CC(0C)=CC2=C1C(=0)C1=C(0)C=C(C(=0)0)C=C102 -11.1016
3110 | COC(=0)C1=C(CCO)C(OC)=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -11.1002
3111 | CCOC(=0)C1=C(0)C=C(C)C=C10C1=C(0)C=C(OC)C=C1C(=0)0C -10.8660
3112 | CCC(C)C(0)C(C)/C=C/CC[C@@H](0)C[C@@H](0)C(C)C(=0)0 -10.7109
3113 | CC1=CNC(C(=0)0[C@H](C)CCCCCC(=0)0)=C1 -10.0395
3114 | C[C@H](CCCCCC(=0)0)OC(=0)C1=CC=CNI1 -9.5136
CC[C@@H](C)/C=C/C1=CC2=C(C=N1)[C@H](C(C)=0)[C@H]1C(=0)O[C@H](
3115 | O[C@@H](C)[C@]13NC(=0)C203 -10.7363
3116 | CCCCCCI=C(COC(C)=0)C(OC)=CC(=0)01 -10.3230
3117 | CC(=0)CCC[C@H]10C(=0)C2=C(0)C=CC=C2[C@@H]10 -10.1492




3118 | CCI=C(0)C2=C3C(=C10)C(=0)0C[C@@H]3[C@@](0)(CO)OC2 -10.6807
3119 | CCC[C@@H](0)[C@H](0)CI1=C(C)C(OC)=CC(=0)01 -10.9576
3120 | CCCCC(=0)CI=C(C)C(OC)=CC(=0)01 -10.4838
3121 | COC(=0)CI=C(0)C=C(OC)C=C1C1=CC(0)=C(0)C=C1C -10.5506
3122 | CCCCCCCCCCCCCCCCCCCCCCCCCCI=C(C)C(=0)C=C(0OC)C1=0 -9.9239
3123 | C/C=C/C[C@H](0)C1=CC=CC(OC)=C1CO -10.0215
3124 | CCN1C(=0)[C@H](CC2=CC=CC=C2)NC(=0)[C@@H]1CCC(=0)0 -9.8218
3125 | CC(O)C[C@@H]INC(=0)[C@H](CC(C)C)NCI=0 -9.6311
3126 | CCC[C@@H]10CC2=C(COC2=0)[C@]1(C)O -10.2634
3127 | COCCI=C(C(C)=0)COC1=0 -9.6927
3128 | COC1=CC(0OC)=C2C(=0)0[C@](C)(OC)C2=C1C -10.6750
C/C(=C\[C@@H](C)CCO)[C@@H]10[C@@]1(C)C1=CC2=CC(=0)[C@@](C)(O
3129 | )H[C@H](0)C2=CO1 -10.3477
3130 | C[C@@H]1CCC2=C(COC2=0)C2=CC(C)(C)C[C@@H]21 -10.0433
3131 | COC(=0)CCCCC1=C(C(=0)0C)C(OC)=CC(=0)01 -10.6734
CC[C@H](C)/C=C(\CO)[C@@H]10[C@@]1(C)C1=CC2=CC(=0)[C@@](C)(O)[
3132 | C@H](0)C2=CO1 -10.2917
3133 | COC1=CC(0OC)=C2C(=0)0C(CO)=C(CO)C2=C1C -10.9404
3134 | CCC[C@@H]10C/C(=C2/C[C@H](0)[C@@](C)(CC)C2=0)[C@@H]1C -11.1150
3135 | CCC[C@@H]10[C@@]1(C)C1=C(COC)C(=0)0OC1 -9.9691
CC[C@H](C)/C=C(\C)[C@@H]10[C@@]1(C)C1=CC2=CC(=0)[C@@](C)(O)[C
3136 | @H](0)C2=CO1 -10.4444
3137 | COC1=CC(0C)=C2C(=0)0[C@@](CO)[C@@H](C)0)C2=C1C -10.9213
3138 | COC1=CC(0)=C2C(=0)0C(C)=C(CO)C2=CIC -10.9680
3139 | CCCCOC(=0)CC1=COC=CC1=0 9.6192
CC[C@H](O)[C@@H](0)[C@@H](C)C(=0)0[C@@]1(C)C(=0)C=C2C=C([C@
3140 | @H]3C(=0)C=CC[C@H]3C)0C=C2C1=0 -9.7837
3141 | CCC[C@@H]10C/C(=C2/C[C@H](0)[C@@](C)(CC)C2=0)[C@H]1C -11.1168
3142 | COC1=C(C2=CC=C(0)C=C2)C(=0)[C@@](0)(C2=CC=CC=C2)C1=0 -9.1159
3143 | COCI1=C(C2=CC=CC=C2)C(=0)[C@](0)(C2=CC=CC=C2)[C@H]10 -8.9703
3144 | COC1=C(C2=CC=CC=C2)C(=0)[C@](0)(C2=CC=CC=C2)[C@@H]10 -8.9703
3145 | CCCCCC1=CC=CC(O[C@H]20[C@H](CO)C(0)C20)=C1CO -10.8544
3146 | CCCCCCCI=C(CC(=0)0C)C(=0)0C1=0 -10.2398




3147 | COC1=C(C2=CC=CC=C2)C(=0)[C@@](0)(C2=CC=CC=C2)[C@H]10 -8.9703
3148 | CCCCCCI=C(CO)[C@@H](O)C@H](0)[C@@H](O)C@@H]10 -10.3837
CC(=0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(0)CO[C@H
3149 | ]3Cl -10.8578
3150 | 0=C(0)C1=C(CO)NC2=CC=CC=C2C1=0 -9.1655
3151 | CN1C2=C(C(=0)N(CCCO)C2=0)C(=0)C2=CC=CC=C21 -9.7067
3152 | CC(=0)C[C@@H]1CC(=0)C2=C(0)C=C(0)C=C2[C@H]10 -10.8376
3153 | CCCCCC[C@@H]10[C@@H](C2=C[C@@H](0)CCC2=0)C[C@@H]10 -10.7972
3154 | C/C=C\C(=C\C=C\[C@H](0)[C@@H](C)0)CO -10.1863
3155 | C=C1CO[C@@]2(0)CC3=CC(=0)C(0)=C(C)[C@@]3(C)C[C@@]120 -10.5451
3156 | CCC[C@@](O)(/C=C/C=C/C(C)=0)CO -10.1747
3157 | CCC[C@@](0)(/C=C/C=C/[C@@H](C)0)CO -10.2605
3158 | C=C(CO)[C@@]1(0)C[C@]2(C)C(=CC1=0)[C@@H](0)CC[C@H]2C -11.0195
3159 | C=C1CO[C@@]2(0)C=C3C(=0)CC[C@H](C)[C@@]3(C)C[C@@]120 -10.7999
3160 | C/C=C\C(=C\C=C\[C@@H](0)[C@@H](C)0)C(=0)O -10.3914
3161 | CC(C)NOC@@H](0)COCI=CC=C(CC(=0)0)C=C1 -10.4877
3162 | C=C(CO)C@H]1C[C@]2(C)C(=C[C@H]10)CCC[C@H]2C -10.6956
3163 | C=C1CO[C@@]2(0)CC3=CC(=0)C[C@H](C)[C@@]3(C)C[C@@]120 -10.7507
3164 | C=C(C(=0)0C)[C@@H]1C[C@@]2(C)C(=CC1=0)C[C@H](0)C[C@@H]2C -10.6629
3165 | C=C1CO[C@@]2(0)CC3=CC[C@H](0)[C@H](C)[C@@]3(C)C[C@@]120 -11.0440
3166 | C[C@H]1C[C@@H]2C3=C(CC(0)CC3=0)0C3=C2C(=CC=C3)01 -10.6190
3167 | CCCCCCC[C@@H](0)CC(=0)0C1=C(C)C(0)=C(0)C(C=0)=C1C -10.8173
3168 | CCOC(=0)C1=C(C)C=C2C(=0)C3=CC(0)=CC(0)=C3C(=0)C2=C10 -10.3527
3169 | CCOC(=0)C1=C(C)C=C2C(=0)C3=CC(OC)=CC(0)=C3C(=0)C2=C10 -10.4897
3170 | CC(C)=CCC1=C(0)C=C(0)C2=C1C(=0)C1=C(0)C=C(C)C(CH)=C10C2 -10.0071
COC(=0)[C@@]12C(=0)[C@)(C)(O)C=0)[C@] 1 (O)C(C)=C[C@H]1[C@]3(C=0
3171 | )CC[C@H](OC(C)=0)C(C)(C)[C@H]3CC[C@@]12C -10.1676
3172 | CCC1=C(C)C(=0)[C@@](C)(0)C(=0)/C1=C\NC1=CC=C(C(=0)0)C=Cl -9.2139
3173 | CC[C@H]1CCC[C@@](0C)(C2=CC(OC)=CC(=0)02)01 -10.4747




3174 | CCC1=C(C)C(=0)[C@@](C)(0)C(=0)/C1=C\NC1=CC=CC=C10 -9.5247
3175 | COCC1=C(0)C=C(0)C(CC=C(C)C)=C1C(=0)C1=C(0)C(CH=C(C)C(C1)=C10C -10.1341
3176 | COC1=C(CHC(C)=C(C1)C2=C1C(=0)C1=C(CC=C(C)C)C(0)=CC(0)=C1CO2 -10.3142
3177 | CC(C)=CCC1=C(0)C=C(0)C2=C1C(=0)C1=C(0)C(CH=C(C)C(C1)=C102 -10.5132
3178 | COC1=CC(=0)OC([C@H](0)CCCO)=C1 -10.5796
3179 | C/C=C\C(=C\C=C\[C@@H](0)[C@@H](C)0)CO -10.1858
3180 | COC1=CC(=0)0C([C@@H](0)CC2=CC=CC=C2)=C1 -9.4241
3181 | 0=C1C=C(CCO)[C@H](0)[C@H]10 -9.6061
CC(C)C1=C2CC[C@@H](C(=0)0)C3=C(C[C@]2(C)CCHC@H](C)[C@H](0)C3
3182 | =0 -10.8518
CON1C=CC2=C(C1=0)[C@@H]1[C@@H](C)C[C@@H](C)C[C@]1(C)[C@@H]
3183 | (0)02 -10.3205
3184 | C[C@H](CC(=0)0)OC(=0)C1=CC=CN]1 -9.5147
3185 | C[C@H](CCCC(=0)0)OC(=0)C1=CC=CNI1 -9.3896
3186 | C[C@H](C1=CC=C(0)C=C1)[C@H](0)C(=0)O -9.7174
3187 | CC1=CC(0)=CC2=C1C(=0)C=C(C[C@@H](0)CC(=0)0)02 -10.5551
3188 | 0=C(0)CCC1=CC(=0)OC1 -9.4385
3189 | CC(C)=CCOC1=CC=C(C(=0)0C[C@@H](0)[C@H](O)[C@H](0)CO)C=C1 -10.6507
3190 | CC1=CC[C@@H][C@H]([C@@](C)(0)CO)CC[C@]2(C)[C@H]LC -10.5762
3191 | 0=C1C=COC(CC2=CC=CC=C2)=C1 -8.5508
3192 | CC(=0)NC1=CNC(C(=0)0[C@H](C)CCCCCC(=0)0)=C1 -9.8345
3193 | CC(=0)NC1=CNC(C(=0)0[C@H](C)CCCC(=0)0)=C1 -9.8733
3194 | CC1=CNC(C(=0)0[C@H](C)C[C@@H](0)CC(=0)0)=Cl1 -10.3617
C=C(C)[C@@H]1COC2=C(C)C=C30C4=CC=C(CC=C(C)C)C(0)=CAC(=0)C3=C
3195 | 2[C@H]10 -9.5992
CC(=C\C(=0)0)/C=C(\C)CC(C)CCCCC[C@@H](C)[C@H]10C(=0)[C@@H]1C
3196 | O -10.7405
3197 | CC[C@H](C)[C@H](NC(C)=0)C1=CC(0C)=CC(=0)01 -10.5138
3198 | CC(=0)0[C@@H]1C[C@H]2C(=0N[C@@H](CC(C)C)C(=0)N2Cl1 -10.3745
3199 | COC1=C(C)C(=0)OC([C@](C)(OC@H](C)0)=C1 -10.6697
C=C1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@H]1CC1=C(0)C(=0)C(CO)=
3200 | CC1=0 -10.9253
3201 | CC(=0)0[C@H]1C[C@@H]2C(=0)N[C@H](CC3=CC=CC=C3)C(=0)N2C1 -9.8980
3202 | COCI=C(C)C(=0)0C([C@@](C)(0)[C@@H](C)0)=C1 -10.6697
3203 | C/C=COO)[C@@H]10C(=0)C(C)C)C@@H](OC)[C@H]1C -10.4552




COC(=0)CC1=C(C)C(0)=C(C)C(0)=C1CC(=0)CC1=C(0)C(C)=C(0)C(C)=C1CC

3204 | (=0)0OC -11.3653
3205 | CC1=CC(0)=C2C(=0)C(=0)C(=0)C3=C2C1=C10[C@@H](C)C(C)(C)C1=C30 -10.5218
3206 | COC1=CC=CC2=C1[C@@H](OC)CC[C@@H]20 -10.1819
3207 | CC1=C(C)C2=C(CO[C@@H](C)[C@H]2C)C(0)=C10 -10.4780
3208 | C[C@H]1CC(=0)0[C@@H]1[C@@]1(CO)CC(=0)C2=C(0)C=CC=C201 -10.3494
3209 | CC[C@@H]1CC[C@@H]([C@H](0)/C=C(C)/C=C/C(=0)0)01 -10.3737
3210 | CC1=CC2=C(CO1)C(=0)C1=CC(0)=C(0)C(C(=0)0)=C102 -10.7300
3211 | CC[C@@H]1CC[C@@H]([C@@H](0)/C=C(C)/C=C/C(=0)0)01 -10.3737
3212 | CC1=CC(0)=CC2=C1C(=0)C=C(C[C@@H](C)0)02 -10.6496
3213 | COC1=CC(=0)0C([C@]23CCI[C@H](C[C@@H](C)02)03)=C1 -10.3071
3214 | CCCCCCIC@@H]10C(=0)C2C(0C)=CC(=0)0C21 -10.3140
C=C1CC[C@@H2[C@](C)(CC(=0)C[C@]2(C)C(=0)0)[C@H]1CC/C(C)=C/C(=
3215 | 0)0 -10.8568
3216 | CCC1=C(OC)C=C2C(=C10)C(=0)C[C@H](0)[C@H]20 -10.7076
3217 | COC1=CC(0)=C2C(=0)C3=C(C[C@](C)(O)C@H](0)[C@H]30)C(=0)C2=C]1 -10.7362
3218 | CC[C@H]1CCC=C(C2=CC(OC)=CC(=0)02)01 -10.0562
3219 | CS[C@@]12CC3=CC=CC(0)=C3IN1C(=0)[C@@]1(CC3=CC=CC=C301)NC2=0 -9.6870
3220 | CCCCOC(=0)C1=C(0)C=C(C)C=C10C1=C(0C)C=C(0)C=C1C(=0)0C -10.7806
3221 | COC1=CC(C)=CC2=C1C(=0)C1=C(C(=0)0)C(0)=CC=C102 -10.9466
3222 | C=C(Q)C#C[C@@]120[C@@H]1[C@Q@H](0)C=CC2=0 -9.4996
COC(=0)C1=CC(0C)=C(0)C2=C1C(=0)C1=C(C[C@H](C)O[C@@H]1O[C@H](
3223 | O)[C@H](C)0)02 -11.0872
3224 | COCI=CC(0)=C2C(=0)0[C@]3(CC(=0)C[C@H](C)03)CC2=C1 -10.8271
C=CC(C)(C)C1=C([C@@H](OC)[C@H]2NC(=0)[C@H]3CCCN3C2=0)C2=CC=
3225 | CC=C2N1 -9.5648
3226 | CC1=C(0)C(=0)C2=C(0)C(0)=C(0)C(C)=C2C2=C1COC2 -10.7661
3227 | COCI=C(0)C(C)=C2C3=C(COC3)C(C)=C(0)C(=0)C2=C10 -10.8421
3228 | COC(=0)C1=CC(0C)=CC2=C1C(=0)C(C)=C(C[C@H](C)0)02 -11.2595
CC[C@H](C)C[C@@H](C)/C=C(\C)[C@@H]10[C@H](C2=C(0)C(C3=CC=CC=
3229 | C3)=CN(C)C2=0)CC[C@H]1C -8.8108
3230 | COCI=CC(=0)[C@](C)(OC@H](O)C@H]LC -10.1169




C=CC(C)(C)C1=C([C@@H](0)[C@@H]2NC(=0)[C@@H]3CCCN3C2=0)C2=C

3231 | C=CC=C2N1 -9.8153

3232 | COC1=CC(=0)[C@@](C)(0)[C@@]1(0)C(C)=0 -9.7386

3233 | O=CIN[C@@H](0)C2=NC3=CC=CC=C3C(=0)N2[C@H]1CC1=CC=C(0)C=C1 -9.2738

3234 | C[C@@]1(CCC(=0)0)0C2=CC=C(C(=0)0)C=C201 -10.1672

3235 | COC(=0)[C@H](0)/C=C/C1=C(0)C=CC(C(C)=0)=C10 -10.6835

3236 | CCOC1=C(C2=CC=C(0)C=C2)[C@](CC2=CC=C(0)C=C2)(C(=0)0C)0C1=0 -9.7298
C=C(O)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@](O)(CO)C[C@

3237 | @HJ30 -10.7550
CC1=C(0)C(0)=C20[C@H]30[C@H](C(=0)C4=C(0)C(0)=C(0)C(C)=C43)C2=

3238 | C1C=0 -10.9506

3239 | CC(=0)C1=CC(0)=CC(OCC2=CC=CC=C2)=Cl -9.0484

3240 | CC(=0)0CC1=CC(=0)C([C@H](C)0)=CO1 -10.2162

3241 | CC(O)(CO)CCC[C@]1(C)OC2=CC=C(C(=0)0)C=C201 “11.1183

3242 | CC(=0)C1=CC(0)=C(CC2=CC=CC=C2)C(OCC2=CC=CC=C2)=Cl -8.7605

3243 | C[C@H]1CC(=0)0[C@@H]1[C@]1(CO)CC(=0)C2=C(0)C=CC=C201 -10.3481

3244 | CC(=0)C1=CC(0)=CC(OCC2=CC=CC=C2)=C1CC1=CC=CC=C] -8.9085
CO[C@H]1[C@H](0)[C@@H](0)[C@H](0OC2=CC=C(C(C)=0)C=C2)0[C@@H]

3245 | 1CO -10.2504
C[C@H]1[C@H](0)CC(=O)[C@]2(O)CC[C@H3[C@@H]4C(C)(O)C[C@@H](O

3246 | )[C@A(C)C[C@]132 -11.3781

3247 | CC1=C(CCCC(=0)0)COC1=0 -9.7206
C=CC(C)(C)[C@@]12C=C(0)C(=0)N3/C(=C/C4=CN([C@@H](CC(=0)0)C(=0)

3248 | N[C@@H](C)C(=0)0)C=N4)C(=ON[C@]3IN(OC)C1=CC=CC=C12 -9.0218
O[C@@H]1[C@@H](0)C2(0C3=CC=CC4=CC=CC(=C34)02)C230C2([C@@H]

3249 | (0)C=C[C@H]30)[C@H]10 -9.5496
C=CC(C)(C)[C@@]12C=C(0)C(=0)N3/C(=C/C4=CN([C@@H](CC(=0)0)C(=0)

3250 | N[C@@H](C)C(=0)OC)C=N4)C(=0)N[C@]3 IN(OC)C1=CC=CC=C12 -9.0722
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)0C)CC(=0)C2=C(C=CC(C3=CC=

3251 | C40[C@]5(C(=0)OC)C(=C(0)C4=C30)C(=0)C[C@H](C)[C@H]50)=C20)01 -10.2830
CCCCC[C@H]1CC2=C(C)C(0)=C(C)C(O[C@@H]30[C@H](CO)[C@@H](O)[C

3252 | @H](0)[C@H]30)=C2CO01 -11.0658

3253 | C/C=C\C(C=0)=C/C=C/[C@H](0)[C@@H](C)O -9.9530
C/C=C(\C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@H]40[C@@H]

3254 | (C(C)(C)0)CCIC@IA(C)C@H]3C2)C1=0 -10.9877

3255 | O=CIN[C@@H](0)C2=NC3=CC=CC=C3C(=0)N2[C@H]1CC1=CC=CC=C]1 -9.3490




3256 | C[C@H]1CC2=C(O1)C(CI=C(0)C(C=C2C(=0)0 -10.0582
3257 | COC[C@]1(0)CCIC@H](C(C)O)[C@@H](/C=C(\CO)C(=0)0)[C@@H]1C(=0)0 | -10.5774
3258 | C/C=C/C1=CC2=CC3=C(C(=0)CCCCCCC)C(=0)0[C@@]3(C)C(=0)C2=CO1 -9.3157
3259 | COC(=0)C1=CC=C(CCCCCCCCCCC2=CC=C(C(=0)0C)N=C2)C=N1 -8.5512
3260 | CC(=0)NC[C@@H]1CS[C@@H]([C@H]2COC(C3=CC=CC=C30)=N2)N1C -10.3805
C[C@@H]1CC[C@H]2C(C)(O)[C@H](O)[C@H](O)C[C@]2(O)[C@@]12CC1=C(
3261 | 0)C=C3CNC(=0)C3=C102 -11.2658
3262 | COC1=CC(0)=C2C(=0)0C3=C(C2=C[C@@H](C)C[C@@H]30 -11.0337
3263 | CCCCCCCCC1=C(0)C=C(0)C=C1CC(=0)O -10.7881
3264 | CC(=0)0C1=C2C[C@H](0)C(=0)C(CC=C(C)C)=C20C(C)(C)C1 -10.2903
CC[C@@H](0)C[C@H](C)C10[C@]1(C)/C=C/C(=0)N[C@H](CO)[C@@H](C)C
3265 | C -11.0393
C=C1CC2=C(Cl)C=C3NC4=C5C3=C2[C@H]2[C@@H]1 C[C@@H]2C(C)(C)O[C
@H]5[C@@H]1CC[C@@]2(0)[C@@]350[C@@H]3[C@@H](O)[C@@H](C(=C
3266 | )O)O[C@H]SCCIC@]2(O)[C@@]41C -9.3299
C[C@@H]1CC(=0)C2=C(01)O[C@]1(C)CC[C@H]3C(C)(C)[C@H](0)CC(=0)[C
3267 | @3(Q)[C@H]1C2 -11.2355
3268 | CC(=0)0[C@@H](CC1=C(C)C=C(0)C=C10C1=CC(C)=CC(0)=C1)C(C)(C)O -10.3210
CC1=C[C@@H](0)[C@H]2C[C@@H](C)[C@H](O)[C@@H](C)[C@@H]2[C@
3269 | H]1/C=C/C=C(\C)C(=0)O -10.5755
3270 | COC1=CC=CC2=CC=C(C3=CC=C4C=CC=C(0C)C4=C30)C(0)=C12 -9.4179
3271 | CC1(C)CC(=0)C2=C(O1)[C@H](0)[C@]1(0)C[C@H](C(C)(C)0)O[C@H]1C2 -10.5951
COC1=CC(0)=C2C(=0)[C@HB[C@H](O)[C@@H](0)[C@@](C)(O)C@H](O)
3272 | C@@H3[C@@H](0)C2=C1 -10.7679
CC1=CC(0)=C(C)C(OC(=0)C2=C(C)C(C)=C(OC(=0)C3=C(C)C=C(0)C(C)=C30
3273 | )C(C)=C20)=C1 -10.1547
3274 | COC(=0)C1=C(C)C=C(0C2=CC(C)=CC(OC)=C20)C=C10 -10.5183
3275 | C=C1CCC(=C)C(=C)C1 -8.6733
3276 | CCC(=0)0C1CCCCCl -8.8548
3277 | 0=C(0)CCC(0)C1=CC=CN=Cl -9.5676
3278 | CC(=0)NCCCCCCCCCCCCC(C)C -9.8676
3279 | CC=CC=CC(=0)0CC -9.5339
3280 | 0=C10CC2=C(0)C=CC=CI12 -10.0366
3281 | CC(=0)N[C@@H]1[C@@H](0)[C@H](O)[C@@H](CO)O[C@H]IN -10.0192




3282 | CCOCI=NC=CS1 -9.2041

3283 | 0=C1CCI[C@@H](C2=CC=CN=C2)N1CO -8.8309

3284 | CC(C)C(=0)OCC1=CC=CC=Cl -9.2476

3285 | COC(=0)C(C)C -9.5496

3286 | CCC1=CC(C)=CC=C10 -8.8301

3287 | CC1=C(C)SC=N1 -9.2658

3288 | CCCC(=0)C(0)CCC -9.7687
CC(O)[C@@H]IN[C@@H]([C@]2(O)C[C@@H]3C(=O)N[C@](C)(02)C2=NC4=

3289 | CC=CC=C4C(=0)N23)N(C2=CC=CC=C2)C1=0 -8.3550
CC(C)=CCC[C@]12C3=CC4=C(C=C3CC[C@@]1(C)[C@H](C)CC[C@@H]20)N

3290 | C1=CC=CC=C14 -9.1443
C/C=C/[C@@H]1C(C)=C[C@@H]2C[C@H](C)CC[C@H]2[C@]1(C)/C(0)=C1\C

3291 | (FON[C@@H]([C@@H](C)0)C1=0 -10.7668
O[C@@H]1[C@@H](0)C2(0C3=CC=CC4=CC=CC(=C34)02)C230C2([C@@H]

3292 | (0)CC[C@H]30)[C@H]10 -10.2170

3293 | CC(=0)0[C@H]1CCC(=0)0[C@H]1[C@H]1C2C=CC=CC(02)[C@H]1C -10.5664
COC1=CC(OC)=C2C(=C1)C(C1=C(OC)C3=C(0)C4=C(0)C=C(C)0C4=CC3=CC]1

3294 | =0)=C(0)C1=C20C(C)=CC1=0 -9.6825
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C )[C@H](0)[C@](C)(O)[C@@H](O)[
C@H]3[C@H]1C2=C(C(=0)C3=CC(0C)=CC(0)=C3C2=0)[C@H](0)[C@](C)(O)

3295 | [C@H]10 -9.6559
CC(C)=CCC1=C([C@H](0)C20C2(C)C)C=CC2=C1C1=C(N2)[C@@]2(C)[C@@

3296 | H(CC[C@@]3(0)C(C)(C)C(=0)CC[C@]23C)C1 -10.3452
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)0C)CC(=0)C2=C(C=CC(C3=CC=

3297 | C(0)C4=C30[C@]3(C(=0)0C)C(=C40)C(=0)C[C@H](C)[C@H]30)=C20)01 -10.2263
0=C1CCC2(0C3=CC=CC4=CC=CC(=C34)02)[C@H2[C@@H]! [C@@H](0)CC

3298 | [C@H]20 -10.2595
COC1=CC=C(C2SS[C@@]34C[C@]5(0)[C@H](0)C=C[C@@H](O)[C@@H]50

3299 | N3C(=0)[C@@H]2NC4=0)C(0)=C10C -10.8768
C/C=C/[C@@H]1C(C)=C[C@@H]2C[C@@H](COC(C)=0)CC[C@H2[C@]1(C)/

3300 | C(0)=Cl/C(=0)N[C@@H]([C@@H](C)0)C1=0 -10.8353
CC(=0)0[C@@H]1[C@H](C)CC(=0)C2=C(0)C3=C(C=CC(C4=CC=C50[C@@]
6(CO)C(=C(0)C5=C40)C(=0)C[C@@H](C)[C@H]60C(C)=0)=C30)0[C@@]21

3301 | CO -9.8191
COC1CC(=0)[C@@]23C(=0)N[C@@H](CC(C)C)[C@@H]2[C@H](C)C(C)=C[C

3302 | @@H]3/C=C(/C)CCC(0)C1=0 -10.9645
CCC(=0)[C@@H](O)[C@H](O)[C@@H](C)C=C(C)C[C@@H](O)[C@H]10C(=

3303 | 0)CC2=C(CC)C(=0)C(C)(C/C(C)=C\C[C@@H](O)[C@H]1C)02 -10.2743




C=C(CC[C@H](C)[C@@H]1CC=C2C3=C([C@H](0)[C@@H](OC(C)=0)[C@]21

3304 | O)[C@]1(C)C[C@H](0)[C@@H](OC(C)=0)C(C)(C)[C@H]1CC3)C(C)C -10.5472

3305 | CCC(C)C(COINC(=0)CC(0)CC(C)=0 -10.5270
CCO[C@@H]1C=C2[C@@H]3[C@H](0)C[C@H]([C@H](C)/C=C/[C@H](C)C(C

3306 | )O[C@@]3(C)CC[C@@H]2[C@@]2(C)CCC(=0)C[C@]120 -10.9365
COC(=0)[C@@]12C(=0)C(C)=C(0)[C@]1(C)C(C)=C[C@H]1[C@]3(CO)CC[C@

3307 | H](OC(C)=0)C(C)(C)[C@H]3CC[C@@]12C -10.5305
0=C1C=CC2(0C3=CC=CC4=CC=CC(=C34)02)[C@H2[C@@H]1[C@@H](O)C

3308 | C[C@H]20 -9.3412
CC1=C(0)C(0)=C(0)C2=C1CO[C@H]2[C@H]10C(0)C2=C(C)C(0)=C(0)C(O)=

3309 | C21 -10.5858
COC(=0)[C@]12C(=0)[C@@](C)O)C(=0)[C@)(CHC[C@H]3C(C)=C4CC(=0)0

3310 | C(C)(C)C4=CC[C@@]31C)[C@]21CO1 -10.6755
COC(C=C[C@H](C)[C@H]1CC[C@]2(C)C[C@@H]3C(C)=CC(=0)[C@H]3/C(C

3311 | =0)=C\C[C@@H]12)C(C)(C)O -10.6503
CC1(C)0C1 [C@@H]10[C@H2[C@@H](O[C@@H]3CCIC@I4(C)[C@I(0)(CC]
C@@H]5CC6=C(NCT=CC=CC=C67)[C@]54C)[C@@]340[C@@H]24)C(C)(C)O

3312 |1 -10.3106

3313 | C=C10C(=0)C2=C(0)C=C(0)C=C2C10 -10.1517

3314 | CC=CC1=C(C=CC(C)0)COC1=0 -9.9272

3315 | C[C@@H]1CC(=0)C2=C(0)C=CC=C201 -9.9440
CC(=0)0C[C@@]1([C@H]20C(=0)C[C@@H]2C)CC(=0)C2=C(0)C=CC(C3=C
C=C40[C@@]5(CO)C(=C(0)C4=C30)C(=0)C[C@@H](C)[C@H]50C(C)=0)=C

3316 | 201 -10.0468

3317 | CC=CC1=CC(=0)C(C(=0)C2=C(OC)C=C(0C)C=C2C(=0)0C)=CO1 -9.8997
CC[C@H](C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@H]40[C@

3318 | @H](C(C)(C)0)CC[C@]4(C)C3C2)C1=0 -11.0162

3319 | COCI=CC2=C(C(=0)CCC20)C(0)=C1C=0 -10.8478

3320 | C[C@H](0O)[C@@H]10C(=0)C2=C(0)C=C(0)C=C21 -10.2371

3321 | CC(=0)CC1=C(C)C(0)=C2C(=C10)C(=0)CCC20 -10.9040

3322 | CC[C@H](O)[C@@H]INC(=0)C(C(C)=0)=C10 -10.0115

3323 | CCCCCCCCL(0)CC2=C(0)C3=C(C(=0)C(=0)C(OC)=C3)C(0)=C2CO1 -10.6322

3324 | COC1=CC(=0)CC(C)(0)[C@]120C1=C(CHC(OC)=CC(OC)=C1C2=0 -10.4228
CC[C@H](O)[C@@H](0)[C@@H](C)C(=O0)O[C@H]1CC(CC(=0)[C@H]2[C@H

3325 | (C)CCCIC@@H]20)=C(C)C(=0)C@@]1(C)O -10.7955

3326 | C[C@@H]1C[C@@H]2CCC[C@H](O)[C@@H]2C(=0)01 -10.1748




C=C(C)[C@H](0)CC1=CC=C(0)C2=C10C1=CC(C)=C30C[C@H](C(=C)C)[C@

3327 | @H](0)C3=C1C2=0 -10.0593

3328 | CCCCCCCCL(0)CC2=C(COC(=0)C1=C(C=C(OC)C(0C)=C10)C2=0 -10.9985
CC1O0C(=0)[C@@H](CNC(=0)[C@@H](CCC(N)=O)NC(=0)[C@@H]([C@H](
C)0)NC(=0)C(CC2=CC=C(0)C=C2)NC(=0)[C@@H](C(C)C)NC(=0)[C@H]INC

3329 | (=0)CC(0)CCCCCCCCCCCCN=C(N)N -10.6221

3330 | O=CINC(0)=C2C=C3C=CC=CC3=NC2=C1C1=CC=C(CO)Ol -9.0284
COC(C=C[C@H](C)[C@H]1 CC[C@]2(O)C[C@H]3[C@@H](C(=0)C[C@@]3(C)

3331 | 0)/C(C=0)=C\C[C@@H]12)C(C)(C)O -11.1382
COC1=CC=C2C3=C([C@H](C=C(C)C)NAC(=0)[C@@H]5CCCN5C(=0)[C@]4(O

3332 | )C3=0)N(CC=C(C)C)C2=C1 -10.2087

3333 | C[C@@H]1CC2=C(C)C(0)=CC(0)=C2C(=0)01 -10.0410

3334 | 0=C1C=CC(=0)C2=C1[C@@H](0)CCC210C2=CC=CC3=CC=CC(=C23)01 -8.9352

3335 | COC1OC(C)C(0)C(=0)C10C(=0)C1=C(C)C=C(0)C=C10 -10.5201
CC[C@H](C)[C@@H](0)[C@@H](C)C(=O)O[C@@]1(C)C(=0)C2=C(C=C(0)C3

3336 | =C2CCC[C@H]3C)C(C)(0)C1=0 -10.4190

3337 | CC[C@H](C)C(=0)C1=C(NCCO)[C@](C)(0)C(=0)C(C)=C10C -10.7224

3338 | C[C@@H](0)C1C=CC(C2CCC(=0)02)01 -9.8255
CC[C@@H](0)[C@H]1C[C@H]20C(=0)C3=C(C=C(OC)C(OC)=C30)[C@H]20

3339 |1 -10.8919

3340 | CCC[C@H]10CC2=C([C@H](0)[C@H]30[C@H]3C2=0)[C@@H]10 -10.4626

3341 | CC[C@H](C)Y/C=C/[C@H]10C=0)C@H])(O)[C@H](O)C@@H]IC -10.6174
CC1=CC(=0)[C@H]2/C(C=0)=C\C[C@H]3[C@@H]([C@@H](C)/C=C\[C@H](O

3342 | )C(C)(C)0)CCIC@]3(C)C[C@H]12 -10.7200
C/C=C1\NC(=0)C(C(=0)[C@]2(C)[C@H](/C=C/C)C(C)=C[C@@H]3C[C@@H](

3343 | COC(C)=0)CC[C@H]32)=C10 -10.5657
C=C1CC2=CC=C3NC4=C5C3=C2[C@H]2[C@@H]1 C[C@@H]2C(C)(C)O[C@H]
5[C@@H]1CC[C@@]2(0)[C@@]350[C@@H]3[C@@H](0)[C@@H](C(=C)C)

3344 | O[C@H]5CC[C@2(C)[C@@]41C -9.6901

3345 | CC1=CC(0)=CC(0)=C1C(=0)0C[C@@H](0)CO -10.6288
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CC[C@]2(0)C3=CC(=0)C4=CC(=0

3346 | )CCIC@I4(C)[C@@]3(0)CC[C@]12C -10.9141
0=C1C[C@H](0)[C@H](0)C2=C[C@H](0)[C@@H](0)C3(0C4=CC=CC5=CC=

3347 | CC(=C45)03)[C@]120 -9.6656

3348 | C[C@@H]1C2C=CC=CC(02)[C@@H]1[C@H](0)[C@@H]1CCC(=0)01 -10.4612




COC1=CC=C(C(=0)0[C@H]2C=COC=C3C[C@]45SSSS[C@](CC6=CC=C(0)C=

3349 | C6)(C(=0)N4[C@@H]32)N(C)C5=0)C=C10 -9.8382
COC(=0)[C@@]12C(=0)C(C)=C(0)[C@]1(C)C(C)=C[C@H]1[C@]3(C)CC[C@H

3350 | J(OC(C)=0)C(C)(CO)[C@H3CCI[C@@]12C -10.6731

3351 | CC(=0)0[C@H]1C=CC(=0)0[C@H]1[C@H]1C2C=CC=CC(02)[C@H]1C -10.2924
CC1=CC(0)=C2C(=0)C3=C(0)C(C4=CC(0)=C5C(=0)C6=CC(C)=CC(0)=C6C(=

3352 | 0)C5=C40)=CC(0)=C3C(=0)C2=Cl1 -9.4989
COC(=0)C1(0)0[C@]2(C(=0)OC)C3=C(0C4=CC(C)=CC(0)=C4C3=0)[C@@H]

3353 | 3C4=C(C[C@H]1[C@Q@H]32)0C1=CC(C)=CC(0)=C1C4=0 -9.7885
CC1=CC(0)=CC(0)=C1C(=0)0[C@H]1[C@@H]2COC(C=CC(=0)0)=CC2=CC(

3354 | =0)[C@]1(C)O -10.1465
C[C@]12CCC(=0)0[C@H]1C1=C[C@H]30C(=0)[C@@]4(C)CCC[C@@](C)([C

3355 | @@H]34)[C@]1(0)[C@H]20 -10.8806
CC[C@H](C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@H4O[C@

3356 | @H](C(C)(C)0)CC[C@]4(O)[C@H]3[C@@H]20)C1=0 -10.7948
C=CC(C)(C)[C@]12C[C@H]3C(=0)NC4=CC=CC=C4C(=0)N3[C@H]IN(C(C)=0

3357 | )C1=CC=CC=C12 -8.2947

3358 | C[C@@H]1C[C@@H]2C=C[C@@H]3COC(=0)[C@]3(C)[C@H]2C[C@H]10 -10.7001
C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(02)C2=
C(C3=NC(=0)C4=CC(0)=C5C[C@]6(0C5=C34)[C@@H](C)CC[C@@H]3C(C)(

3359 | O)[C@@H](0)CC[C@]36C)NC(0)=C2C=C10 -10.2366

3360 | C/C=C/C1=C(C[C@H]20[C@@H]2C)COC1=0 -9.6184
CN1C(=0)[C@@]23C[C@]4(C5=CNC6=CC=CC=C56)C5=CC=CC=C5N[C@@H

3361 | JAN2C(=0)[C@]1(C)SS3 -9.1525
C[C@H]10C(=0)C2=C(0)C=C30[C@@]4(C)[C@@H](0)C[C@H]5C(C)(C)C(=

3362 | 0)C=C[C@]5(C)[C@@H]4CC3=C2[C@H]10 -10.7930

3363 | COCI=C(C)OC=CC1=0 -10.0996
C/C1=C/[C@@H](C)C/C=C\[C@H2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3[

3364 | C@H](CC4=CNC5=CC=CC=C45)NC(=0)[C@]32C2=CC=C(N2)C(=0)C1=0 -8.5849
CC(=0)0C[C@]120C3=C(C4=CC=C(0)C5=C40[C@@]4(COC(C)=0)C(=C50)C
(=0)C[C@@H](C)[C@H]40C(C)=0)C=CC(0)=C3C(0)=C1C(=0)C[C@@H](C)[

3365 | C@H]20C(C)=0 -10.6209
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC(=0)[C@]23CC(=0)C4=CC(=0

3366 | )CCIC@]4(C)[C@H]2CC[C@]13C -10.6824

3367 | CC1=CC(0)=C(C)C(OC(=0)C2=C(C)C=C(0)C=C20)=C1 -10.3210




CCC(C)(O)C=CCl=CC2=C(C)C(=0)[C@@]3(C)O[C@]4(O)[C@H](O)[C@@H](

3368 | C)OC(=0)[C@@HJ4[C@H]3C2=CO1 -10.3677
CC[C@@H]1C(=0)C2(C)C/C(C)=C/C[C@H]([C@H](C)[C@H](O)[C@H](C)CC(

3369 | O)=C[C@H](C)[C@@H](0)[C@H](C)[C@@H](0)CC)OC(=0)CC1(0)02 -10.4643

3370 | COCI=C(0)C(C)=C2C(=0)0CC2=C10 -10.5784

3371 | CC1=CC(0)=CC2=C1C[C@@H]1[C@H](C)CO[C@]1(C)O2 -10.5211

3372 | COCI=CC(0)=CC(C)=C1C=0 -10.2465
C=C1[C@@H](0)C2C=CC[C@H](C)C(=0)[C@](C)(O)[C@@HI30[C@H]3[C@
@H](OC(C)=0)[C@]23C(=0)N[C@@H](CC2=CC=CC=C2)[C@@H]3[C@@H]1

3373 | C -8.9128

3374 | CCCC1=C(CCC(C)=0)COC1=0 -9.7230
CCCCCI[C@H]1CC2=C(Cl)C(O[C@@H]30[C@H](CO)[C@@H](0)[C@H](0)[C

3375 | @H]30)=C(C)C(0)=C2CO1 -10.8412

3376 | CC(=0)OCC1=CC(C(=0)0)=CO1 -10.0084

3377 | CC1(C)CCC[C@]2(C)C3=C(CC[C@@H]12)CC1(0)C(=0)C(CO)=CC(0)=C1C3 -11.1521
CC(=0)0[C@H]1C2=CC3=C(CO)C(=0)CC[C@@]3(C)CCIC@]2(C)[C@@H](C(

3378 | C)C)[C@H]10 -11.0284

3379 | C/C=C(\C)C(=0)0[C@H](/C=C/[C@H](0)[C@@H](C)O)[C@H]1CCC(=0)01 -10.8264
COC1=CC(0)=C2C(=C1)C(=0)[C@@H]1 [C@H](C[C@@H](0)[CR@](C)O)[C

3380 | @@H]10)[C@H]20 -11.0233

3381 | COC1=CC(0)=C2C(=0)C3=CN=C(C)C=C3C(=0)C2=Cl1 -9.9190
CC(=0)N(0)CCC[C@@H]INC(=0)[C@H](CCCN(0)C(=0)/C=C(\C)CCONC 1=

3382 | O -10.8158

3383 | 0=C1CCC2(0C3=CC=CC4=CC=CC(=C34)02)C2=C(C1)C=CC(0)=C12 -9.3233

3384 | 0=C1C=CC2(0C3=CC=CC4=CC=CC(=C34)02)[C@H]([C@H]2CCC(=0)02)C1 -9.6095
0=C1CC[C@@H](0)[C@@H]2C1=C(0)C=CC210C2=CC=CC3=CC=CC(=C23)

3385 | Ol -9.1275
C=C1CC[C@H]2C(C)(C)C(=0)CC[C@]2(C)[C@H]1CC1=C(0)C(=0)C(CO)=CC]1

3386 | =0 -10.7328

3387 | COC1=CC(CO)=CC2=C1C(=0)C1=C(C(=0)0)C(0)=CC=C102 -11.1309

3388 | COCI=C(CHC(C)=C(CI)C(0)=C1C(=0)C1=C(C=0)C(0)=CC(0)=C1CC=C(C)C -10.1647

3389 | CCCOC(=0)[C@]1(CC2=CC=CC=C2)0C(=0)C(0)=C1C1=CC=CC=C]1 -9.4101
0C1=CC=C2C3=C1[C@@H](0)[C@@H]10[C@@H]1 [C@H]3C1=CC=C(0)C3=

3390 | CI[C@HR[C@H]I0[C@H]1[C@@H]30 -9.7475

3391 | COCI=C(C)C(OCC=C(C)C)=CC(C)=C1CO -10.6978




3392 | CC(C)[C@H]1CCC2=C(C(=0)0C)[C@@H]1/C=C(\CO)C(=0)O -10.9439

3393 | COCI=CC(0)=C2C(=0)0C3=C(0)C(0C)=CC(0)=C3C2=C1 -10.8323
COC1=CC(0)=C2C(=0)[C@H]3C[C@@H](0)[C@@](C)(O)[C@H](O)[C@@H]3

3394 | [C@Q@H](0)C2=C1 -11.0660
C[C@@]12CCC[C@]3(C)C(=0)0[C@H]([C@H]40[C@]45COC(=0)C[C@H]15)[

3395 | C@H]23 -10.9256

3396 | C[C@H]1CCC[C@H]20[C@H]2C(=0)C2=C(0)C=C(0)C=C2CC(=0)01 -10.8336
0C1=CC=CC2=C1[C@@H](0)[C@@H]10[C@@H]1C210C2=CC=CC3=CC=C

3397 | C(=C23)01 -9.1015

3398 | COC1=CC(0)=C2C(=0)[C@@]340[C@@]3(CO[C@H]40)[C@H](0)C2=C]1 -10.4919

3399 | C[C@H]1[C@H]2C(=0)0[C@H]2C[C@@]1(C)O -9.7903

3400 | C[C@@H](0)CCCCCC[C@H](0)/C=C/C(=0)0 -10.4410

3401 | CCOC(=0)C1=C(0)C=C(0)C=C1CCCCCCC[C@H](C)O -10.8371
CCOC1=C(C=0)C(=0)OC([C@H2[C@@H]3CCCC[C@@H]3C=C[C@@H]2C)=

3402 | C1 -10.4752
CC[C@@H](O)C[C@H](C)[C@H](O)[C@](C)(O)/C=C/C(=O0)N[C@H](CO)[C@

3403 | @H](C)CC -10.8056

3404 | CC1=CC2=C(CC3=C(0)C=C(C)0C3=0)C(=0)[C@](C)(O)[C@@H](0)C2=CO1 -9.7706

3405 | COC1=CC=CC2=CC=C(C3=CC=C(0)C4=C(OC)C=CC=C34)C(0)=C12 -9.5082
CC[C@@H](0)[C@@H]1 C[C@Q@H]20C(=0)C3=C(C=C(0OC)C(0C)=C30)[C@

3406 | @H]201 -10.9099

3407 | C=C(C)C#CC1=CC=C(0)C2=C1CC(C)(C)02 -9.7743
CC(O)[C@@]12SS[C@]3(C(=0)N1C)[C@@H](0)[C@]1(C4=CNC5=CC=CC=C4

3408 | 5)C4=CC=CC=C4N[C@@H]IN3C2=0 -9.2444

3409 | COCI=C(CO)C(=0)OC([C@H2[C@@H]3CCCC[C@@H]3C=C[C@@H]2C)=C1 | -10.5963

3410 | CCI=CC[C@]2(C)C[C@@H](0)[C@](0)(C(C)C)C2CC1 -10.4004
CC1=C2C[C@]3(C)[C@@H](C)[C@H](0)C[C@@H]40[C@@]43C[C@H]20C]1

3411 | =0 -10.9663

3412 | COC(=0)C1=CC(0C)=C(CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -11.0721

3413 | CCI=C(0)C(C)=C2C[C@H](CCCC(C)0)OC(=0)C2=C10 -10.9722

3414 | O=CINC(=0)[C@H](CC2=CC=CC=C2)N2C1=NC1=CC=CC=C1C2=0 -8.8423

3415 | CCCCIC@]1(C2=CC(OC)=CC(=0)02)C[C@@H](0)C(=0)01 -10.7250

3416 | CC(=0)0CC[C@H]1[C@H]2C=C(COC(C)=0)[C@]1(C)CCCC2(C)C -10.5595




3417 | C[C@H]1C=C[C@H]2CCCC[C@H]2[C@@H]1C1=CC(=0)C=CO1 -9.4378
CC1=CC(0)=C(C)C(OC(=0)C2=C(C)C(C)=C(OC(=0)C3=C(C)C=C(0)C=C30)C(

3418 | C)=C20)=CIC -10.3515

3419 | C/C=C/C=C/C(=0)CC(O)[C@]1(C)OC(=0)C(C)=C10 -10.5249

3420 | COC1=CC(0)=C2C(=0)NC3=C(C2=C)[C@@H](C)CC3=0 -10.4951

3421 | C[C@H]1CC2=C(C=C(0)C=C2C(=0)0)01 -10.2444
COC(=0)[C@@]1(0)C(=0)C2=C(0)C=CC(0)=C2C120C1=CC=CC3=CC=CC(=

3422 | C13)02 93714
COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@H](0)[C@@H](OC(C)=0)C=C3C2=C

3423 | 1 -10.8795

3424 | COC1=CC(0)=C2C(=0)0C3=CC(0)=C(0)C=C3C2=C1 -10.5751
C[C@@]12CCO[C@@H]1C1=CC[C@@H]3[C@](C)(CCC[C@@]3(C)0)[C@H]1

3425 | cC2 -10.7608

3426 | COCC1=CC(C)=CC2=C10C1=CC=C(C)C=C1C2 9.1142
CCC=C[C@H](O)[C@H](0O)C1=C(C)C(=0)[C@]2(01)C(FON[C@@](OC)(C(=0O

3427 | )C1=CC=CC=C)[C@@H]20 -9.5488
CC[C@H](C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C@

3428 | @H](0)C[C@@H](0)CC(=0)0C)[C@H]21 -10.5769
0=C1C[C@H]2C(=C3C4=C2C=CC(0)=C4[C@@H](0)C[C@@H]30)C2=CC=CC

3429 | (0)=C12 -9.7264
COC(=0)0[C@@]12C(=0)N[C@@H](CC3=CC=CC=C3)[C@@H]1[C@H](C)[C

3430 | @@]1(C)O[C@H]1[C@@H]2/C=C/C[C@H](C)C(=0)C(C)(0)CC(OC)OC -9.4604

3431 | C[C@H]1CC2=C(C=CC=C2C(=0)0)01 -9.9855

3432 | C[C@H]1C=C[C@H]2C[C@H](0)CC[C@H]2[C@@H]1C1=CC(=0)CCO1 -10.5567

3433 | CC1=CC(0)=C(C)C(0)=C1C=0 -10.4651
0=C1CC20C3(0)CC[C@@H](O)[C@@H] 1 [C@H]3C210C2=CC=CC3=CC=CC(

3434 | =C23)01 -10.2965

3435 | COCI=C(0)C=CC2=CC=CC(0)=C12 -9.8667

3436 | C/C=C/C1=CC2=CC3=C(C(=0)CCCCC)C(=0)0[C@@]3(C)C(=0)C2=CO1 -9.5886
CCI=C[C@]2(C)C(=C(O)[C@@H]3[C@@H]4C[C@H])(O)C[C@H](C)[C@HJ4[C
@H]40C5=CC=C(C=C5)C[C@@H]5C(=0)NC(=0)[C@H]5C(=0)[C@H2[C@@

3437 | H43)[C@@H]IC -9.2267
CC(C)=C/C=C\[C@H](C)C1CC[C@]2(C)C[C@H]3[C@H](C(=0)C[C@@]3(C)O)/

3438 | C(C=0)=C\C[C@@H]12 -10.9348

3439 | COC(=0)C1=CC=C2C(=0)C3=C(0)C=C(CO)C=C30C2=C10 -10.9374

3440 | C[C@H]1CC[C@@H]2[C@H]1C[C@H](C(C)(0)CO)C[C@@H](O)C@@]2(C)0 |  -10.6004

3441 | CCC(C)/C=C(C)/C=C/C=C/C(=0)N[C@H](CO)[C@](C)(0)C(C)=0 -10.6460




3442 | C=C(CC=CC)C(C)C -8.7922
3443 | CC(C)=CCCC(C)CCOC(=0)C1=CC=CC=CIN -10.1171
3444 | CC=CC1=CC=C(OC(=0)CC2=CC=CC=C2)C(0C)=C1 -9.3072
3445 | CCC=CCC1=C(C)C(=0)CCl -9.2440
3446 | C=CCCC(=0)0 -9.0962
3447 | CCCCC1CCCC(=0)01 -8.6826
CC(=0)0C(C)(C)[C@H]10[C@H2CC[C@@]3(C)[C@@](O)(CC[C@H]4CC5=C
3448 | (NC6=CC=CC=C56)[C@@]43C)C2=CC1=0 -9.9084
CCI[C@H](CC[C@@H](C)C1CCC2C3CCC4=CC(=0)CC[C@]4(C)CICC[CR@]2
3449 | 10)C(C)C -9.9368
3450 | CC(=CC(=0)0)CCO -9.8066
3451 | 0=C1CCC2CCCNI12 -8.9070
CC(=0)0[C@H]1CC[C@@]2(C)C(CC[C@@]3(C)OC4=C(CC23)C(=0)0C(C2=C
3452 | C=CN=(C2)=C4)C1(C)C -9.9776
3453 | 0=C10C(=CC2=CC=C(0)C(0)=C2)C(0)=C1C1=CC=C(0)C=C1 -9.3296
3454 | 0=C(0)CC1=CC=C(0)C(C1)=C1 -9.7470
3455 | CCC1=C(0C)C=C2C(=0)C(0C)=CC(=0)C2=C10 -10.4631
3456 | C=C(C)C#CC1=CC(C(=0)0)=CC=C10 -10.5839
3457 | C=C1C2C(=0)0C[C@H]3[C@@H]2[C@@H](C(C)C)CC[C@@]13C -10.3297
3458 | 0=C(CO)C1=CC=CO1 -9.8089
CC(C)=C/C=C\[C@H](C)[C@H]1CC[C@]2(C)C[C@H]3[C@@H](C(=0)C[C@@
3459 | 13(C)0)/C(C=0)=C\C[C@@H]12 -10.9412
3460 | CC1=CC2=C(C=C10)C(=0)C1=C(0)C=C(0)C=C1C2=0 -10.0392
3461 | CC1=CC(0)=C(C)C(0)=CIC -10.0941
3462 | 0=C1C[C@@H](0)[C@H](0)C2=CC=CC(0)=C12 -10.1752
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C34C=CC5(C[C@Q@H](0)CCIC@]5
3463 | (C)C3CC[C@]12C)004 -10.6167
3464 | CCCCCCC/C=C/[C@H](0)CCCCCCCC(=0)0 -10.4658
3465 | C[C@@H]1CCCCC[C@H](0)[C@H](0)/C=C/C(=0)01 -10.3114
3466 | C[C@H](0)CCC1=CC=C(C(=0)0)N=C1 -9.5424
3467 | 0=C(0)C1=CSC(C2=CC=CC=C20)=N1 -9.9415
3468 | CCCCCC1=C(C=0)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3C1=0 -10.9584
3469 | C[C@H]10C(=0)/C=C\C(=0)/C=C/[C@H]20[C@@H]12 -9.4969
3470 | CC(C)=CCC1=C(0)C=C20C(=0)C3=C(C)C=C(0)C(C=0)=C30C2=C1C -10.0645
CC(=0)0CC10[C@@H](0C2=CC=C(C(=0)/C=C/C3=CC=C(0)C(0)=C3)C(0)=C
3471 | 20)C(0)[C@@H](0)[C@@H]10 -10.3680
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C1)[C@@H](0)[C@](C)(O)[C@H](0)C
3472 |3 -10.7516




CC(=0)0C(C)(C)[C@H]1C[C@H]2CC[C@@]3(C)[C@@H](CC[C@H]4CC5=C(

3473 | NC6=CC=CC=C56)[C@@]43C)C2=CC1=0 -9.9714
C=C(C)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@H](OC)C[C@

3474 | @HJ30 -10.8323

3475 | CC1=CC(0)=CC(OC2=CC(C)=C(C(N)=0)C(0)=C2)=C1 -10.8083

3476 | COC1=CC2=C(C(=0)C[C@H](O)[C@H]20)C(0)=C1CCO -10.8477

3477 | C[C@H]IC[C@@H](0)C[C@H](C[C@H]2CC3=CC(0)=CC(0)=C3C(=0)02)01 -10.8510

3478 | CC(C)(C)C1=CC(0)=CC=C10 -9.5701

3479 | COC(=0)C=CC1=C(CO)C(OC)=C(CO)C(=0)01 -10.3785
CC(C)=CCC1=CC(C=C20C(=0)C(C3=CC4=C(C=C30)0C(C)(C)CC4)=C20)=CC

3480 | =C10 -9.2669

3481 | CC1=C(0)C(C)=C2C(=C10)C(=0)OC(C)(0)C2C -10.5496

3482 | CCC1=C(0C)C=C2C(=C10)C(=0)CC[C@H]20 -10.8026

3483 | C/C=C(\C)C(=0)0[C@H]1C=CC(=0)0[C@H]1/C=C\C(=0)C(C)O -10.4738

3484 | CC1=CC=C(0)C2=C1[C@H](0)[C@@H](C)0C2=0 -10.3607
C=C(C)[C@H]1COC2=C(C)C=C30C4=C(CC=C(C)C)C=CC(0)=CAC(=0)C3=C2[

3485 | C@@H]10 -9.6674
COC1=CC(0)=C2C(=0)C3=C(C4=C(OC)C=C5C(=0)C6=C(C(=0)C5=C40)[C@H

3486 | 1(0)[C@@H](0)[C@@](C)(0)[C@@H]60)C(0)=C(C)C=C3C(=0)C2=Cl1 -9.5576

3487 | CC(=0)CC1=C(C)C=C2C(=0)C=CC(=0)C2=C10 -10.6182
COC1=CC(C2=CC3=C(C[C@]4(0)[C@@]5(C)C(=0)C=CC(C)(C)[C@]5(0)CC[C

3488 | @@]4(C)03)C(=0)02)=CC(OC)=C10 -10.2508

3489 | COC1=CC(0)=C2C(=0)0C(C[C@H](C)0)=CC2=C1 -10.9149
CC(=0)0[C@@H]1[C@@H]2C3=CC=CC4=C3C(=CN4)C[C@H]2N(C)C[C@H]1

3490 | C -9.2599

3491 | COC1=CC(=0)C2=CC(C)=C(CC(C)=0)C(0)=C2C1=0 -10.6560

3492 | COC1=C(0)C(=0)C(C)=C(0)C1=0 -10.0208

3493 | CC1=C(0)[C@H](0)[C@@H](0)[C@H](0)C1=0 -9.8591

3494 | 0=C1C=C(CO)C(=0)[C@@H]20[C@H]12 -9.5399

3495 | C[C@H]1C=C[C@H]2CCCC[C@H]2[C@@H]1C1=CC(NCCO)=C(C=0)C(=0)01 |  -9.9804

3496 | CCCCCCCCCCCCCCCCCC(=0)C(0)C(0)CO -10.6407

3497 | COCI=CC(C=C20C(=0)C(C3=CC=C(0)C=C3)=C20)=CC(0C)=C10 -9.8315
CS[C@@]1(CO)C(=0)N(C)[C@@](CC2=CN([C@]34C[C@]5(SC)C(=0)N(C)[C
@@](CO)(SC)C(=0)N5[C@H]3NC3=CC=CC=C34)C3=CC=CC=C23)(SC)C(=0)

3498 | NIC -9.1438

3499 | CC(=0)NC(C)=0 -8.9371
C=C(C)[C@H]1COC2=C(C)C=C30C4=C([C@H](OC)[C@@H]50C5(C)C)C=CC(

3500 | 0)=C4C(=0)C3=C2[C@@H]10 -10.0420




CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(CO[C@](0)(CCC(=0)0)C2)C(

3501 | =0)[C@]1(C)O -10.9723

3502 | CC1=C(0)C=C(0)C2=C1[C@H](C)[C@](0)(CO)OC2=0 -10.5902
C[C@H]1C=C[C@H]2CCCC[C@H]2[C@@H]1C(=0)C1=C(0)C(C2(0)CCC(0)C

3503 | 30C32)=CN(0)C1=0 -10.6149

3504 | 0=C1C(0)=C(0)C(=0)C(0)=C10 -9.4646

3505 | COC1=CC(=0)C2=C(C=C3C[C@](C)(0)[C@H](0)CC3=C20)C1=0 -10.6834
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC2C3CC=CAC[C@@H](O)CC[C

3506 | @]4(C)C3CCIC@@]21C -9.8397
C=CI[C@]2(C)C(=0)[C@]3(0)[C@@H](C)OC(=0)[C@]13[C@@]1(C)CC[C@@

3507 | 3(C=CC(=0)0C3(C)C)C(C)=C1[C@@H]20C(C)=0 -9.9040
COC1=C(0)C2=C3C(=C4C(0C)=CC(=0)C5=C4C4=C(C(OC)=C50)C(C(C)0)C(C

3508 | (C)=0)C1=C43)C(0OC)=CC2=0 -10.8881

3509 | CC=CCCCCCCCCCC -8.4588

3510 | CCCCCC=CC=CCCCCCCCCC(=0)0C -10.2967

3511 | CC(C)CC1C=CCCCl -8.4677

3512 | OC1=CC=C(0)C2=C1C=C[C@@H](0)C210C2=CC=CC3=CC=CC(=C23)01 -9.2270
CCCCCCCCC1CC(=0N[C@@H](CC(N)=0)C(=0)N[C@H](CC2=CC=C(0)C=C
2)C(=0)N[C@H](CC(N)=0)C(=0)N2CCC[C@H]2C(=0)N[C@@H](CCC(=0)0)

3513 | C(=0)N[C@H](CO)C(=0)N[C@@H]([C@@H](C)O)C(=0)N1 -10.6445

3514 | COC1=CC(0)=C2C(=0)C(C)=C(CC(C)=0)C(=0)C2=C1 -10.9448

3515 | COC1=CC(0)=C2C(=0)C(CO)=C(C)0C2=C]1 -10.9379

3516 | CC(=0)NS(=0)(=0)C1=CC=C(N)C=Cl 9.4162
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC2C3=C[C@H](0)[C@@]4(0)C

3517 | [C@@H](0)CC[C@]4(C)CICCIC@@]21C -10.6868

3518 | COC1=CC(=0)C2=C(0)C(C)=C3C=C(C)0C3=C2C1=0 -10.6671

3519 | COCI=CC(=0)C2=C(0)C3=C(C[C@](C)(0)CC3)C(0)=C2C1=0 -10.6606

3520 | NN1CCCCI -8.5605
COC(=0)C1=CC(0C)=C(OC)C(OC)=CINC(=0)C1=CC=CC=CINC(=0)C1=CC=

3521 | CN=CI -8.5161
CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]23C(

3522 | =0)CCC(=0)[C@H](0)CC1 -10.9378
C=C1CC2=CC=C3NC4=C(C[C@@H]5CC[C@@]6(0)CT=C[C@@H](0)[C@@H]
(C(=C)C)O[C@H]7CCIC@]6(C)[C@@]45C)C3=C2[C@H]2[C@@H] 1 C[C@@H]

3523 | 2C(C)(C)0 -9.2976

3524 | CCCCCCCCCCC(0)CC(=0)0CC -10.4922

3525 | COC1=CC(C=C20C(=0)C(C3=CC=C(0)C=C3)=C20)=CC=C10 -9.6542
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(CO[C@@](O)(CCCO)C2)C(=

3526 | 0)[C@]1(C)O -11.1755




3527 | C[C@H](O)[C@@H]1C(=0)OC[C@H]1C -9.7109
COC1=CC(0)=C(C(=0)0)C(C2=C(C)C=C(0)C(0)=C2C2=C(0)C(0)=CC(C)=C2C
3528 | 2=CC(OC)=CC(0)=C2C(=0)0)=C1 -10.0959
CCO[C@H]1C[C@H](0)C2=C3C4=CC=CC(0)=C4C(=0)C[C@@H]3C3=C2C1=
3529 | C(0)C=C3 -9.9530
3530 | 0=C1C[C@@H](0)C2(0C3=CC=CC4=CC=CC(=C34)02)C2=C(0)C=CC(0)=C12 |  -9.1204
CC(=0)0[C@@H]1 C[C@H]20[C@@H]3C=C(CO)CC[C@]3(C)[C@]1(C)[C@]2
3531 | 1COl -11.2878
3532 | CO[C@H]1/C=C\CCC[C@H](C)OC(=0)/C=C/[C@@H](0)/C=C\1 -10.3517
3533 | CC1=C2C(=CO[C@H](C)[C@H]2C)C(=0)C(C(=0)0)=C10 -10.5525
3534 | C[C@H]1CCC/C=C/C(=0)C2=C(0)C(CH=C(0)C(CH=C2CC(=0)01 -10.5684
3535 | COC1=CC(0)=C2C(=0)C[C@@H](CC(C)=0)[C@H](0)C2=C1 -11.0185
3536 | COC1=CC=C(0)C2=C1[C@@H](0)CCC2=0 -10.6138
3537 | COC1=CC(=0)C=C(C)[C@]120C1=C(C)C(OC)=CC(OC)=C1C2=0 -10.3195
3538 | CC(=0)0OCCCCC/C=C(/C(=0)0)[C@H](C)C(=0)O -10.1679
3539 | C[C@@H]1C2=C(C[C@H](C)[C@H]10)C(=0)C[C@H](C)02 -10.3116
3540 | CC1=CC(0)=CC2=C1C(=0)C1=C(0)C=CC=C102 -10.4797
3541 | C=C1C=C(COC(C)=0)0C=C10 -9.4372
3542 | C[C@@H]1CC(=0)C2=C(0 H[C@H](C)[C@H](0)[C@Q@H](C)C2 -10.3015
3543 | CC[C@@H]10C2=C(C=C(C)C(0)=C2C)C1=0 -10.7672
3544 | C=C10[C@H](C)C(0)C2=C(0)C=CC(0)=C12 -10.4554
3545 | COC1=CC2=C(C(0)=C1CI)C(=0)C1=C(C)C=C(0)C=C102 -11.0332
3546 | CC1=CCC2(CCHC@H](C)[C@H](0)C[C@H]2C(C)(C)O -10.5212
3547 | C/C=COO)[C@@H](0)[C@@H](C)C1=CC(OC)=C(C)C(=0)01 -10.9934
3548 | C=C10C(=0)C2=C(C=C3C=C(0)C=C(0)C3=C20)[C@H]10 -10.5546
3549 | CCI=CC[C@@H]2[C@H](C(C)(C)0)CC[C@@]2(C)C[C@H]10 -10.2155
3550 | CC(0)C/C=C/C=C/C(=0)OC[C@@H](0)[C@@H](0)CO -10.1779
C/C(=C\C[C@]1(0)C(=0)C2=C(0)C=C(C)C3=C(0)C(C)=C(0)C(=C23)C1=0)CC/
3551 | C=C(\C)CCC(0)[C@@]1(C)CC[C@@H](C(C)(C)0)O1 -10.6225
3552 | COC(=0)CC/C=C/C[C@H](0)C[C@@H](C)O -10.3045
3553 | CCC[C@@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.5553
3554 | C[C@@H](0)C[C@@H](0)C/C=C/CCC(=0)O[C@H](C)[C@@H](C)O -10.6897




3555 | COC1=C(CHC(=0)NC(CC(C)(C)0)=CC1=0 -10.1812
3556 | COC1=CC(0)=C2C(=0)0C(C)=CC2=C10C -10.7335
3557 | CC(=0)C[C@H](0)CC1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.7174
3558 | CCCCCCCCCCCCCCCCCCI -9.0243
3559 | 0=CI1C[C@H](0)[C@H](0)C2=CC(0)=CC(0)=C12 -10.2193
3560 | C[C@H]1CCC(=0)C2CC(=0)C3=C(C=C(0)C=C302)CC(=0)01 -10.6417
3561 | CC[C@H](0)C[C@H](0)C1=CC(0C)=CC(=0)01 -10.4388
3562 | CC1(C)CC(=0)C2=C(01)[C@H]10[C@H]1[C@H](0)[C@H]20 -10.3942
3563 | C=CC(C)(C)C1=CNC2=CC=C(CC=C(C)C)C=C12 -8.5145
3564 | CCCCOCCOC(C)=0 -9.2593
3565 | CC1=CC=C(C)C2=C1CCC(C)C2 -9.0352
3566 | CCCCC(CO)C(C)C -8.6518
3567 | C=C1C(C)=C(C)C(C)=C1C -9.0754
3568 | CI#CCCC=CCCl -8.0187
3569 | CCCCC(CCCC)C(C)CC -8.8171
3570 | CCCCC=CCCCCCCC -8.4209
3571 | 0=C(0)CCCCCCCCCCS -9.4234
3572 | COC10C2COCIC(0)C20 -9.8271
3573 | CON=C1CCC(C)CCl -9.1201
3574 | CCCCCCCC(C)CC(C)CCCCCC -9.1409
3575 | COC(=0)C(C)CC(C)CO -10.1390
3576 | CCCCCCCCCCCCCC(C)CCCC -8.8843
3577 | C[Si](C)(C)OC(=0)C(=0)C1=CC=CC=C]1 -9.2011
3578 | CCC(C)C1=COCCI -9.0077
3579 | C1CCC2CCC2CCl -8.3378
3580 | CCCCCCCCCCI -8.3072
3581 | CHCCCCCCCHC -8.1348
3582 | CCOC(=0)C(C#N)C1=CC(=0)CC1 -10.0876
3583 | COCICC(=0)C=CC1(0C)OC -9.7584
3584 | C=C(C)CC(C)CC(C)CCC -8.9284
3585 | CCC12C(=0)CCCC1CCCC2=0 -10.1262
3586 | CC=C1C=CC2=CC=CC=C12 -8.6749
3587 | CCI=CC(=0)C(C)(C)C2(C)C(C)C12C -10.2885
3588 | CCCCCCCCOS(=0)0C(C)CCC -10.5724
3589 | CC1=C(C)C(=0)CCl -9.0483
3590 | CCNC1=NC(N)=NC(CI)=N1 -8.7500
3591 | CCOCCC(OCC)OCC -9.1279
3592 | CCOC(=0)CCCC(C)=0 -9.6785
3593 | CCC(C)C(=0)C(C)C -9.0689
3594 | CCC(C)C(=0)C(C)CC -9.0992
3595 | C[Si](C)(C)O[Si](0)(0)O -10.2043




3596 | NCCNCCNCCNCCN -9.5636
3597 | CCCCCCCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCCCCCCCCCCC -10.1804
3598 | CC=CC(O)C -8.1334
3599 | CCISCCNIN=0 -9.4393
3600 | CC1=CC=C(C)C=CIC -8.8083
3601 | CPC -8.2261
3602 | NC(=0)C=CC1=CC=C(CC=CI -8.6194
3603 | CCCCCCCC=C(CBr)CCCCCC -9.5341
3604 | COC(=0)CC1=CC=CC=C10C -9.7643
3605 | CC(=0)0C1CC2CCCIC2 -9.4225
3606 | CC(O)C(C)(C)O -9.7925
3607 | CCCC(CC(C)0)C(=0)0 -10.2873
3608 | OC1=CC=C(S)C=Cl -8.4683
3609 | OCCI(CO)CCCCCI -9.3490
3610 | C=C(C)CCC=CC -8.1725
3611 | 0=CC(0)C(0)C(O)C(O)C(0)C(0)CO -9.5198
3612 | 0=C(0)C12CCC(CC1)CC2 -9.9628
3613 | CCC(CNC=0 -8.7170
3614 | CC(=0)OCC1C(OC(C)=0)C(OC(C)=0)C(N2C=NC3=C(N)N=CN=C32)NIC(C)=0 | -9.6894
3615 | CC(C)C(C)CCC(C)C(C)C -9.0958
3616 | C=CCC(N)=0 -8.9582
3617 | CCCC(CC)CCC(C)C -8.7083
BrCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCC
3618 | CCCCBr -9.0242
3619 | O=[N+]([0-])CC(0)C(0)C(0)C(O)C(0)CO -9.3087
3620 | 0=C1CCC(CCCO)NI1 -9.2586
CCC(=0)NC(CC1=CC=CC=C1)C(=0)NC(C(=0)NC(CC(C)C)C(=0)NC(C)C(=0)
3621 | 00)C(C)C -10.7373
3622 | CC1=CCC(C(=0)0)C(C)CI -9.8714
3623 | CC=C=CCCCCC -8.2658
3624 | CC(=0)C1SCC(0)CI0 -10.2013
3625 | C=CC1(0)CC2CCIC2 -9.6089
3626 | C1CC2C3CC40C2C(C1C403 -9.3342
CISILO)O[SI(CHO)O[SI(CYHO)O[SICHCO)O[SI(CHCO)O[SI(CHCO)O[SIJ(CH(C)O
3627 | [Si](C)(C)O[Si|(C)(C)O[Si|(C)(C)O1 -8.9654
3628 | CCCCCCC(C)CC(C)C -8.7169
3629 | C[Si](C)(C)OCCCCCCN -10.1060
3630 | CCCCCC(C)CC(C)C(C)C -8.8755
3631 | C[Si](C)(C)OCCCCCN -10.2462
3632 | CCCCCCC(C)CC=C(C)C -8.8511
3633 | CCC1CCC(C)01 -8.7640
3634 | C=C(C)C(CHCC)=CC -8.6398




3635 | CCC(=0)OCCIN+](=0)[O-] -9.4458

3636 | CCCCISi(C)(C)OCCC -9.7240

3637 | CC#CC1=CCCCCI -8.3561

3638 | CCCCCCC12CC3CC(CC(C3)CHC2 -8.8411

3639 | C[Si](C)(C)C1=CC([Si](C)(C)C)=CC(=0)C=C1 -10.2137

3640 | CCC1COC(C2=CC=CC=C20)=N1 -10.1694

3641 | CC12CC3CC(C)(C1)CC(IN+](=0)[0-])(C3)C2 -10.4518

3642 | CCOC(=0)C(=C=C(C)C1=CC=CC=C1)CC -9.3889

3643 | CCCCCCCO[Si]1(CC)CCCCCl -9.7241

3644 | CCCCCCCCC/C=C/C=C/C(=0)[C@]1(0)C(=0)N[C@@H](CO)[C@@H]10 -10.7546
0=C1C[C@H](0)[C@H](0)C230[C@]12C1(0C2=CC=CC4=CC=CC(=C24)01)[

3645 | C@@H]10[C@@H]1[C@@H]30 -10.1630
C/C=C/C1=CC2=C(CO1)C(=0)[C@]1(C)OC(=0)[C@H](C(=0)CCCCCCC)[C@H

3646 | ]1C2 -10.2544
COC1=CC(OC)=C2C(0)=C3C(=0)C=C(C)OC3=C(C3=CC(C4=C(CC5=CC=C(O)

3647 | C=C5)C(0)0C4=0)=CC=C30)C2=C1 -9.7556
CC(C)[C@@H]INC(=0)[C@@H](C(C)C)NC(=0)[C@@H](NC(=0)CC(O)CCCC
CCCCCCCCN=C(N)N)[C@@H](C)OC(=0)[C@@H](C)NC(=0)[C@@H](CCC(N

3648 | )=OINC(=0)[C@@H]([C@@H](C)O)NC1=0 -10.6613

3649 | CC1=C2C(=CO[C@H](C)[C@H]2C)C(=0)C=C10 -10.1665
COC1=C(C)C(=0)C(C)=C([C@H]2C/C(=C/C(C)=C\C3=CC=C([N+](=0)[O-

3650 | )C=C3)C02)01 -9.4622

3651 | CCCCCCCCC=CCCCCCCCC(=0)0CCCOCCCCCCCCCCCCCCCCCC -10.3287
COC1=CC(OCC2=CC=CC=C2)=CC=C10CCNCC(0)COC1=CC=CC2=C1C1=CC

3652 | =CC=CIN2 -9.3835

3653 | CC(=0)NC1=CC=C(C2CC(C3=CC=C(C)N=C3)=NN2C2=CC=C(C)C=C2)C=Cl -8.0464
COC1=CC(C)=C(C(=0)O[C@H]2[C@@H](OC(C)=0)[C@H](CN3C=CC(=0)NC3

3654 | =0)0[C@@H]2CO)C(0)=C1 -9.6633
CC1=C[C@H]20[C@@H]3C[C@H]40C(=0)/C=C\C=CC(=0)OCC[C@@]5(C)O[

3655 | C@@H]5C(=0)0C[C@@]2(CCH[C@I4(C)C@]31CO1 -10.6320
COC1=CC=C2C3=C(NC2=C)[C@H](C(C)(C)O)N1C[C@@H]2CCCN2C[C@@)]

3656 | 1(0)[C@H]30 -10.4413
C[C@@H]IN[C@H]2N(C1=0)C1=CC=CC=C1[C@@]2(0)C[C@@H]1C(=O)N[C

3657 | @](C)(0)C2=NC3=CC=CC=C3C(=0)N21 -8.8825
COC1=CC(OC)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)0[C@@]1(C)CC[C

3658 | @H](0)[C@@H]401 -10.7296
CC1=CC(0)=C2C(0)=C3C(=0)[C@HJ4[C@@H](0)[C@@H]S[C@H]6[C@H](O)

3659 | C(C(=0)CT=C(0)C8=C(0)C=C(C)C=C8C(=0)[C@@]764)[C@]35C(=0)C2=C1 -9.4803




COC1CC2C3CCC(C(C)C(C=CC(C)C)OC(=0)C(C)(C)C)C3(C)CCC2C2(C)CCCIC

3660 | C312 -10.4538

3661 | C=CC=CC(O)C(C)(C)C -9.6462
CC(=0)0C1CCC23CC24CCC2(C)C(C(C)C=CC(=0)C5=CC=CC=C5)CCC2(C)C4

3662 | CCC3CL(C)C -9.3796
CC(C)C(C)C=CC(C)C1CCC2C3=CC=C4CC(OC(=0)C5=CC=CC=C5)CCC4(C)C3

3663 | =CCC21C -8.9145

3664 | CHCC=CCHCCCCCC -8.2550

3665 | CCCCCCCCCC(CCO)O[SI)(C)C -9.8083

3666 | CCCCCCOS(=0)0CCCC -10.0643

3667 | CC(CCCCCCCCCCC(=0)0)CC(=0)0 -10.1740
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)C(=0)[C@@](C)(O)[
C@@H](0O)[C@@H]40[C@@H]10[C@@H](O)[C@H](OC)[C@@H](0)[C@H

3668 | ]10C -9.9082

3669 | C[C@@H](0)[C@H](0)C1=CC=CC=Cl -9.8047
0=C1C=C[C@H](0)C230[C@]12C1(0C2=CC=CC4=CC=CC(=C24)01)[C@@H]

3670 | 10[C@@H]1[C@@H]30 -9.6032
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@@]2(0)C3=CC(=0)C4=CC(

3671 | =0)CCIC@]4(C)C3=CC[C@]12C -10.5762
CCCCCC[C@H](0)C1=CC(OC)=C(COCC2=C(OC)C=C([C@@H](0)CCCCCC)O

3672 | C2=0)C(=0)01 -10.1601
COC1=CC(=0)0C(/C=C/C=C/C=C/[C@](C)(0)[C@@H]20[C@]3(C)[C@@H](O

3673 |)C@@]2(C)O[C@@H]3C)=C1C -9.7327
COC1=CC=C(C2=CC3=C(CCA[C@@]5(C)CCC(=0)C(C)(C)C5CC[C@@]4(C)O3)

3674 | C(=0)02)C=Cl -10.2181
CC[C@@H](0O)[C@H](C)/C=C/C(=0)[C@@H](O)[C@H](O)[C@H](O)[C@H]10
C(=0)C(C)=C/C(C)=C/[C@@H](C)[C@@H](O)[C@@H](C)C/C(C)=C\C=C\[C@

3675 | @H]10C -9.6948
C[C@H]1C/C=C\[C@H]2[C@H](0)[C@](C)(O)[C@@H](C)[C@H]3[C@H](CC4

3676 | =CC=CC=C4)NC(=0)[C@]32[C@H](0)/C=C\[C@](C)(O)C1 -9.5752
C/C=C(/C=C(C)/C=C/C=C/C=C(\C)C(=0)[C@@]120[C@@H]1C(0)(CCO)NC2=

3677 | 0)C(=0)0C -9.7134
CC1=CC20C3C[C@@H]40C(=0)C=C/C=C\[C@H]([C@@H](C)0)OCC[C@@H

3678 | J(O)[C@H](0)C(=0)0OCC2(CCHC@]4(C)[C@@]31CO1 106111
C=C1C2(C=CC(=0)0C2(C)C)C[C@H](OC(C)=0)[C@]2(C)C130C14C(=0)0C(C

3679 | )(C(=C)C12C(=0)0C4C)C30C(C)=0 -9.9560
C=C1C(=0)0[C@@H]2[C@H]3C(C)=C[C@H]40C(=0)[C@H](C[C@@H](OC(=

3680 | 0)[C@](C)O)C@H](C)OC(C)=0)C@@H]12)[C@@H]34 -10.1876

3681 | C[C@H]1CCC[C@]2(C)CC[C@H]3CC120C3(C)C -9.4652

3682 | C=CCOC(=0)N1CCCC1C(=0)0CCCCCCCCCCCCCCCCC -10.4286




C/C=C/CCC(0)C1=C(O)[C@@]2(C)[C@H]3C(C(0)CC/C=C/C)=C(O)[C@@]4(C)

3683 | [C@@H]1[C@]1(C)O[C@@]4(O)C@@]3(C)0[C@@]120 -10.6412
CC1=C[C@@H]2/C=C(/C)CC[C@H](0)C(=0)/C=C\C(=0)[C@]23C(=0)N[C@@

3684 | H)(CC(C)O)[C@Q@HI3[C@Q@H]1C -10.9664

3685 | C[C@@H](0)[C@@H](0)/C=C/C1=CC=CC(0)=C1CO -10.5207
CCC[C@@H](CCCCCCCC1=CC(0)=CC(0)=C1C(=0)0[C@@H](CCC)CCCCCC

3686 | CC1=CC(0)=CC(0)=C1)OC(C)=0 -10.2259
CC(=0)0[C@@H]1C20C2[C@@](C)(0)C(=0)[C@@H](C)C/C=C/[C@H2[C@

3687 | H](0)C(C)=C(O)[C@H]3[C@H](CC4=CC=CC=C4HNC(=0)[C@@]123 -8.9944
C=C(C)[C@H]10[C@H]2CC[C@@]3(C)[C@@](0)(CC[C@H]4CC5=C(NC6=CC
=C7C(=C56)[C@@H]5[C@@H](C(C)(C)0)C[C@@H]5C7(C)C)[C@@]43C)C2=

3688 | C[C@H]10 -9.7884
CC1=CC(=0)0C[C@@]23CC=C(C)[C@HJ4C[C@]5(0)[C@@H](C[C@@H](OC(

3689 | =0)/C=C\C=C[C@H]([C@@H](C)0)OCC[C@]25C)0[C@H]43 -10.4045

3690 | C=C(C)C=CC1=CC=CC2=CINC=C2C(=0)0 -9.7484
CC[C@H](C=C[C@@H](C)[C@H]1 CC[C@H]2[C@@H]3CC=C4CC(OC(C)=0)C

3691 | C[C@J4(C)[C@H]3CC[C@]12C)C(C)C -9.9262
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(

3692 | 0)=0)C=C[C@](C)(0)C[C@@H](C)CC=C[C@H]3[C@@H]10C(C)=0 -8.8432
CC1=CC(=0)C2=C3C1=C10[C@@H](C)C(C)(C)C1=C(0)C3=C(0)C1=C20[C@
H]2C=C3C(=CC[C@]4(C)[C@@H]([C@H](C)/C=C/[C@H](C)C(C)C)CC[C@@H

3693 | 134)[C@@]3(C)CC[C@H](0)C[C@]23N]1 -9.0564
CCIC@@]12SS[C@]3(C(=0)N1C)[C@@H](0)[C@]1([C@]45C6=CC=CC=CON[
C@@H]4NAC(=0)C6(C)SS[C@]4(C(=0)N6C)[C@H]50)C4=CC=CC=CAN[C@H

3694 | ]IN3C2=0 -9.1162
C=Cl[C@]23C(=0)O[C@@H](C)[C@@]240[C@]2(C(FO)[C@@]5(C=CC(=0)O

3695 | C5(C)C)CCIC@@]32C)C(0)[C@]1(C)OC4=0 -10.2533
CC1=C(0)C(=0)[C@H]2[C@]3(0)C(=0)C(0)=C(C)[C@]24COC(=0)[C@@]42C

3696 | OC[C@]123 -10.9747
CC[C@H](O)[C@@H](0)[C@@H](C)C(=O0)O[C@H]1CC(CC(=0)[C@@H]2[C@

3697 | H](C)CCC[C@@H]20)=C(C)C=O)C@@]1(C)O -10.8750
COC(=0)[C@]1([C@@H]2CCC(=0)02)CC(=0)C2=C(C=C3C[C@@]45C=C[C@

3698 | H](C(=0)C4=C(0)C4=C(0)C=C(C)C=C4C5=0)C3=C20)01 -9.3151
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CCC2=C3C=CC4=CC(=0)CC[C@]4

3699 | (O)[C@@]3(0)CC[C@@]21C -10.4038

3700 | COCI=CC2=C(C3=C(C(=0)C2=0)C(C)(C)C(C)03)C(C)=C10C -10.5213




COC1=C(0)C2=C3C4=C5C(=CC(=0)C6=C5C(=C(C[C@@H](C)0)C(OC)=C60)

3701 | C3=C1CC(C)0)0COC4=CC2=0 -10.6704
CC1(C)CCC2=CC(C3=C(0)C(=CC4=CC5=C(C=C40)OC(C)(C)CC5)0C3=0)=CC

3702 | =C201 -9.1524

3703 | CCCCCCO[Si](C)(C)OCCOC -10.1219

3704 | CCCCC(CC)COC(=0)CCC(=0)0C(CC)C(C)C -10.6638
CC(C)[C@@H](C)C=C[C@@H](C)[C@H]1CC[C@H]2C3=CC(=0)C4(0)CC(0)C

3705 | C[C@J4(C)[C@@]3(0)CC[C@]12C -11.1465

3706 | CCC=CCCO[Si](C)(C)C(C)(C)C -9.9314
C/C=C/C=C/C(0)=C1\C(0)=C(C)C(=0)[C@@]2(C)O[C@@]3(0)[C@@](C)(O)C(

3707 | =0)C(C(=0)CC/C=C/C)=C(0)[C@@]3(C)[C@@H]12 -9.4163
C[C@H]IN[C@@H]2N(C1=0)C1=CC=CC=C1[C@]21CC(N2C=NC3=CC=CC=C

3708 | 3C2=0)=C(0)01 -8.6148
COC1=CC=C(C2=CC3=C(C[C@HJ4[C@@](C)(CC[C@@]5(0)C(C)(C)[C@@H](

3709 | 0)CC(=0)[C@]45C)03)C(=0)02)C=C1 -10.3973
CCI=CC2(C)C(EC(O[C@H]3[C@H]4C[C@@H](C)C[C@@H](O)[C@@H4[C@
@H]40C5=CC=C(C=C5)C[C@H]5C(=0)NC(=0)[C@@H]5C(=0)[C@H]2[C@H]

3710 | 43)[C@H]IC -9.2739
0=C1C[C@@H](0)[C@H](0)C230[C@]12C1(0C2=CC=CC4=CC=CC(=C24)01)

3711 | [C@@H]10[C@@H]1[C@Q@H]30 -10.1931
COC1=CC=C2C3=C(NC2=C1)[C@@H](C=C(C)C)N1C(=0)[C@H]2CCCN2C(=0

3712 |)H[C@]1(0)[C@H]30 -10.3145
CC1=C[C@@H]2/C=C\C[C@H](C)/C=C(/C)[C@@H](0)C(=0)CCC(=0)[C@]23

3713 | C(EON[C@@H](CC2=CNC4=CC=CC=C24)[C@@H]3[C@@H]1C -8.7830
COC1=CC=C2C3=C(NC2=C1)[C@@H](C=C(C)C)N1C(=0)[C@H]2CCCN2C(=0

3714 |)H[C@]1(0)[C@H]30C -10.3168
CC/C=C(\C)C[C@H](C)C[C@H](C)/C(0)=C1\C(=0)N[C@@H]([C@@H](0)C2=

3715 | CC=C(0)C=C2)C1=0 -10.1024
CC[C@H](O)[C@@H]INC(=0)[C@@H]2[C@@H](C)CCN2C(=0)[C@@H](CC(

3716 | ©)0)OC(=0)CCNC(=0)[C@H](C)N(C)C(=0)[C@H]([C@@H](C)CCNC1=0 -10.3197
CC1=CC[C@@H]2[C@H]3C(0)=CC(=0)[C@@H](C)C(=0)O[C@H](C)C=C/C=

3717 | C\[C@@H](C)[C@H]3C=C[C@H]2C1 -9.3314
C=C1C(C)C2[C@H](CC3=CC=CC=C3)NC(=0)C23C(C=CC[C@@H](C)C(=0)[C

3718 | @@H](C)C=C[C@H]30C(C)=0)[C@@H]10 9.1125
CC(=O)O[C@@H] [C@@H]20[C@H]2[C@@](C)(O)C(=0)[C@@H](C)C/C=C/[
C@H]2[C@H](0)C(C)=C(C)[C@@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@]13

3719 |2 -9.0983
CC(C)=CCC[C@]1(C=0)[C@H]2CC=C(C)CCC=C(C)CC[C@H]1[C@@]1(CC2)C

3720 | Ol -10.8743
C=C1[C@H](C)[C@@H]2[C@@H](CC3=CC=CC=C3)NC(=0)[C@@]23C(=0)C

3721 | C[C@@H](C)C[C@H](C)CC=C[C@@H]3[C@H]10 -9.6011




CO/N=C1/C[C@]2(C[C@H]3C[C@@H](C/C=C(\C)C[C@@H](C)/C=C/C=C4\CO
[C@@H]5[C@H](0)C(C)=C[C@@H](C(=0)03)[C@]450)02)0[C@H](/C(C)=C/

3722 | C(O)O)[C@H]IC -8.8918
COC(=0)[C@@]120[C@](0)(C(=0)OC)[C@@H]3CC4=C(C(=0)C5=C(0)C=C(C

3723 | )C=C504)[C@@H](C4=C1C(=0)C1=C(0)C=C(C)C=C104)[C@H]32 -9.8502
CCCC(0)CC[C@@H](C)[C@@H](0)[C@H](C)[C@H]1C/C=C/C=C/C=C/C(0)C(

3724 | =0)/C(C)=C/C=C/C(C)=C/C(0)/C(C)=C/CC(=0)01 -9.3936
CC1=CCC(=0)0[C@@]23C(=0)N[C@@H](CC4=CC=C(0)C=C4)C2C(C)C(=C(C

3725 | )O[C@@H](0)C@@H]3C=CC[C@H](C)C1=0 -9.1137
CC1=C[C@@H](C)CC=C[C@H]2CC[C@@]3(C)C4=C(C[C@@H]SNC(=0)[C@)]

3726 | 2(C(=0)/C=C\C(=0)[C@@H]10)[C@]53C)C1=CC=CC=CIN4 -8.8533
CC1=C(0)C(=C(0)/C=C/C=C/CO)[C@@H]2[C@]3(C)C(=0)C(=C(0)/C=C/C=C/

3727 | CO)C[C@](C)(0)[C@]3(0)O[C@]2(C)C1=0 9.5173
C/C=C/C=C/C(0)=C1C[C@](C)(O)[C@]2(0)O[C@]3(C)C(=0)C(C)=C(O)C(=C(O

3728 | )/C=C/C=C/CO)[C@@H]3[C@]2(C)C1=0 -9.4453
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

3729 | C[C@@H](C)C[C@@H](CO)CC=C[C@H]3[C@@H]10 -9.6357

3730 | CC1=CC(0)=CC2=C1C=CC(C)02 -9.8142

3731 | COC1=CC2=C(0)0C=C2C=C1C -10.2931
COC1=C(0)C2=C3C(=C4C(OC)=CC(=0)C5=C4C4=C(C(OC)=C50)C(C(C)=0)[C

3732 | @@](C)(0)CC1=C43)C(OC)=CC2=0 -10.8931
CC(C)C(C)C=CC(C)C1CCC2[C@]1(C)CC=C1[C@@]23C=CC2(CC(O)CC[C@]12

3733 | ©)003 -10.4032
COC1=CC(=0)[C@@]230C(=0)C4(0)[C@H]50C(=0)C([C@H]1 [C@@]42C)[C

3734 | @]53C -10.7759
CC(FO)O[C@@H]1C=C[C@@](C)(O)C(=0)[C@@H](C)CC=C[C@H]2C=C(C)[C

3735 | @@H](C)[C@H]3[C@H](CC4=CC=CC=C4NC(=0)[C@@]231 -9.4705
C[C@H]10[C@H](O[C@@H]2C(CO)O[C@H](O[C@@H]3C(CO)O[C@H](O)C(

3736 | 0)C30)C(0)C20)C(0)C(0)[C@@H]IN[C@H]1C=C(CO)C(0)C(O)C10 -11.0366
CCC(C)C1=CC2=C(0)C(=C1)CC1=CC(C(C)CC)=CC(=C10)CC1=C(0)C(=CC(C(

3737 | ©)CC)=C1)CC1=C(0)C(=CC(C(C)CC)=C1)C2 -8.5995
CC[C@@H]1C[C@H]2CC[C@H](02)[C@H](C)C(=0)O[C@@H](C)C[C@@H]2
CC[C@H](02)[C@@H](C)C(=0)O[C@H](CCO)C[C@H]2CC[C@H](02)[C@H](C

3738 | )C(=0)0[C@@H](C)C[C@@H]2CC[C@H](02)[C@@H](C)C(=0)O1 -9.8692




CC(=CC(=0)N([O-
1)CCCCINC(=0)CNC(=0)C(CO)NC(=0)C(COINC(=0)C(CCCN([O-
1)C(=0)C=C(C)CCO)NC(=0)C(CCCN([O-

3739 | DC(=0)C=C(C)CCO)NC1=0)CCO.[Fe+3] -10.5098
CC1=C(0)C(=0)[C@@H]2CC(=0)[C@]34C(=0)N[C@@H](CC5=CNC6=CC=CC

3740 | =C56)[C@@H]3C(C)=C(O)[C@@H](0)[C@@H]4/C=C/C[C@H](C)[C@@H]12 -9.2300
CC[C@@]12COCC1=C(C)C(=0)C1(0)[C@]3(C)C(=0)[C@@](O)(CC(C)=0)C(=

3741 | 0)C(C)=C3CO[C@]120 -10.8958
C=C1[C@@H](C)[C@H]2[C@H](CC3=CNC4=CC=CC=C34)NC(=0)[C@]23C(=

3742 | 0)CC[C@H](0)C(=0)/C(C)=C\[C@@H](C)CC=C[C@H]3[C@@H]10 -8.7884

3743 | CC1=C2COC3(0)C4(0)C(=0)C(C)C5COC[C@@]53CC24[C@@H](0)C1=0 -11.0818
CC[C@H]10[C@H]20[C@H](/C=C/C=C/C=C/C3=C(C)C4=C(C(=0)03)C(C)(C)[

3744 | C@@H](C)04)[C@H](0)[C@]2(C)[C@Q@]1(C)O 9.6772
O[C@H]1C=C[C@H]20C3C[C@H](0)[C@@H]1 [C@@H]2C310C2=CC=CC3=

3745 | CC=CC(=C23)01 -9.8741
C=C(CC[C@@H](O)[C@H]1CC=C2C3=C([C@@H](0)[C@H](OC(C)=0)[C@@]
210)[C@@]1(C)C[C@@H](0C(C)=0)[C@H](OC(C)=0)C(CYO)[C@@H]1CC3)

3746 | C(O)C -10.3666
C=C(CC[C@@H](O)[C@H]1CC=C2C3=C([C@H](O)[C@@H](OC(C)=0)[C@@]

3747 | 210)[C@@]1(C)C[C@@H](0)[C@H](0)C(C)(C)[C@@H]1CC3)C(C)C -10.6539
CN1C(=0)[C@@]2(CC3=CN([C@@]45C[C@]67SS[C@](CO)(C(=0)N6[C@@H]

3748 | 4NC4=CC=CC=C45)N(C)C7=0)C4=CC=CC=C34)SS[C@]1(CO)C(=0)N2C -8.4736
C=C(CC[C@@H](O)[C@H]1CC=C2C3=C([C@@H](0)[C@H](OC(C)=0)[C@@]
210)[C@@]1(C)C[C@@H](O)[C@H](OC(=0)C2=CC=C(0)C=C2)C(C)(O)[C@@

3749 | H]1CC3)C(C)C -9.4809
O[C@@H]1C=C[C@H](0)[C@@H]2[C@@H]1C1(CC[C@@H]20)0C2=CC=CC

3750 | 3=CC=CC(=C23)01 -9.6418
C/C(0)=C1\C(=0)[C@@H]2[C@H]3C4=CNC5=CC=CC(=C45)C[C@H]3C(C)(C)

3751 | N2C1=0 -10.4145
CC[C@H](C)[C@@H](OC(C)=0)[C@@H](C)C1=CC(=0)C2=C(0C3C(=C2)[C@

3752 | @]2(C)CCI[C@H](C(C)(C)0)O[C@@H]2C[C@@H]3C)C1=0 -10.4176
C=C(CC[C@@H](C)[C@H]1 CC[C@H]2C3=CC(=0)C4[C@H](0)[C@@H](0)CC

3753 | [C@J4(C)[C@H]3CC[C@]12C)C(C)COC -11.0613
C/C=C/[C@@H]1C=C[C@@H]2C[C@H](C)CC[C@H]2[C@]1(C)/C(O)=C1/C(=0

3754 | N[C@@H](CO)C1=0 -10.5559
C/C=C/C=C/C(0)=C1/C(=0)[C@]2(C)C(=0)C(C)(0)[C@H]1 [C@H]([C@]1(C)OC

3755 | (=0)C(C)=C10)[C@H]2C(=0)CC/C=C/C -9.4852




C=C1[C@H](C)[C@@H]2[C@@H](CC3=CC=CC=C30)NC(=0)[C@]23[C@H](C

3756 | =CC[C@@H](C)C[C@@H](C)C=C[C@@H]30)[C@H]10 -9.6421
NCI=N[C@H](0)[C@H]2[C@H]30[C@]4(0O)O[C@@H](C(O)[C@@]2(ND)[C@

3757 | @HJ40)[C@@]3(0)CO -10.7472
CC(C)=CCC[C@]1(C(=0)0)C2C/C=C(\C)CC/C=C(/C)CC[C@H]1[C@@H](C=0)

3758 | CC2 -10.8823
C/C=C/C=C/C(0)=C1C(=0)[C@@]2(C)C3C(C(=0)CC/C=C/C)=C(0)[C@@]4(C)

3759 | C1[C@]1(C)O[C@@]4(0)[C@@]3(C)O[C@@]120 -10.0139
CC(C)=CCCIC@]1(C(=0)0)[C@@H]2CC=C(CO)[C@@H]1CC/C(C)=C\CC/C(C)

3760 | =C/C2 -10.6777
CC(C)=CCC[C@]1(C(=0)0)[C@H]2CC=C(C)CCC=C(C)CC[C@H]1[C@@]1(CC

3761 | 2)COl ~11.0475
CC(=0)O[C@@H]1C=C[C@](C)(O)C[C@@H](C)CC=C[C@H]2C=C(C)[C@@H]

3762 | (O[C@H]3[C@H]([C@@H](0)C4=CC=CC=C4NC(=0)[C@@]231 -9.4363
C[C@H](/C=C/[C@H](C)C(C)(C)OC10C(CO)C(0)C(0)C10)[C@H] I CC[C@H]2
[C@@H]3C(=0)[C@@H](0)[C@@]4(0)C[C@@H](O)CC[C@]4(O)[C@H]3CC[

3763 | c@]12C -10.7914
CC1=C(C)C2=C(C[C@@H]3[C@@H](C)C4=CC(=0)C(C)(C)[C@@]4(0)C(=0)[

3764 | C@@H](0)[C@@]3(0)02)C(=0)01 -10.7895
CC[C@H](C)[C@@H](OC(C)=0)[C@@H](C)C1=CC2=C3C(=C1C)O[C@]1(C)C

3765 | C[C@H]40[C@@H](C(C)(C)0)CC[C@]4(C)[C@H]1 [CQ@H]30CO2 -11.0522
C=C(CO)[C@]12C[C@H](0O)[C@H]3C[C@H](O)C[C@H](O)[C@]3(C)[C@H]10

3766 | 2 _11.0371
CS[C@@]1(CO)C(=O)N(O)[C@@](CC2=CN([C@@]34C[C@@]5(SC)C(=O)N(C)
[C@](CO)(SC)C(=0)N5[C@@H]3NC3=CC=CC=C34)C3=CC=CC=C23)(SC)C(=

3767 | ONIC -9.0619
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CC(=0)[C@@]4(0)C[C@@H](

3768 | 0)CCIC@I4(O)[C@@]3(0)CC[C@@]21C _11.1046

3769 | CS[C@]1(CO)C(=0)N[C@](O)(CC2=CNC3=CC=CC=C23)C(=0)N1C -10.1665
C/C=C(\C)[C@H](OC10C(COYC(0)C(0)C10)[C@H](C)/C=C(C)/C=C/CC(C)(O)/

3770 | C=C/C1=NC(OC)=C(OC)C(0)=C1C -9.6775
CC(=0)0CC1=C[C@@H]2C=CC[C@H](C)C[C@H](C)C=C[C@@H](0)[C@]23

3771 | C(=ON[C@@H](CC2=CC=C(0)C=C2)[C@@H]3[C@@H]1C -9.4601

3772 | COC1=CC(C2=C(0C)C=C(C3=CC=CC=C3)C(OC)=C20)=CC=C10CC=C(C)C -9.9002
CC(=0)0C[C@@]120C3=CCC(C4=CC=C50[C@]6(CO)C(=C(0)C[C@H](C)[C
@@H]60C(C)=0)C(=0)C5=C40)C(0)=C3C(=0)C1=C(0)C[C@H](C)[C@@H]2

3773 |0 -9.1801




COC1=CC(0)=C(C(=0)C2=C(C)C=C(0)C=C20)C(0)=C1CC1=C(0OC)C=C(0)C(C

3774 | (=0)C2=C(C)C=C(0)C=C20C)=C10 -10.0542
CCC(C)C10C(=0)CNC(=0)CNC(=0)[C@@H]([C@H](C)O)NC(=0)C(C)[C@H](

3775 | 0)C[C@H](0)CC/C=C/C1C -10.5556
CC(=0)0[C@H]1[C@@H](C)CC(0)=C2C(=0)C3=C(0)C=CC(C4=CC=C(0)C5=

3776 | C40[C@](CO)[C@H]40C(=0)C[C@@H]4C)CC5=0)=C30[C@]21CO -10.1478

3777 | CC(=CCC1=C(C=CC(=0)0)C=NN1C)CO -10.1568
C=C(CC[C@@H](C)[C@H]1 CC[C@H]2C3=C([C@H](0)C[C@]12C)[C@@]1(C)

3778 | CCC(=0)C[C@@H]1CC3=0)C(C)C -11.2723
CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCC[C@@H](0O)[C@H](COC(=0)[C@@

3779 | H](CO)[C@H](0)CCCC[C@@H](C)C/C(C)=C/C(C)=C/C(=0)0)C(=0)0 -9.4993
CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCC[C@@H](O)[C@H](C)C(=0)OC[C@

3780 | H](C(=0)0)[C@H](0)CCCC[C@@H](C)C/C(C)=C/C(C)=C/C(=0)0 9.5119
CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCC[C@@H](O)[C@H](C)C(=0)0[C@@

3781 | H)(CCCCIC@@H](C)C/C(C)=C/C(C)=C/C(=0)0)[C@H](CO)C(=0)O -9.6130
COC(=0)[C@H](0)/C=C/[C@H]1[C@H]2C(C(=0)0)=C(C)[C@]1(C)CC[C@@H]

3782 | 2C(C)C -10.7446
CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCC[C@H](OC(=0)/C=C(C)/C=C(\C)C[C

3783 | @H](C)CCCC[C@@H](O)[C@H](C)C(=0)0)[C@H](CO)C(=0)O -9.5952
CC1=CC[C@]2(C)C(=0)C(0)=C([C@H](C)CO)[C@H]2C/C=C(\C)[C@@H](0)C

3784 | C[C@](C)(O)/C=C/C1 -10.3793
C/C1=C/C[C@]2(C)C(=0)C(0)=C([C@H](C)CO)[C@H]2C/C=C(/C)[C@H]2CC[

3785 | C@](C)(O2)[C@H](0)CC1 -11.0197

3786 | COC1=CC(C)=C(CHC(0)=CICl -10.4030

3787 | CC=CC=CC1=C(C)C(=0)C(C)=CN1CCO -9.6039
CCOC(=0)C1=C(0)C=C(C)C=C10C1=C(0)C=C(OC)C=C1COC(=0)CCCCCCCC

3788 | CCCCCCCO -10.2186
COC(=0)C1=C(OCC=C(C)C)C=CC=C10C1=C(OCC=C(C)C)C=C(OC)C(CC=C(C

3789 | )O)=C1CO -8.9783
CC(C)[C@H](C)/C=C/[C@@H](C)[C@H]1CC[C@]230[C@]24C(=0)CC2=CC(=

3790 | 0)CC[C@]2(C)[C@H]4CC[C@]13C -10.7962
C/C=C(/C=0)[C@@H]1 C[C@H]2C3=C(C[C@H](C(=0)OC)N2C=C1C(=0)0)C1=

3791 | CC=CC=CIN3 9.4221

3792 | CC(0)CCCCCC1=CC(0)=CC(0)=C1C(=0)0C(C)C -10.9704
CC1=C(C=0)[C@H]2[C@@H](C(C)C)CC[C@]1(C)[C@H]2/C=C/[C@@H](O)C(

3793 | =0)0C[C@H]1[C@H]2C(C(=0)0)=C(C)[C@]1(C)CC[C@@H]2C(C)C -10.5681
CCOC(=0)C1=C(0)C=C(C)C=C10C1=C(0)C=C(OC)C=C1COC(=0)CCCCCCCC

3794 | =CCCCCCCCCO -9.8055

3795 | CO[C@]12CCCN1C(=0)C1=C2NC2=CC=CC=C2C1=0 -9.0298




COC1=CC(/C=C2\C=C(C(=0)C3=CC=CN3)[C@@H](CC3=CC=CC=C3)CN2C(C)

3796 | =0)=CC2=C10CO2 -8.9290
C/C(=C\C[C@]1(0)C(=0)C2=C(0)C=C(C)C3=C(0)C(C)=C(0)C(=C23)C1=0)CC/

3797 | C=C(\C)CC[C@@H]10[C@H](C(C)(C)0)CC[C@@]120[C@H]20 -10.6338

3798 | COC1=CC=C(CO)C=C1CHC[C@H](C)CO -10.4602
C/C(=C\CC/C(C)=C/C[C@]1(0)C(=0)C2=C(0)C=C(C)C3=C(0)C(C)=C(0)C(=C2

3799 | 3)C1=0)CC/C=C1/CCC(C(C)(C)0)OC1=0 -10.0968
C/C=C/[C@Q@H](0)[C@](C)(O)[C@H]1 CC[C@H]2C3=CC(=0)[C@@]4(0)CC(=

3800 | CC[C@H](0)CH[C@H]3CC[C@]12C -11.1100
C=C1[C@]2(C)CC3=C(C)[C@@]4(C=CC(=0)0C4(C)C)CC[C@@]3(C)[C@]13C(

3801 | =0)0[C@@H](C)[C@]3(0)C2=0 -10.7054
CC(C)C(C)/C=C/[C@@H](C)C1CCC2C3CC(=0)[C@@]45C[C@@H](0)C[C@Q@

3802 | H](C)CA[C@]3(CC[C@@]21C)05 -11.2659
C/C=C/C(0)[C@](C)(0)C1CC[C@@]2(0)C3=CC(=0)C4CC(=CC[C@H](0)C4)C

3803 | 3CC[C@]12C -11.2843
CCOC(=0)CC1=CC(0)=CC(0)=C1C(=0)CCCCCCCOC(=0)CC/C=C/C[C@H](O)

3804 | C[C@@H](C)O -10.5634
CC(C)=CCC1=CC(CC2=C(C3=CC=C(0)C=C3)[C@](0)(C(=0)0)0C2=0)=CC=C

3805 | 10 -9.9598
COC(=0)/C(C)=C/COC1=CC(=0)CC(/C=C/C=C/C=C/[C@H]20[C@@]3(C)O[C

3806 | @H](O)[C@](C)(O)[C@@]3(C)[C@H]20)=C1C -8.8293

3807 | C[C@@H](0)C[C@@H](0)C/C=C/CCC(=0)0CCO -10.5633
CCCCCCC=CC=CCCCCCCCC(=0)0CC(0)COC(=0)CCCCCCCCCCCCC(C)CC(

3808 | O)C -10.2968
0=C(C=CC1=CC=C(0)C=C1)0C1CC2CCC3IC4CCC5(C(=0)0)CCCCC5C4=CCC

3809 | 3C2CC10 -9.6887
C=C1[C@@H](C)C2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=C[C

3810 | @](C)(OC)C[C@@H](C)CC=C[C@@H]3[C@@H]10 -9.4020
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CC(=0)0C4=CC(=0)CC[C@]4

3811 | (OC3CC[C@Q@]21C -10.0108
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@@H](CCC(=0)0)NC2=0)C2=CC=CC=C2

3812 | NI -9.8668

3813 | CCC(C)C(=0)NC(=0)CC(C)=0 -9.4567

3814 | C=C1C=C(OC)[C@H](CO)[C@Q@H](0)[C@]1(C)O -10.1809
CC(=CCCC(C)C)C1=CC=C(CC2=C(C)C=C(0C3=CC(C)=CC(0)=C3C)C=C20)C=

3815 | C10 -8.5702

3816 | CC(=0)N1CC[C@]2(0)C3=CC=CC=C3IN[C@@]12C -9.3242
CC1(C)C=CC2=C3NC4=C(C3=CC=C201)[C@H](0)C12NC(=0)C3(CCCN3C1=0

3817 | )C[C@H]2C4(C)C -10.6294
C=C(C)[C@]1(0)CCI[C@]2(C)[C@H](CC=C(C)[C@@]23C=C(C(=0)0)/C(=C\C(

3818 | =0)C2=CC=CN=C2)03)[C@@]12CCC(=0)0C2 -8.9356




CCC[C@@H]INC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC2=CC=CC=C2)NC(=0

3819 | )[C@H](CC(C)CNC(=0)[C@H](CC(C)C)NCI=0 -11.2563
C[C@H]10[C@@H]20C(=0)[C@]3(C)C[C@H]4C(CO)=C5CC(=0)OC(C)(C)C5

3820 | =CC(=0)[C@]4(C)[C@H](C1=0)[C@H]23 -9.8824
CCCCCCCCCIC@@H]1C[C@H](0)CC(CO[C@@H]2C[C@H](CO)[C@H](0)[C

3821 | @H](0)[C@@H]20)=C1C(=0)0 -10.7805
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C34C=C[C@@]5(C[C@@H](0)CC

3822 | [C@]5(C)C3CC[C@]12C)004 -10.6425
C[C@@]120CC(0)[C@@H]1C1=C(C=C3C(=0)C4=CC(0)=CC(0)=C4C(=0)C3=

3823 | C10)02 -11.0678
C[C@H](/C=C/[C@H](CO)C(C)(C)O)[C@H]1 C[C@H](0)C2=C3C=CC4=CC(=0)

3824 | CCIC@]4(O)[C@H]3C[C@@H](O)[C@@]21C -10.8664
COC120C1([C@]130[C@@]1(0C)C(=0)C1=CC4=C(C(0)=C1[C@H]30)C(=0)C

3825 | =C(C)04)[C@H](0)C1=C(C=C30C(C)=CC(=0)C3=C10)C2=0 -9.3591
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(

3826 | C)=0)C=C(C)C(C)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.3230
CC(=0)OCC[C@H]1CC=C(C)[C@@]12CO[C@@]1(0C(=0)[C@@]3(C)O[C@Q@

3827 | H]13)[C@@H]20 -10.4894
C[C@@H](CCCCCCCCCCCCCCOCIOC(CO)C(0)C(O)CC10)C(=0)C1=C(O)N(

3828 | O)[C@@H](C)C1=0 -10.6171

3829 | COC(=0)C1=C(0)CC(0)CCIC -10.2722
CC[C@H](C)C[C@H](C)/C=C(/C=C(C)/C=C/C=C/C=C/C=C/C=C/C1=CC(0)=C(

3830 | C20C(CO)C(0)C(0)C20)C(=0)01)C(=0)0 -9.7690

3831 | COC1=C(0)C(C)=C2C(=C10)C(=0)0[C@@H]20C -10.4484
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]230C(=0)C/C=C(/C)C(

3832 | =0)[C@@H](C)CC=C[C@H]3[C@@H]10 -9.4717
CO[C@]120CCN3C(=0)C4=C5C3=C1[C@](C)(CC[C@]5(C)CCC4=0)[C@@H](

3833 | C(O)O)[C@H]20 -11.2836
C=Cl[C@@H](O)[C@H]2[C@]3(C=O)CC[C@H](OC(C)=0)C(C)(O)[C@H]3CC[

3834 | C@R(0)[C@@]2(C(=0)0C)C(0)=C(C)C(=0)[C@@]12C -10.2594

3835 | CC1=CC[C@H2[C@@](C)(CCCIC@@]2(C)C(=0)0)C@@H]1CO -11.1771
CC(C)(0)[C@H]1C[C@H]2CC[C@@]3(C)[C@@H](CC[C@H4CC5=C(NC6=CC

3836 | =CC=C56)[C@@]43C)C2=C[C@H]10 -10.1190
C=C10[C@@]2(C)C(=0)C(C)=C3C=C(/C=C/C(C)=C/[C@@H](C)CC)O[C@@H

3837 | 40[C@]34[C@@]2(0)/C1=C(\C)O -8.9749
COC1=CC(0)=C2C(=0)0[C@]3(C)C=C(0)C(=0)C(C4=C(0)C(0)=CC(C)=C4C4

3838 | =CC(OC)=CC(0)=C4C(=0)0)=C3C2=Cl1 -9.5950




COC1=CC(0)=C2C(=0)0[C@]3(C)CI[C@]4(0)OC5=CC(C6=CC(OC)=CC(0)=C6

3839 | C(=0)0)=C(C)C=C5N=C4C=C3C2=C1 -9.6140

3840 | COC(=0)[C@]1(CC2=CC=C(0)C=C2)0C(=0)C(OC)C1C1=CC=C(0)C=C1 -9.5271
CC[C@@H](O)[C@@H]10C(=0)[C@H](CC(C)CN(O)C(=0)[C@@H]([C@@H]

3841 | (C)CC)OC(=0)[C@@H](CC(C)C)N(C)C1=0 -9.7416
C=Cl[C@@H]2[C@H](O[C@@H]30C[C@H]4[C@H]5[C@@H]3C(=C)[C@]4(C

3842 | )CC[C@@H]5C(C)C)OC[C@H3[C@@H2[C@@H](C(C)C)CC[C@@]13C -10.3382
CC(=0)O[C@@H]1C=C[C@H](O)[C@H](0)[C@@H](C)CC=C[C@H]2C=C(C)[

3843 | C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@@]231 -9.3674
CC.CC(=0)0[C@H]1C[C@@]2(C)C(CC[C@H]3[C@@]4(C)C=CC(=0)[C@@H](

3844 | O)C4[C@H](OC(C)=0)C(=0)[C@@]32C)/C1=C(\CCC=C(C)C)C(=0)O -9.5529
COC1=CC=C2C(=0)[C@]3(NC2=C 1)[C@H](C=C(C)C)N1C(=0)C2CCCN2C(=0)

3845 | [C@]1(0)[C@H]30 -9.9657

3846 | CC=CC(0)CC1=CC=CC(0)=C1CO -10.0203

3847 | CC[C@H](C[C@@H](0)C1=CC(=0)0C=C1)C(=0)0 -10.4769
CC[C@@H](C)[C@@H]INC(=0)C2CSSCC(NC(=0)[C@H](CC(C)C)NC(=0)[C

3848 | @H](C(C)C)NC1=0)C(=0)N2 _11.1135
CC(=0)0[C@@H]1C=C[C@@](C)(0)C(=0)[C@@H](C)CC=C[C@H]2C=C(CO)

3849 | [C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@@]231 -9.1588

3850 | 0=CC1C(=0)CC2=CC=CC=C21 -9.1770
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2[C@]1(C)CC=C1[C@]23C=C[

3851 | C@R(C[C@@H](C)CC[C@]12C)003 -9.7805
COC(=0)[C@]1(CC2=CC=C(0)C(CCC=C(C)C)=C2)CC(=0)C(0)=C1C1=CC=C(

3852 | 0)c=C1 -9.2766
C=CIC[C@H2[C@@](C)(C(=0)C(0)=C3C(C)(CO)C(=O)CC[C@@]32C)[C@@H]

3853 | 2CO[C@Q@](C)(C(=0)OC)C(=0)[C@@]12C -10.0535
CCCCCCCCCC[C@@H](C)[C@@H]1CC(=0)N[C@H]([C@@H](C)0)C(=0)N[C
@@H](C)C(=O)N[C@H](C)C(=O)N[C@@H](CCC(N)=0)C(=O)N[C@H](CC2=C

3854 | C=C(0)C=C2)C(=0)N[C@@H](CC(C)C)C(=0)O1 -11.1869
CCCCCCCCCC[C@@H](C)[C@@H]1CC(=0N[C@H]([C@@H](C)0)C(=0)N[C
@@H](C)C(=O)N[C@H](C)C(=O)N[C@@H](CCC(N)=0)C(=O)N[C@H](CC2=C

3855 | C=C(0)C=C2)C(=0)N[C@@H]([C@@H](C)CC)C(0)O1 -11.1810
CC1=C\CC[C@H](0)CC2=NC(=C02)C(=0)N2CCC=C2C(=0)O[C@H](C(C)C)[C

3856 | @H](C)/C=C/C(=0)NC\C=C\1 -9.5113
CC(C)=CCC/C(CO)=Cl/[C@@H](0)C[C@@]2(C)[C@H]1CC[C@H]1[C@Q@]3(C

3857 | )CC[C@@H](O)[C@@H](C)[C@@H]3CC[C@@]12C -10.9542




COC1=CC(0)=C(C(=0)0)C(C2=C(C)C=C(0)C(0)=C2C2=C(0)C(0)=CC3=C2C2

3858 | =CC(OC)=CC(0)=C2C(=0)03)=C1 -10.1285
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=C/C(C)

3859 | =C\[C@@H](C)CC=C[C@H]3[C@@H]10 -9.5785
CC1=C(0)C(C)=C2C(=C10)CO[C@] 1 (C[C@@]3(C)O[C@H](C)[C@@H](C)C4=

3860 | C(C)C(0)=C(C(=0)0)C(=C43)0)[C@H]2C -10.7674
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=CC(C)

3861 | C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.5912
COC(=0)C[C@@]120C(=0)C[C@@H](C)[C@@H]1OC1=CC=C(C3=CC=C40[C

3862 | @H]S[C@H](C)CC(=0)0[C@@]5(CC(=0)OC)C(=0)C4=C30)C(0)=C1C2=0 -10.1230
COC1=CC(=0)C2=C(C=C(OC)C(C(C)C3=C(0)C(=0)C4=CC(OC)=C(C(C)0)C(O)

3863 | =C4C3=0)=C20)C1=0 -9.9482
COCIH(OO)CC[C@@]2(C)[C@H](C[C@H](O)[C@@H]3[C@@H]2C[C@@H](O)

3864 | [C@]2(C)[C@Q@H](C4=CC(=0)0CH[C@@H](0)C[C@]320)C1 -10.8054
C[C@H]1CC=C[C@H]2[C@H](0)[C@@H](C)[C@](C)(O)[C@H]3[C@H](CC4=

3865 | CC=CC=C4)NC(=0)[C@]32[C@H](0)C=C[C@](C)(O)C1 -9.5527
CC(=0)0[C@H]1[C@@H]2C-CC[C@H](C)C[C@@](C)(0)C=C[C@Q@H](0)[C

3866 | @]23C(=0)N[C@@H](CC2=CC=CC=C2)[C@@H]3[C@H](C)[C@]1(C)O -9.2274
C[C@H]1CC=C[C@H]2C(=0)[C@H](C)[C@@H](C)[C@H]3[C@H](CC4=CC=C

3867 | C=C4NC(=0)[C@]32[C@H](0)C=C[C@](C)(O)C1 -9.5239
C[C@]12CC[C@@H](0)C[C@H]1C[C@H](O)[C@@H] [C@@H]2CC[C@]2(C)[

3868 | C@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120 _11.2966
COC1=CC(OC)=C2C(0)=C3C(=0)CC(C)(0)OC3=C(C3=C(0C)C=C4C=C5CC(C)

3869 | =CC(=0)C5=C(0)C4=C30)C2=Cl1 -10.2728
COC1=CC(OC)=C2C(0)=C3C(=0)CC(C)(0)OC3=C(C3=C(0)C=C4C=C(0)C5=C(

3870 | OC(C)=CC5=0)C4=C30C)C2=C1 -10.0055
CC(FO0)O[C@@H][C@@H]20[C@H]2[C@H](C)C(=0)[C@@H](C)C/C=C/[C@

3871 | H2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@@]123 -9.5802
C/C=C/[C@H]1C(C)=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]1(C)C/C(0)=C

3872 | 1/C(=0)[C@H](CON(C)C1=0 -10.2071
CC[C@@H]10C2=C(C(=0)NC=C2C2=CC=C(0)C=C2)[C@@H]2[C@@H](C)C[

3873 | C@@H](C)C[C@@]12C -9.6949
CC1CC=CCCC=CCCC=CCCC=CCCCCCCC(OP(=0)([O-

3874 | )YOCCIN+](C)(C)C)CC(=0)01 -9.4278
CC=CC=CC(0)=C1C2CCN(C(=0)C(C)C(=0)CCCCC=CC)C2C2(C)C(=0)C1C(C)

3875 | (0)C2=0 -9.5569




CC(=0)0[C@H]1C=CC(=0)0[C@H]1[C@@]1(C)C2C=CC=C[C@@](0)(02)[C

3876 | @H]IC -10.2698

3877 | CC(=0)0[C@H]([C@@H]1C2C=CC=CC(02)[C@@H]1C)[C@H]ICCC(=0)01 -10.5219
CCC(C)CC(/C=C(\O)[C@@H](0)[C@@H](C)/C=C(\O)[C@@H](O)[C@@H](C)/

3878 | C=C(\0)[C@@H](0)[C@@H](C)/C=C/[C@@H](0)[C@@H](C)C(=0)0)CC -10.2326
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)0C)CC(=0)C2=C(C=CC(C3=CC=

3879 | C40[C@](C(=0)OC)([C@@H]50C(=0)C[C@@H]5C)CC(=0)C4=C30)=C20)01 | -10.3011
COC(=0)C[C@H](C)[C@@H](C)[C@]1(C(=0)OC)CC(=0)C2=C(0)C=CC(C3=C

3880 | C=C40[C@]5(C(=0)0C)C(=C(O)C[C@H](C)[C@H]5C)C(=0)C4=C30)=C201 -9.8582
C[C@@H](0)C(=0)O[C@@H]1C[C@@]2(C)[C@@H](CC=C3C[C@@](C)(CC(

3881 | =0)0)CC[C@@H]32)[C@@](C)(C(=0)0)C1 -10.8804
CCOC(=0)C[C@H](C)[C@@H](0)[C@]1(C(=0)OC)CC(=0)C2=C(C=CC(C3=CC
=C40[C@](C(=0)0C)([C@@H]50C(=0)C[C@@H]5C)CC(=0)C4=C30)=C20)0

3882 |1 -10.2858
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)0C)CC(=0)C2=C(C=CC(C3=CC=

3883 | C(0)C4=C30[C@](C(=0)0C)([C@@H]30C(=0)C[C@@H]3C)CC4=0)=C20)01 | -10.1805
C=C1[C@@H](C)[C@H2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23C(=0)C=C[C

3884 | @](C)(O)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.3621
CC(=0)NC1C(0CC2=CC[C@@]3(CC2)[C@H](C)C[C@H](O)[C@@H]3C(C)C)O

3885 | C(CO)C(0)CIO -10.9727
C=C[C@@H]1C(O)=C[C@@H]2[C@@H]3C[C@H](C)C[C@H](C)[C@H]3[C@
H]30C4=CC=C(C=C4)C[C@@]4(OC)C[C@](0)(C(=0)N4)C(=0)[C@H]1 [C@H]

3886 | 23 -9.7039
COC1=CC(OC)=C2C(0)=C3C(=0)C[C@](C)(0)OC3=C(C3=C(0C)C4=C(0)C5=

3887 | C(0)C=C(C)OC5=CC4=CC3=0)C2=C1 -10.2076
C/C(=C/CCC(C)C1=CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@H](0)CC3)C

3888 | O -10.7130
C[C@H](/C=C/[C@H](C)C(C)YCO)O)[C@@] 1 (O)CC[C@@]2(C3=C[C@H](O)[C@

3889 | @H]4C[C@H](0)CC[C@]4(C)C3=0)0C(=0)CC21 111133
C/C(=C/CCC(C)C1=CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@H](0)CC3)C

3890 | (=0)0 -10.6441
CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]230

3891 | C(=0)CCC(=0)[C@H](0)CC1 -11.2600

3892 | CC(C)=CC/C=C(/C)C1CCIC@@]2(C)OC3=C(C[C@@H]12)C(=0)CC[C@@H]30 | -10.3917

3893 | COC1=C(CO)C(=0)OC(C=CC(=0)0)=C1C -10.8850
COC1=C(C2=CC=C(0)C(CC=C(C)C)=C2)C=C(0C)C2=C10C1=CC3=C(C=C12)

3894 | CC(0)C(OC)C3 -9.7863




3895 | C=CC(/C=C/C=C/[C@@H](C)0)=C\[C@H](C)O -9.8276

3896 | COC1=CC(C2=CC=C(0)C=C2)=C(OC)C(OC)=C1C1=CC=C(0)C(CC=C(C)C)=C1 | -8.9334

3897 | CC(=0)OCC12CC(CCCC(=0)0)C(C)=CC1OCIC(0)C(0C(C)=0)C2(C)C12CO2 -10.6835
CC1=C(C1)C(0)=CC(0)=C1C(=0)0[C@@H]1C[C@]2(C)[C@@H]3CC(C)(C)C[C

3898 | @H]3C=C(C=0)[C@H]12 -11.1433
C=CIN[C@H](C)C(=C)N2[C@@H]1CC1([C@Q@]34C[C@@H]SC(=0)N[C@H](C

3899 | (O)C)C(=CNS[C@@H]3NC3=CC=CC=C34)C3=CC=CC=C3N[C@@H]21 -8.4093
CNC1=C(C(=0)NC2C(=0)NC(C(C)C)C(=0)N3CCCCIC(=0)N(C)CC(=0)N(C)C(
C(C)C)C(0)0C2C)C2=NC3=C(C(=0)NC4C(=0)NC(C(C)C)C(=0)N5CCCC5C(=0

3900 | )N(C)CC(=0)NC(C(C)C)C(=0)0CAC)C=CC(C)=C30C2=C(C)C1=0 -9.6379
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)CC(C)(0)CC40C10C

3901 | (C)C(OC)C(0)C10C -10.1043
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)CC(C)(0)C(OC)C40C

3902 | 10C(C)C(OC)C(O)CL(N)OC -10.3861
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)C(=0)C(C)(0)CC40C

3903 | 10C(C)C(OC)C(0)CI(N)OC -10.3005
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C=N1)C(=0)[C@@](C)(O)[C@@]2(0)C(

3904 | =0)OC -10.0893
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C=N1)C(=0)[C@@](C)(OC)[C@@]2(0)

3905 | C(=0)0C -10.0884
CCCC(=0)C[C@H]1C[C@@]2(CCC(C)=0)[C@@H](C=C1C)O[C@]1(C)[C@H](

3906 | 0)[C@@H](OC(C)=0)[C@@]2(C)[C@]12CO2 -10.9233
CCC(C)(C)/C=C(C)/C=C/C1=CCC(C(=0)C(C)(OC(C)=0)C(=0)CCH)=CN1[C@@

3907 | H](CC(C)C)C(=0)0C -9.6393
C=C(C)O[C@@H]1[C@@H]2COC(/C=C/C(C)=C/[C@@H](C)CCOC(C)=0)=CC

3908 | 2=C(CHC(=0)[C@]1(C)O -9.4404
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C=N1)C(=0)[C@@](C)(OC(C)=0)[C@Q@

3909 | 12(0)C(=0)0C -9.9725
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=C[C@@H]40[C@@

3910 | J45C[C@@H](0)CC[C@]5(C)C3CC[C@]12C -10.9035
C=C(C)O[C@@H]1CC2=C(CC[C@H]3C(C)(C)C(=0)CC[C@]23C)[C@]2(C)[C@

3911 | @H](0)C[C@H]([C@H](C)CCC=C(C)O)[C@@]12C -10.9287
C=C1CC23C400C(=0)C2C1(C)[C@@H](OC(C)=0)C(0)[C@]3(C)[C@]1(C)C=C

3912 | C(=0)C(C)(C)C1[C@H]40C(C)=0 -9.7320
C=Cl[C@]230[C@@]45C(=0)O[C@](C)(C(=0)[C@@]4(C(=O)O[C@H]5O)[C@
12(0)[C@@H](OC(=0)C2=CC=CC=C2)C[C@]12C=CC(=0)0C2(C)C)C3I0C(C)=

3913 |0 -8.8605
C[C@@H](0)[C@@H]1C(=0)[C@@H]2[C@H]3C4=C[NH+]([O-

3914 | )C5=CC=CC(=C45)C[C@H]3C(C)(C)N2C1=0 -10.7447

3915 | CHCC(C=C)C1=CCOC(=0)C1C(=0)0 -9.7610




C=CC(C)(C)[C@@]12C[C@]3(0)C(=0)N(C)C4=CC=CC=C4C(=0)N3[C@@H]1

3916 | NC1=CC=CC=C12 -8.1635
COC(=0)CC1([C@@H]2CCC(=0)02)CC(=0)C2=C(C=C(C)C(C3=CC=C(0)C4=

3917 | C30[C@]3(C(=0)0C)C(=C(0)C[C@H](C)[C@@H]30C(C)=0)C4=0)=C20)01 -9.9505

3918 | OCC[C@H](0)CC1=CC=C(0)C=C1 -9.7005
COC(=0)C120C3=CC(C)=C(C4=CC=C(0)C5=C40[C@]4(C(=0)OC)C(=C(O)C[

3919 | C@H](C)[C@@H]40C(C)=0)C5=0)C(0)=C3C(=0)C1=C(0)CC[C@@H]20 -9.4707
COC(=0)CC120C3=CC(C)=C(C4=CC=C(0)C5=C40[C@]4(C(=0)OC)C(=C(0)C

3920 | [C@H](O)[C@@H]40C(C)=0)C5=0)C(0)=C3C(=0)C1=C(0)CC[C@@H]20 -9.4757
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

3921 | C[C@@H](C)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.6373
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2=C3[C@@H](0)C40C45C[C
@@H](OC(=O0)[C@@H](N)[C@@H](OS(=0)(=0)0)C(C)O)CC[C@]5(O)[C@H]3

3922 | CC[C@@]21C(=0)0 -10.9835

3923 | COC1=CC=C(N)C(OC)=N1 -8.6748

3924 | CCCCCCCCCCCCCC(=0)CCC(=0)CC -9.8065

3925 | COC1=CC2=CC=CC=C2C=C10 -9.7804

3926 | CC(C)=CCC1=CC=CC2=C1C=CN2 -8.0815
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

3927 | C/C(C)=C\[C@@H](C)CC=C[C@H]3[C@@H]10 -9.6181
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=C(0)C=C3)NC(=0)[C@]23[C@H](O

3928 | )C=C[C@@H](C)C[C@Q@H](C)CC=C[C@H]3[C@@H]10 -9.6352
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC(0)=C3)NC(=0)[C@]23[C@H](O

3929 | )C=C[C@@H](C)C[C@@H](C)CC=C[C@H3[C@@H]10 -9.5459
CCCCCI[C@@H](0)[C@@H]1C(=0)0[C@@H](C)[C@@H](0)/C=C/C=C/C=C/C
=C/C=C(\O)[C@H](O)[C@H](0)[C@@H](O)C[C@@H](O)C[C@H](O)C[C@H](

3930 | 0)C[C@@H](0)C[C@@H]10 -9.6492
C=CC(C)(C)[C@@]12C=C(0)C(=0)C3/C(=C\C4=CN(C(C)CC(=0)NC5=CC=CC=

3931 | C50)C=N4)C(=0)N[C@]3IN(OC)C1=CC=CC=C12 -9.0330
C/C1=C/[C@H](C)C/C=C\C2C30[C@]3(C)C(C)C3[C@H](CC4=CNC5=CC=CC=

3932 | C45)NC(=0)C23C(=0)CCC(=0)C1=0 -8.2065

3933 | CCCCCCCCCCCCCIC@H](0)CC(=0)0 -10.4909

3934 | C=CC1=CC=CC2=CINCI=CC=CC=CI2 -8.5629

3935 | CC1=CN=CC(C(C)C)=N1 -9.0904

3936 | CC[C@@H](C)CCCCCHCCCCCCCCO -9.6879




CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@H]2C3=CC=C4C[C@@H](O
C(=0)C5=CC([N+](=O)[O-])=CC(IN+](=O)[O-

3937 | D=C5CC[C@]4(C)C3=CC[C@]12C -8.8299
CC1=CC2=C(C[C@@H]3[C@@H](C)CO[C@]3(C)02)C2=CIC[C@@H]l[C@@

3938 | HI(O)CO[C@]1(C)O2 -10.7534

3939 | CCCCI=CC(=0)C2=CC=CC=C201 -9.2214

3940 | CCCNC(=S)NN -9.5444
COC(=0)C[C@@H]1CC2=CC3=C(C4=C(0OC)C=C(0)C5=C(0)C6=C(C=C45)C[C

3941 | @@H](CC(=0)OC)0C6=0)C(OC)=CC(0)=C3C(0)=C2C(=0)01 -10.7846

3942 | O=C1C=C[C@H]20C3CC(=0)C1[C@@H]2C310C2=CC=CC3=CC=CC(=C23)01 -9.5822
CC(O)[C@@H]IOC(=0)[C@@H](CC2=CC=CC=C2)N(C)C(=O)[C@H](C(C)C)O
C(EO)[C@@H](CC2=CC=CC=C2)N(C)C(=O)[C@H](C(C)C)OC(=0)[C@@H](C

3943 | C2=CC=CC=C2)N(C)C1=0 -8.8878
COC(=0)[C@@]120C3=CC4=C(C(0)=C3C(0)=C1C(=0)CC[C@@H]20)[C@@

3944 | H]1C=C[C@@]2(C4)C(=0)C3=CC(C)=CC(0)=C3C(0)=C2C1=0 -9.7609

3945 | CC(O)C[C@H](INC(=0)C(C)N)C(=0)O -10.3615
CC1=C[C@@H](O)CC(=0)CC2=NC(=CO2)C(=0)N2CCC=C2C(=0)O[C@@H](C

3946 | (O)O)C@H](C)/C=C\C(=O)NC/C=C\1 -9.6501

3947 | CC1=CC=CC2=CICCCC2 -8.4320
CC[C@@H](/C=C/[C@@H](C)[C@H]1CC[C@H]2C3=CC(O)[C@@]4(O)C[C@

3948 | @H](0O)CCI[C@]4(O)[C@H]3CC[C@]12C)C(C)C -10.8057

3949 | CCCCCHCCCHCCCCCCCLCCC(=0)0C -10.2572

3950 | CCCIC(C)=C(O)C(C)=CIC -9.0938

3951 | O=C(0)COCI=CC=C(C)HC=CI -9.4056

3952 | CCCOCI=CC=C(C(=0)C(O)O)C=C1 -9.8900

3953 | O=CICC[C@H](0)C2=C(0)C=CC=C12 -10.2050

3954 | CC(C)(O)CI=CC(O)=C(C(O)(O)O)C=C10 -9.8400

3955 | CCI=NC=C(IN+](=0)[O-]NIC -9.6306

3956 | CC(C)CCIccecect -8.5079

3957 | CICCPCI -8.0909

3958 | CCCCCOcCC -8.3211

3959 | C[C@H]1C/C=C/C(=0)O[C@@H](C)CC(=0)O[C@@H](C)C/C=C/C(=0)01 -9.6098
CCCCCCCCCCCCICC(=ON[C@@H](CC(N)=0)C(=O)N[C@H](CC2=CC=C(0)
C=C2)C(=O)N[C@H](CC(N)=0)C(=O)N[C@@H](CCC(N)=0)C(=0)N2CCC[C@

3960 | H2C(=O)N[C@H](CC(N)=0)C(=O)N[C@@H](CO)C(=O)N1 -10.6598

3961 | CCCCCC[C@H](0)C1=CC(OC)=C(CO)C(=0)01 -10.7639




COC(=0)[C@@H](0)[C@@H]1[C@@]2(C)[C@H]3CC[C@@]4(O)[C@H](C5=C
OC=C5)0C(=0)C[C@@]450[C@@]4(O)C=O)[C@]I(C)C[C@I2(0O)[C@H4[C@

3962 | @]350 -10.4348
C/C=C/C=C/C(=0)[C@]12C(=0)[C@@](C)(O)[C@@H]3/C(=C(0)\C=C\C=C\C)C

3963 | FO)C@@]1(C)[C@@]1(0)[C@@H](C)C(=0)0[C@@] 1 (C)[C@@H]32 -9.1995
COC1=C(0)C2=C3C(=C4C(0C)=CC(=0)C5=C4C4=C(C(0C)=C50)[C@@H](C(

3964 | 0)=0)[C@H](C(C)=0)C1=C43)C(OC)=CC2=0 -10.9280
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)/C=C\[C@

3965 | J(C)(O)C[C@@H](C)C/C=C\[C@H]3[C@@H]10 -9.5679
CC[C@H](C)[C@@H]INC(=0)[C@@H](CC(C)C)NC(=0)[C@@H](C(C)C)NC(=

3966 | 0)[C@H2CSSCIC@@H](NC1=0)C(=0)N2 -11.1665

3967 | CN1C(=0)C2=CC=CC=C2NC(=0)[C@]120[C@H]2C1=CC=CC=C]1 -8.2302
C=C[C@H]1C=C(C)[C@@H]2[C@H]3[C@H](OC4=CC=C(C=C4)C[C@@]4(0)C

3968 | =C(C(=0)N4)C(=0)[C@H]13)[C@@H]1[C@@H](C)C[C@@H](C)C[C@]12C -9.5570

3969 | CC(=0)0CCC1=CC=CC(0)=C1 -9.9395

3970 | C[C@@H]1CC[C@@H](C)SC1 -8.8039

3971 | C[C@H]ICCC=0)C@H]1CO 93174

3972 | OCC1=CC(0)=CC(0)=C10 -10.0868
C/C=C(\C)C(=O0)O[C@@H]1[C@@H](0)[C@@H](O[C@H]20[C@H](CO)[C@

3973 | @H](0)[C@H](OC(=0)/C(C)=C/C)[C@H]20)0[C@H](CO)[C@H]10 -10.7192
CCCCCCCCCCCCCCCC(=0)0C[C@H](0)[C@H]10C(=0)C(OC(=0)CCCCCCC

3974 | CCCCCCCO)=C10 -9.8877

3975 | CCCOC(=0)COCC(=0)0CC(CC)CC -10.3234

3976 | CC(C)C12CCI[C@H](C)[C@H](0)C2 -9.8913
CC(=0)0[C@]1(C)C(=0)C2=CN(CCO)C(CCC[C@H](C)0)=CC2=C(C2=C3C=C(

3977 | CCC[C@H](C)OIN(CCO)C=C3C(=0)[C@@](C)(OC(C)=0)C2=0)C1=0 -8.8809
CCFO)O[C@@H]1C=C[C@](C)(O)C[C@@H](C)CC=C[C@H]2[C@H](O)[C@](

3978 | O)(O)[C@@H](CQ)[C@H]3[C@H](CC4=CC=CC=C4HNC(=0)[C@@]312 -9.2851
CC1=CCC(=0)0[C@@]23C(=0)N[C@@H](CC4=CC=C(0)C=C4)C2C(C)=C(C)[

3979 | C@@H](0)[C@@H]3C=CC[C@H](C)C1=0 -9.3812

3980 | CN1CCOCCI -8.3614
C=CC(C)(C)[C@]12C[C@@H]3C(=0)NC4=CC=CC=CAC(=0)N3[C@H]IN(C(C)

3981 | =0)C1=CC=CC=C12 -8.3135

3982 | CC(C)=C1CCCCCl -8.4211

3983 | CCSCCN -8.7357

3984 | CCCCCCCCCCNICCCCI=0 -9.7521




3985 | C1I=NNC=NI -7.8645

3986 | CC(C)=CC[C@@H]1CC(=0)C2=CC=CC=C2C1=0 -9.6834

3987 | CCCCCCHCC(=0)0CC -9.4585

3988 | 0=C1CC2=CC=CC=C201 -9.1659

3989 | CCCCCCI=CCCCI=0 -8.8087

3990 | O=[N+]([O-])C1=CN=C(CO)N1CCO -9.2220

3991 | CCCCCCOCCC -8.5444

3992 | O[C@H]1[C@H](O)CN2CCCC[C@H]12 -9.5204

3993 | CC1=CC=NC(=O)N1 -9.0104

3994 | NC(=0)C1=CC=CC(0)=Cl -9.5615

3995 | CCCCCCC(CO)CCCCCC -9.5284

3996 | CCCCCCCCCCCCCCCOC(=0)CCCCC -9.8998

3997 | C=C1CC(=0)CC1=C -8.9625
CCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCCe

3998 | ccc -8.7354

3999 | CCCCCCCC(C)(CO)CC -8.8905

4000 | COC1=C(C2=CC=CC=C2)C2=CC=CC=C2NCI=0 -8.5048
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2C3=CC=CAC[C@@H](OC50

4001 | C(CO)C(0)C(0)C50)CCIC@]4(C)CICC[C@@]21C -10.6074
CCI=CIC@I(C)([C@H](C)0)[C@@HI2C(=0)[C@HI3C[C@](0)(CCA=CC=C(C=
CHO[C@H4[C@H]2[C@@H]1 [C@]1(C)C[C@H](C)C[C@H](C)[C@@H]41)NC

4002 | 3=0 -10.6190

4003 | C[C@@H]1CC(=0)C2=C(0)[C@@H](C)[C@H](0)[C@@H](C)C2 -10.3287
CC[C@@H](C)/C=C(C)/C=C/C(=0)C1=CN(O[C@@H]20[C@H](CO)[C@@H](

4004 | OO)[C@H](O)[C@H]20)C(=0)C(C2=CC=C(0)C=C2)=C10 -9.1641
C[C@@H](C/C=C/C(C)(C)0)[C@H]1 CC[C@]2(C)C[C@H]3[C@H]4/C(=C\C[C@

4005 | @H]12)C(=0)O[C@H]J4C[C@@]3(C)O -10.8946
C=C1C23C(=0)0[C@@H](C)[C@@]240[C@]2(C(=C)[C@@]5(C=CC(=0)OC5(

4006 | ©)C)CC(0)C32C)C(OC(C)=0)[C@]1(C)OC4=0 -10.5440
CC1=CCC(C)(C)C=CC[C@@]2(C)OC3=CC(0)=CC(C)=C3C[C@@H]2C[C@H]1

4007 | O -10.2160

4008 | CC1=CC(0)=C2C(=0)C=C([C@H](C)0)0C2=C]1 -10.5011
CC1(C)C=CC2=C(C=CC3=C2[N+]([O-

4009 | )=C2C3(0)CC34NC(E=0)C@@]S(CCCN5C3=0)C[C@HJ4C2(C)C)O1 -10.0623
CC(=0)0C/C(C)=C\CC[C@@H](C)C1=CC[C@]2(C)C[C@@H]3[C@@H]4/C(=C

4010 | \C[C@@H]12)C(=0)0[C@@H]4C[C@@H]3C -10.3681
CCIC[C@@H](O)C[C@@H](O)[C@H](0O)CC(=0)O[C@@H]([C@H]2CCC[C@

4011 | @H]2C(=0)0)C/C=C\C=C(/C#N)[C@@H](O)[C@H](C)C1 -10.7948




C=CC(C)(C)[C@@]12C=C(0)C(=0)N3/C(=C\C4=CNC=N4)C(=0)N[C@]3 IN(OC

4012 | )C1=CC=CC=C12 -8.7512
CCI=CC[C@@H]2[C@@]3(0)CC[C@H](0)C(C)(O)[C@@H]3CC[C@@]2(C)[C

4013 | @]12CC1=C(C=C(C3=CC=CN=C3)0C1=0)02 -9.6669
COC1=C(C)C(=0)C(C)=C([C@H]2CC(=C/C(C)=C/C3=CC=C([N+](=0)[O-

4014 | )C=C3)C02)01 -9.4563
CN1C(=0)[C@]23SS[C@@]1(C)C(=0)N2[C@H]INC2=CC=CC=C2C1([C@@]12
C4=CC=CC=CAN[C@@H]IN1C(=0)[C@]4(C)SSSS[C@]1(C(=0)N4C)[C@H]20

4015 | )[C@@H]30 -9.1453
CC[C@H](C)C1C(=0)O[C@H](C(C)C)C(=O)N(O)[C@@H]([C@@H](C)CC)C(=
0)O[C@H](C(C)O)C(=0)N(C)[C@@H]([C@@H](C)CC)C(=O0)O[C@H](C(C)O)C

4016 | (FONIC -9.9380
CC[C@@](C)(0)/C=C(\O)[C@@H]10[C@@]1(C)C1CC2=CC(=0)[C@@](C)(O)[

4017 | C@H](0)C2=CO1 -10.5236
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

4018 | C[C@](C)(OC)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.5117

4019 | CCCCOC(=0)COC(=0)C1=CC=CC=C1C(=0)0CCCC -10.3658
CC(=0)O[C@@H]1C=C[C@](C)(O)[C@H](0)[C@@H](C)CC=C[C@H]2C=C(C)

4020 | [C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@@]231 -9.5587
CCO[C@H]10[C@H](COC(C)(C)[C@@H2CC[C@@](C)(0)[CR@HI3CCIC@

4021 | @)(C)(0)[C@@HB3C)[C@@H](O)C@H](O)C@@H]10 -10.7726
C/C=C(\C)[C@H](OC10C(COC20C(COYC(0)C(0)C20)C(0)C(0)C10)[C@H](C)

4022 | /C=C(C)/C=C/C/C(C)=C/CC1=NC(OC)=C(OC)C(0)=C1C -9.5387
C/C(=C\C[C@]1(0)C(=0)C2=C(0)C=C(C)C3=C(0)C(C)=C(0)C(=C23)C1=0)CC/

4023 | C=C(\C)CCC[C@@]1(C)CC[C@@H](C(C)(C)0)O1 -10.5967
CC1(C)C=CC2=C(C=CC3=C2[N+]([O-

4024 | 1)=C2C3=CC34NC(=0)[C@@]5(CCCN5C3=0)C[C@H]4C2(C)C)O01 -10.0238
CC1=C2COCC23[C@@]2(0)O[C@@]450C(C)CC60CC(=C(C)C(=0)[C@]340)[

4025 | C@]65[C@@]2(0)C1=0 -10.9053

4026 | C=C(C(=0)0)[C@@H]1C(C)C[C@@H](CO)C2C[C@@H](0)C(C)=CC21 -10.8950
CC(=0)0[C@H]1C[C@@]2(C)[C@@H](CC[C@H](C)[C@]23CC2=C(0)C=CAC(

4027 | =0)NCC4=C203)C(C)(C)[C@@H]10C(C)=0 -10.7075

4028 | COCI1=CC(0)=C2C(=0)C3=CC(C)=C(0)C=C3C(=0)C2=C1 -10.1386
C=C(C)[C@@H]1CC(=0)C23C(0)CCC(C)[C@]2(C)CC[C@@H](C)C3CICI=CN

4029 | C2=CC=CC=C12 -9.9846




CC(=0)0[C@H]1 C[CR@]2(C)[C@@H)(CCIC@HB[C@@H(C)C=CC(=0)[C@

4030 | @H](O)[C@@H]4CC(=0)C@@]32C)/C1=C(\CCC=C(C)C)C(=0)0O -10.3818
C=CC(C)(C)[C@@]12C[C@](0)(C(=0)NC3=CC=CC=C3C)N(C=0)[C@@H]IN(

4031 | C(C)=0)C1=CC=CC=CI2 -8.3984
COC(=0)C[C@H](C)[C@@H](0)[C@]1(C(=0)OC)CC(=0)C2=C(0)C=CC(C3=C
C=C(0)C4=C30[C@](C(=0)OC)([C@@H]30C(=0)C[C@@H]3C)CC4=0)=C20

4032 |1 -10.2197
CO[C@@H]1C[C@@H](C[C@@H](0)CC[C@@H](C)/C=C(\C)C(=0)0)O[C@]2
(O[C@)(O)([C@HBCCIC@@](C)[C@@H40[C@@H]([C@H]S0[C@](CO)(OC

4033 | )[C@H](C)C[C@@H]5C)C[C@@H]4C)03)C[C@H20)[C@@H]1C -10.2059
CC(C)C(C)/C=C/[C@@H](C)[C@H]1CCC2C3=CC=CAC[C@@H](C)CC[C@]4(C

4034 | HC3CC[C@@]21C -9.0929

4035 | CC1=CC(=0)C(0)=CC(0)=C1C=0 -10.4498
COC(=0)[C@@]1([C@H](0)[C@@H](C)CC(=0)0)CC(=0)C2=C(C=CC(C3=CC
~C40[C@](C(=0)0C)([C@@H]50C(=0)C[C@@H]5C)CC(=0)C4=C30)=C20)0

4036 | 1 -10.3790
CCI=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]2(C)C(=0)[C@]3(C(=0)[C@H

4037 | J(CO)N(C)C3=0)[C@H](/C=C/[C@H](C)0)[C@@H]12 -10.4330
CC[C@H](C)C(=0)[C@@H](C)C1=C(0)C2=C(C3=C1SCC(=0)N3)[C@@H](O)[

4038 | C@@H]1[C@@]3(C)CC[C@H](C(C)(C)0)O[C@@H]3CC[C@@]1(C)02 -10.2940
CO[C@@H]10[C@@]23[C@@H](OC(C)=0)CC(C)-C[C@@H](OC)[C@H](OC)

4039 | [C@@H]1[C@H]2CC3(C)C -10.8258

4040 | CCC/C=C/C1=C(CO)C(=0)C[C@H](0)[C@@H]10 -10.3378
CC[C@H](C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@H]40[C@

4041 | @H](C(C)(Q)O)CCIC@]A(C)C3=C2)C1=0 -10.8378
CCCCCCCCCCCCCC/C=C/[C@@H](0)C(=0)NC(COCI0C(CO)C(0)C(0)C10)[

4042 | C@H](0)/C=C/CC/C=C(\C)CCCCCCCCC -10.7882

4043 | C=COC(=0)C1=C(C)C=C(0)C=C10 -10.5651

4044 | COC(=0)CCCCCCCC(C)=0 -9.6778

4045 | cCC[C@@H]1C[C@H](0)[C@@H](0)/C=C/C=C\C(=0)01 -10.1943

4046 | COC(=0)C(C)(C)O -10.0407

4047 | CC(C)(C)C1=CC(=0)C(=0)C(C(C)(C)C)=C1 -10.0174

4048 | CCCCCCCCCCCCCCCCCCCCCCBr -9.1949

4049 | ClCC1=CC=CC=C] -7.9088

4050 | NC1=NSC2=CC=CC=C12 -8.4993

4051 | NC(=0)0C1=CC=C(CC2=CC=CC=C2)C=C] -9.3000

4052 | CC1=C2C(=0)C[C@]2(C)[C@@H]2CC(C)(C)C[C@HR[C@@H]10 -11.2039
COC1(0)C(=0)C2(0)[C@@H](C)OC(=0)C=C[C@]2(C)C2CCC3(C)C(C4=COCC

4053 | 90C(=0)C40C43[C@@]21C -10.6842




CCC(C)C(=0)C[C@H]1C[C@@]2(CCC(C)=0)[C@@H](C=C1C)O[C@@H]1[C

4054 | @H](0)[C@@H](0C(C)=0)[C@@]2(C)[C@]12CO2 -11.0223
CC(=0)0[C@H]1[C@H]20[C@@]23C(CC[C@@]2(C)[C@@]3(0)CCCICCA=C(
NC5=CC6=C(C=C45)CC4C6=CC(C)(C)OC4(C)C)[C@@]32C)O[C@@H]1C(C)(C

4055 | )0 -9.9555
CC[C@H](C)[C@@H]INC(=0)[C@@H]2CCCN2C(=0)[C@H](CC(C)C)NC(=0)[

4056 | C@@H]2CCCCN2C(=0)[C@H](CC2=CNC3=CC=CC=C23)NC(=0)CCNC1=0 -9.9436

4057 | COC1=CC2=C(C=C10)C(=0)C(CO)=C(CC(C)C)02 -10.9614

4058 | CC1=CC=CC2=C1C(=0)[C@@H](0)C[C@H]20 -10.1941
CC(=0)0[C@H]1CCIC@@I2(C)[C@Q@]3(CHO[C@R@I2 1 CC[C@@]I2(C)C(CCIC

4059 | @@H]2[C@H](C)/C=C/[C@H](C)C(C)C)C1=CC3=0 -10.8397

4060 | CC1=CC=CC2=C1C(=0)CC[C@H]20 -10.0020
C=CI[C@23C(=0)0[C@@H](O[CQ@R4O[C@I2AC(=O[C@@I5(C=CC(=0)0

4061 | C5(C)C)C[C@H](OC(=0)/C(C)=C/C)[C@@]32C)C(OC(C)=0)[C@]1(C)0C4=0 -9.4646

4062 | CNICCCN(C)C1=0 -9.0670

4063 | CCCCC1=CC=C(CC2=CC=CC=C2)C=Cl -8.6849

4064 | C=CCNCCCCCCCCCC -8.9950

4065 | CCCCCCCCCCCCCON(C)C -9.0662

4066 | CCCCCCCCCCCC(CCCCCCCC)CCCCCCCC -8.6740

4067 | C=CCCN(C)C1CCCCCl -8.7008

4068 | CC(C)(C)CC(C)(C)C1=CC=C(OCCOCCCI)C=CI -9.8141

4069 | CCCCCCCCCCC(=0)CCCCCCC -9.8209

4070 | C=CCC1(C(=0)0)CCl1 -9.7472

4071 | c=cccc=c1eeccl -8.3474

4072 | CCCCCCCCOCCCCCC -8.9952

4073 | cooycceceeec)e -8.6217

4074 | CC(=0)0CCO -9.1538

4075 | CCCCCCHCCC(=0)0 -9.2259

4076 | C1=C[C@H]2[C@H]3CC[C@H](C3)[C@H]2C1 -8.6614

4077 | CCCCCCCCCCCON(C)C -9.0574

4078 | cCON(CCo)Ccce -8.5957

4079 | CCC(C)CC(C)=0 -8.9247

4080 | cccecccocceece -8.6188

4081 | NC1=CC=C(0)C(C(=0)0)=C1 -9.3861

4082 | 0=C(0)C1=CC(=0)C2=CC=CC(0)=C2N]1 -9.3796

4083 | CCC(CONN+](=0)[O-] -9.3598

4084 | CCCCCCCCCCCC(CCCCCCCO)CICCCCC -8.8388

4085 | CP(=0)(0)0 -9.5014

4086 | CN(C)N=NC1=CC=CC=C1 -9.3007

4087 | CC(CC(C)(C)C(C)C)C)C(C)(C)C -9.0123




4088 | C[Sil(C)(©0)O -9.2261
4089 | ccceeo)cce(o)e -8.6726
4090 | CCCCCCCCCCCCCCCCC(CCO)C1=CC=CC=C1 -8.6653
4091 | CCCCC(CC)COC(=0)CCCCC(=0)0 -10.4519
4092 | CCCCCCCCCC(N)=0 -9.3591
4093 | CCCCCCCCCCCCCCOCCCCCCCCCCCCCe -9.2361
4094 | C1=CCC2=C(C1)CCC2 -8.3999
4095 | O=CIN=CC2=C(N=CN2)N1 -9.0832
4096 | C[Si](C)(C)NC1=CC=CC=Cl -8.5539
4097 | C=CCC(C)0)C(C)C -9.4751
4098 | CCCCOC(=0)CN=C=0 -9.4468
4099 | CCC(C)CCC(C)CC -8.5101
4100 | OC1CCC20C1CCC20 -9.4755
4101 | C=CC(=0)0CC(CC)CCCC -9.6807
4102 | CCCCCCCCCCCCCCCCCCSil(C(CNCL -9.3486
COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C1C1=C(OC)C=C(0)C2=C1C(=0)C1=C
4103 | C(0)=C(0)C=C1C2=0)[C@@H](0)[C@@](C)(O)[C@H](0)[C@H]30 -9.6608
4104 | CC1=CC=CC=C1C1COl -9.1356
4105 | CCCCCCCCCCCC(0)CC(=0)0C -10.4185
4106 | C=C1[C@H]2CN(CCO)C[C@@H]3[C@H]2[C@H](C(C)C)CC[C@@]13C -10.2039
4107 | CC(=0)NC1=CC=CC(C)=C1 -8.2817
4108 | CCO[Si](C)(C)CCCOCCICO1 -10.2055
4109 | OC(CNC1=CC=CC=N1)C1=CC=CC=C]l -8.1254
4110 | CC(=0)0CCCCCCCCCCC=CCICO1 -10.2868
4111 | CCC(C)CCCCC(C)(C)CC -9.1423
4112 | CC(C)N=C=0 -9.3974
4113 | CCCCOCCOCCOC(C)=0 -9.5247
4114 | C=COC(=0)C(CC)CCCC -9.8537
4115 | CCN(CC)C1=CC=C(C=0)C=Cl -8.4159
4116 | 0=C1C=CC=CO1 -8.8970
4117 | CCCCCCCCCCC=CCCCCCC(=0)0C -10.2016
4118 | ccc=ccecceccece -8.4833
4119 | CCCCCCCCCCCC=CCCCCC(C)C -9.0166
4120 | C=CC1(C(C)CCC)C(=0)NC(=0)NCI=0 -9.8663
4121 | CCCCCCC(0)CHCCCCCCCCCC(=0)0 -10.4555
4122 | CCCCCCCCC=CCCCCCCCC(=0)0CCCO -10.5147
4123 | NC(=8)NN=C(C1=CC=CC=C1)C12CC3CC(CC(C3)C1)C2 -10.5662
4124 | CCCCCCCCC=CCCCCCCCC(=0)0CCICOl -10.4989
4125 | CCC=CCC=CCC=CCCCCCCCC(=0)0C(CO[Si](C)(C)C)CO[SIJ(C)(C)C -9.9389
4126 | CCC=CCCCC(Br)C(Br)CCCCCOC(C)=0 -10.0118
4127 | CCCCCCCCC=CCCCCCCCCC -9.0845




4128 | NCCNICCI -8.3729
4129 | CC1=CC=CC(CO)=C10CC(C)N -10.1930
4130 | CCCCCCCCC=CCCCCCCCC(=0)Cl -9.7546
4131 | CCCCC=CCCCCCCCCCCCCCC -9.0680
4132 | OC1CC2C=CCIC2 -8.9253
4133 | cccecee=ccecece -8.4211
4134 | CCCCCCCCCC=CCCCCCCCCCC -9.0312
4135 | OC1=CC=C(C=CC2=CC=CC=C2)C=Cl -8.9437
4136 | CC=CCCCCCC(=0)0C -9.4121
4137 | COC10C2COC(C3=CC=CC=C3)0C2C20C12 -9.8082
4138 | CC1=CC=C20C3CC(=0)C=CC3(C)C2=C1 -9.3945
4139 | CC(C=0)=CCC1C(C)=CCCCL(C)C -9.7641
4140 | OC1CCCCCCCCCCCCCCl -9.4449
4141 | CN(CC1=CC=CC=C1)CC(0)CO -9.1205
4142 | CCCC(C(=0)0)C(0)CC -10.2992
4143 | CCCCCCCCCCCCCCCCC(Br)C=0 -9.8154
4144 | CC1C=C(CO)C(=0)01 -9.8045
4145 | CCC(C)OC(=0)C1=CC=CC=C1C(=0)0C(C)CC -10.4765
4146 | CC(=0)NCC(0)C1=CC=CC=C]1 -9.5380
4147 | COC(=0)CCCCC(C)=0 -9.6065
4148 | C=Cc(cc)cccec -8.5787
4149 | CCCCCCCCCCCCCCCC(=0)0CCICO! -10.2117
4150 | CCOC(=0)C(C)(C)C(C)O -9.9349
4151 | CCCCCCCCCC(CO)(CCCCCCC)CCCCCCCC -8.7827
4152 | COC1=CC=C(C(N)=0)C=C10 -10.4023
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)C(=0)C(C)(0)C(OC)C
4153 | 4 -10.3141
4154 | CC1(CCCHN)CSCC(CCCEN)CI=0 -10.5903
4155 | C=C(CC)C(C)C(C)=0 -9.1551
4156 | CC(=0)NC(CO)C10C(C)(C)OCICICOC(C)(C)O1 -10.9679
4157 | CCC(C)OCCC(C)=0 -9.2296
4158 | CCC(=0)C(C)C(CC)CC -9.2894
4159 | CCCCCCCCCSCC(0)C(0)C(0)C(0)CO -10.4028
4160 | CCCCC(CCO)CC(C)CC -8.8029
4161 | CCCCC(C)CC(C)CC(C)C -8.8348
4162 | CC(C)OCC(N)C(=0)0 -10.0212
4163 | CCC(C)CCCCCCCCCCCCOC -9.3052
4164 | COCOCC(C)C(OC(C)=0)C(C)CO -10.5640
4165 | COC1OC(C(C)OC(C)=0)C(0)C10 -10.0244
4166 | O=CINC(=0)C2(CCOC2)N1 -9.3880
4167 | CC1OC(C)C(C)CSI -9.5096
4168 | 0=C10C(CO)C(0)CC10 -9.6630




CC1=CC(C)=NC(NS(=0)(=0)C2=CC=C(N=CC3=CC=C(IN+](=0)[O-

4169 | ])C=C3)C=C2)=N1 -9.0088
4170 | C=CC(=0)0C(CCC)CCCCCCCCCCC -9.8617
4171 | CCCCIOC(C(C)(C)C)OC1=0 -9.5738
4172 | C=COCCOCICCCCCIO -9.7741
4173 | CCCC(O)O[Si|(C)C)C -9.7846
4174 | c=cccceceo)ee -8.5078
4175 | CSi](C)(C)NCI=C(C(=N)O[Si](C)(C)C)N=CNI[Si](C)(C)C -9.6228
4176 | CC(C)C1CCC2A(CNC2CI -9.1775
4177 | C[Si](C)(C)C1=CC([Si](C)(C)C)C=CCL[Si|(C)C)C -9.8350
4178 | C=C(C)C1CCCC(O)CIC -9.4018
4179 | C=C(CO)C1CCC2(C)CC(=0)CC(C)=C2C1 -10.6064
4180 | CCCCCCICCICCICCICCICCICCICCICCCC(=0)0C -10.1539
4181 | C=CC1(C)CC(=C)CCC2C1CC2(C)C -9.2018
4182 | CC1=CC(C)=CC(O[Si](C)(C)C2CCCCC2)=Cl -9.5069
4183 | C=C1C2COCC3C2C(C(C)C)CCC13C -9.4524
4184 | C[Si](C)(C)OC1=CC(O[Si](C)(C)C)=CC(O[Si](C)(C)C)=C1 -9.8194
4185 | cceceeo)cceyccee -8.7099
4186 | CC=CI1[C@H]2C=C(C)C[C@]1(N)C1=C(C2)NC(=0)C=Cl1 -9.0830
4187 | cceceececc)cee -8.5048
4188 | CcCCCC()CCe(c)ce -8.7115
4189 | C[Si](C)(C)OC(=0)C1=CC=C(O[Si](C)(C)C)C=C10[Si](C)(C)C -9.6624
4190 | CCCCCCC(C)CC(C)CC -8.7632
4191 | COC1=C2CCCCC2CCCI=0 -9.6725
4192 | CCC(O)C(C)C(C)C(C)CC -8.9574
COC1=CC=C(CCO[C@@H]20[C@H](CO)[C@@H](OC(=0)/C=C/C3=CC=C(0)
C(OO)=C3)[C@@H](O[C@@H]30[C@@H](C)[C@@H](0)[C@@H](0O)[C@H]3
4193 | 0)[C@H]20)C=C10 -10.2676
4194 | CCCCCCCCCCCCCCCC(0)C(0)C(=0)0 -10.5454
4195 | CC(=0)OC1CC(C)C2CCIC2(C)C -9.8201
4196 | C[Si](C)(C)OC(=0)C1=C(O[Si](C)(C)C)C=CC=C10[Si](C)C)C -9.4890
4197 | CCCCC(O)CC(C)CCC -8.7249
4198 | CC1(C)CCCIC@I2(O)C@H]BCCIC@2(C)[C@@H](O)[C@@H]31 -10.2755
4199 | CCCCCCCCCCCCCCCCC(O[Si(C)(C)C)C(=0)0C -10.1931
4200 | COCI=CC(C(CO[Si](C)(C)C)O[Si](C)(C)C)=CC=C10[Si](C)(C)C -10.1290
4201 | C[C@H]1CCC/C=C/[C@@H]2C[C@@H](0)C[C@H]2[C@H](0)/C=C/C(=0)01 -10.6412
4202 | CC(C)(C)CC(C)(C)C1=CC=C(O[Si](C)(C)C)C=C1 -9.0745
4203 | COC1=CC(OC)=C20C=CC(C)C2=C1 -10.0538




4204 | CCCC=C(C)C(=0)0 -9.5296
4205 | CO[Si](C)(OC)C1CCCCCl -9.3829
4206 | C[C@@H]1C(=0)C[C@]2(C)CCCC(C)O)[C@@23C[C@Q@H]13 -10.2319
4207 | CC1=CN=C(C)C(C=CC2=CC=CC=C2)=N1 -8.7840
CC[C@H](/C=C/[C@@H](C)[C@H]1 CC[C@H2[C@@H]3CC=C4C=CCC[C@]4
4208 | (O)[C@H]3CC[C@]12C)C(C)C -9.2636
4209 | CC#CC(C)=C=C(C)C -8.5828
4210 | CCCCCCCCCCCC(C)OC(=0)CC1=CC=CS1 -10.1481
4211 | CC1=C(C)C(0)=C(C)C(=0)C1=0 -10.1541
4212 | CCCCISi)(C)(C)OC(C)CC -9.7974
4213 | CC1CCC2=CC=CC=C2C10 -9.0938
4214 | CCC=CCCCCC=CCCCCCCCC(=0)0C -10.1825
4215 | CC(CIN+](=0)[0-])C(C)C(=0)N1CCCC1 -9.8929
4216 | CC(C)C/C=C/[C@@H](C)C(C)C -8.9619
4217 | 0=C1CCC2C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1C2(0)C(0)CC3=0 -10.5947
4218 | CCCCCCCC(C)CCCC(C)CHN -9.9674
4219 | CCC12CCC(C)CCI(C)CCCC2(C)C -8.9765
4220 | COCC1CC(=C(C)C)CCIC(=0)0C -10.3383
4221 | NC1=CC=CC=C1CC(=0)0 -8.9129
4222 | CC1(C)OC12CCCCC2=0 -9.6183
4223 | CCN1C(C)=NC(C)=CC1=0 -9.1612
4224 | NC1=NC(C2CCC(=0)02)=CS1 -8.7069
4225 | CC(=0)0CC1C=CC2=CC=CC=C21 -8.9149
4226 | CC1=C(C(=0)0)[C@H2[C@@H](C(C)C)CCIC@]1(C)[C@H]2CO -10.7779
4227 | CC1CC2C(CC(=0)0)C1(C)CCCC2(C)C -10.4584
4228 | CC(0)C1=CC=CC=C1CO -9.5561
4229 | CC(C)C1=CCC(C(=0)0)C(C(=0)0)C1 -10.1775
4230 | CC1C(=0)N(C)C2=CC=C(0)C=C21 -9.0469
4231 | CCCCCCCCCCCCC(CCO)OC(=0)C1=CC=C(C)C=C1 -9.8282
4232 | [N-J=[N+]=NCI(N=[N+]=[N-])C2=CC=CC=C2C2=CC=CC=C21 -8.4578
4233 | CCOC(=0)C(0CC)C1=CC=C(O[Si](C)(C)C)C(OC)=Cl -10.1910
4234 | COC(=0)C1=CC2=C3C=CC=CC3=C2C=C1COC(C)=0 -9.4605
4235 | CCCCCCCC(=0)0[Si]l(C)CCCC1 -9.1875
4236 | N#CC1=CC=CC=C1C1=CC=CC=NI -8.5436
4237 | COC(=0)C10C1C1=CC(OC)=C(OC)C(OC)=C1 -10.4213
4238 | CC(=0)C=C(0)C(C)(C)C -9.9796
4239 | CCCCCCCCCCCCC(CCC)OC(=0)CCCCCBr -9.7085
4240 | CNC(=0)CC12CC3CC(CC(CI)CHC2 -10.3599
4241 | C1=CC=C2C(=C1)C1=CC=CC3=C1C2COC3 -8.7121




4242 | C[Si](C)(C)OC(C1=CC=CC=C1)C(O[Si](C)(C)C)C1=CC=CC=C1 9.2127
4243 | CC(=0N[C@H](CO)C(=0)0 -9.7060
4244 | CC(C)=CCCC1(C)OC2(C)CCCICC2=0 -10.1585
CCCCCCCCCCCCCCCIC@@H](0)[C@H](COINC(=0)C(0)CCCCCCCCCCCC
4245 | CC -10.2434
4246 | CC1=C2C[C@]3(O)[C@@H](C)CC[C@@H](0)[C@@]3(0)C[C@@]2(0)OC1=0 | -11.0488
4247 | CON(CC)C1=CC=C(N=NC2=[N+](C)N(C)C(C3=CC=CC=C3)=C2)C(C)=C1 -8.3449
4248 | CC1=C2CCI[C@H](CO)[C@@H]2C[C@H](C(C)C)CC1 -9.2718
4249 | 0=S(=0)(NC1=CC=C(0)C=C1)C1=CN=C(C)C(Br)=C1 -9.4660
4250 | COC(=0)CNC(C1=CC=CC=C1)C1=CC(Br)=CC=CINC(=0)C1=CC=C(OC)C=C1 -9.0528
4251 | 0=C[C@@H](0)[C@H](0)[C@@H](0)[C@@H](0)[C@H](0)CO -9.5634
4252 | CCCCCCCCCCCCCCCC=CC(=0)0CC -9.9604
CC(=0)0[C@@H]1/C=C\[C@](C)(0)C[C@@H](C)C/C=C\[C@H]2[C@H](0)C(
4253 | O=C(O)[C@H]3[C@H](CC4=CC=CC=C4HNC(=0)[C@@]123 -9.3776
4254 | [C-#N+]C1=CC2(0C20)[C@@H]20C12 -9.5006
CC(=0)0[C@@H]1/C=C\[C@](C)(0)C[C@@H](C)CC=C[C@H]2[C@@H]30[C
4255 | @3(O)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4NC(=0)[C@@]312 -9.3755
4256 | C[Si](C)(C)OC(=0)CP(=0)(O[Si](C)(C)C)O[Si](C)(C)C -9.9855
4257 | CCCCC(CC)C(CCCC)OC(=0)C1=CC=CC=C1C(=0)0 -11.3134
4258 | COC1=CC2=C(C3=CC=C(OC)C(=0)C=C3C(N(CO)C(C)=0)CC2)C(OC)=C10C -10.4475
4259 | NC(=0)C[C@H](NC(=0)[C@@H](N)CCCN=C(N)N)C(=0)O -10.3291
4260 | 0=C1C=C(NCCCN2CCOCC2)C(=0)C=CINCCCN1CCOCC]I -10.1035
4261 | CCC(C)C1=C(C)C(=0)C2=CC=C(0)C(C)=C201 -10.9716
CC1=C[C@@H]2C=CC[C@H](C)C=C(C)[C@@H](0)[C@@H](0)C=CC(=0)[C
4262 | @]23C(=0N[C@@H](CC2=CNC4=CC=CC=C24)[C@@H]3[C@@H]1C -9.1977
4263 | CC1(C)CCCIC@@]2(C)C1CCIC@@]13C[C@@H](CCC12)[C@](C)(0)C3 -10.0332
4264 | CCOC(=0)0C1=CC=CC(0)=C1 -10.4323
4265 | C[C@H]10C(=0)C2=C(0)C=CC=C2C10 -9.9485
4266 | 0=C(8)C1=CC=C(Br)C=Cl -8.5054
4267 | 0=C1C2=C(CCC20)0C2=CC=CC(0)=C12 -10.3871
4268 | C[C@@H]1C[C@@H](0)[C@Q@H](0)/C=C/C=C\C(=0)01 -10.1271
4269 | [Si]O[Si]O[Si]O[Si]O[Si]O[Si]O[Si]O[Si] -8.7991
4270 | CCCCCCC(CC)C(C)=0 -9.2582




4271 | C=C(C)C1=CC(C)CCC -8.5920
C[C@H]1CC=C[C@H]2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3[C@H](CC4=
4272 | CC=CC=C4)NC(=0)[C@]320C(=0)C=C[C@H](0)CCCl -9.5612
4273 | CCCCCCCCC=CCCCCCCCC(=0)0CCICOC(C2=CC=CC=C2)01 -9.4532
C=C(O)[C@@H]1 CC[C@@H]2[C@]3(CC[C@]4(O)[C@@H]([C@H](C)CC/C=C(
4274 | \0)C(=0)0)CC[C@@]24C)C[C@]13CCC(=0)0 -10.6452
4275 | CCC(C)OC[C@H]10[C@@H](OC)[C@H](0)[C@@H](0)[C@H]10 -10.4832
4276 | CC1(O)[C@@H](0)CC[C@]2(C)C3=C(CC[C@@H]12)C(=0)0C3 -11.0694
4277 | CCCCCCCCC(C)OC=0 -9.2297
CC1=C[C@@H](0)CC(=0)CC2=NC(=CO2)C(=0)N2CCC[C@@H]2C(=0)0[C@
4278 | H])(C(C)C)[C@H](C)/C=C\C(=0)NC/C=C\1 -10.1942
CCL(O)[C@@H](CHCC[C@]2(O)[C@@H](C(=0)0)[C@](C)O)C[C@@H]30[C
4279 | @312 -11.4067
4280 | ccc=c(c=0)cce -9.1002
4281 | COC1=CC=CC2=C1C(=0)CC[C@@H]20 -10.4114
4282 | CC=CC(=0)C1=CC(C)=CC=CIC -8.8818
4283 | NC1=NC(C2=CNC3=CC=CC=C23)C=NNI1 -9.1301
4284 | CCC(=0)C=C(C)CC -8.9390
4285 | CC(C)C=C1CCCCCC1=0 -9.1880
4286 | CC(=0)0[C@H]1/C=C/[C@@H]20[C@@H]2C(=0)0[C@H](C)C[C@H]10 -10.0744
4287 | CC=CC(C)C(C)CCCCCC -8.8233
4288 | CCCCCCCCC=CCC=CCCCCCCC(=0)0C -10.2713
4289 | C1=CCC=CCC=C]1 -7.8206
4290 | C=C1C=CC=CCCCl -8.2216
4291 | CC=CCCC1=CC=CC=CI -8.2524
4292 | CC(=CCCI=C(C)CCCCL(C)C)CO -9.9041
4293 | CC1C(=0)0OC(=CC(=0)OC(C)(C)C)CIC -10.3582
4294 | C=COC(=0)C=CC=CC -9.1638
4295 | 0=CC(Br)=CC1=CC=CC=C] -8.5261
4296 | CC1(C)CC(C)(C2=CC=CC=C2)OC(=S)N1 -9.4940
C[SiJ(O)O[SIJ(C)O)O[SI(CHO)O[SII(CHCO)O[SII(CHCO)O[SIHCNC)O[SII(CNC)O[
4297 | sij©)C -9.1491
4298 | CC1=CCC2C(=C(C)CCC1)CC2(C)C -9.4071
C(=CC1=CC=C(C=CC2=CC=C(C=CC3=CC=CC=C3)C=C2)C=C1)C1=CC=CC=C
4299 |1 -9.3364
4300 | CCCCCCCCCCOS(=0)0C(C)C -10.3421
4301 | CCCCCCCCCCCCCCCCCCOS(=0)0C(C)C -10.3538




4302 | C[Si](C)O[Si](C)(C)O[SI](C)(C)O[Si](C)C)O[SI](C)C)O[Si](C)C)O[Si](C)C -9.3534
4303 | CC(C)(O)[Si)(OCC1CCCONC(C)(C)C -9.8624
4304 | COC(=0)C=C(C)CCCC(C)CCCC(C)C -10.2684
4305 | CC1CCCC(=NNC(=0)C2CC2C2=CC=CC=C2)C1 -10.3122
4306 | CC(C)C[C@H](N)C(=0)N[C@@H](CC1=CN=CN1)C(=0)O -10.6084
4307 | CCCCCCCOS(=0)0CCCCCC -10.3731
4308 | CCCCCCCCCCCCCOS(=0)0C(C)C -10.2992
4309 | C[Si](C)O[Si](C)(C)O[Si(C)(C)O[Si(C)(C)O[Si](C)(C)O[Si(C)C -9.7713
4310 | CC(=0)OC[C@@H]1CC[C@Q@H]2C[C@H]1C2(C)C -9.9461
4311 | CCC(=0)[C@H]1C[C@H](C(C)C)CC=C1C -9.8034
4312 | COC(=NO)C1=CC=CC=C] -9.4540
C/C1=C/CC(C)(C)C=CC[C@@]2(C)OC3=CC(0)=CC(C)=C3C[C@@H]2C[C@H]

4313 |10 -10.2339
CC(C)CCCCCCCCCCICC(=0)N[C@@H](CCC(=0)0)C(=0)N[C@@H](CC(C)C)
C(=ON[C@H](CC(O)C)C(=ON[C@@H](C(C)O)C(=O)N[C@@H](CC(=0)0)C(

4314 | =0O)N[C@H](CC(C)C)C(=0)N[C@@H](CC(C)C)C(=0)01 -10.3679

4315 | CCCOC(=0)C1=CC=CC=C1C(=0)OCCC(C)CCOC -10.5928

4316 | 0=C1C=CCCCCCCCOl -9.2258

4317 | C=C[C@@](C)(0)CC/C=C(\C)CC[C@@H](0)C(C)(C)O -10.5943

4318 | CN1C(=0)C2=CC=CC=C2NC(=0)[C@H]1CC1=CC=CC=C]1 -8.4588

4319 | COCI=CC=C(C(C)=C(CHCHN)C=C1 -9.7619

4320 | CCCCCCIC@H](0)C1=CC(OC)=C(COCC2=C(C)CCC2=0)C(=0)01 -11.0042

4321 | cCCCCCIC@H](0)[C@@H]1 C[C@@H](0)C2=C(CC[C@@H](0)C2=0)01 -10.8432

4322 | C=C(O)[C@@H]1CC/C(C)=C\CC/C(C)=C\C[C@H](C(=C)C)C1 -8.8173

4323 | C[C@H]1CCC=C(C=0)[C@]12CCC(C(C)(C)0)C2 -10.7463

4324 | CCCC(C)OC(=0)C1=CC=CC=C1C(=0)0C -10.4389

4325 | CC1=C(0)[C@H](O)[C@H]20[C@H]2C1=0 -9.8250

4326 | CCCCCC=CCC=CCCCCCCCC(=0)0CCCC -10.0772

4327 | C=C(C)C1=CC2[C@H](C)CCC[C@@]2(C)CC]1 -9.2866

4328 | CCCCC(CCC)OC(=0)C1=CC=CC=C1C(=0)OCC(C)C -10.5565

4329 | CCCCCCCCCCC=CCICC(=0)0C1=0 -10.4328

4330 | CCI[C@H](C)/C=C(C)/C=C/C1=CC2=CC(=0)[C@](C)(0)[C@H](O)[C@H]2CO1 -10.0540

4331 | CC(C)=CCC1=CC=C(0)C(C=0)=C1CC=CCCC(C)O -10.4675

4332 | CCC=CC=CC1(C)OC(0C)=C(CCCCC)C1=0 -10.2256

4333 | CCCCC=CCC1=C(CC(0)C(C)C)0)C=CC(0)=C1CO -10.6691




CC[C@H](CC[C@@H](C)[C@H]1 CC[C@H2[C@@H]3CC(=0)C4CC(=0)CC[C

4334 | @)4(O)[C@Q@H]3CC[C@]12C)C(C)C -10.4069

4335 | COC10CC2=CC[C@@H]3C(C)(C)CCC[C@]3(C)[C@H]21 -10.0578

4336 | CCCCC=CCC1=C(CC=C(C)C)C=CC(0)=C1CO -10.0959
CCCCC(=0)OCC(=0)[C@]1(0)CC2=C(0)C3=C(C(=0)C4=C(0C)C=CC=C4C3=

4337 | 0)C(0)=C2[C@@H](OC2CC(NCC3=CC=CC=C3)C(0)C(C)02)C1 -9.0560

4338 | CCCCCCC=CCCCCCCCCN)=0 -10.2887

4339 | CC(=0)0C(0)CC(C)CCC=C(C)C -10.3158
CCC(C)CC(C)/C=C(\C)C10C(C2=C(0)C([C@]3(0)CCC(=0)C[C@@H]30)=CN(

4340 | O)C2=0)CC[C@@H]IC -10.5156

4341 | CCCCIC@@]1(0)O[C@H](CO)[C@@H](O)[C@H](0)[C@H]10 -9.8628
CC[C@H](C=C[C@@H](C)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)[C@

4342 | H3CC[C@@]21C)C(C)C -9.7115
CC(0O)[C@@]12SS[C@]3(C(=0)N1C)[C@@H](0)[C@]1([C@]45C6=CC=CC=C6
N[C@@H]4NAC(=0)C6(C)SS[C@]4(C(=0)N6C)[C@H]50)C4=CC=CC=CAN[C

4343 | @H]IN3C2=0 -9.0240

4344 | COC1=CC(OC)=C2C(=0)OC(CC(0)CO)=CC2=Cl -11.0063

4345 | CCC(CC)(C(=0)0C)C(=0)C1=CO[C@@H](OC)C1[C@@H](C)C(C)=0 -10.8082

4346 | COC(=0)C1=C(0)C=C(C=CC2=CC=C(0)C(0)=C2)0C1=0 -10.1408
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(

4347 | ©)=0)C=C[C@](C)(0)C[C@@H](C)C/C=C\[C@H]3[C@@H]10 9.4115

4348 | CC=CC(=0)C1=CC(0)=CC=C10 -10.3971

4349 | S=SINC=COIl -8.4552

4350 | CCC(O)C[C@H](O)[C@@H]1CC(OC)=CC(=0)01 -10.3208

4351 | COC(=0)C1=C(C)C=C(OC2=CC(C)=CC(0)=C2)C=C10 -10.3860

4352 | C/C=C/[C@@H]10C(=0)CCC10 -9.6978

4353 | CCCC(=0)C1=C(0)C=CC=C10C1=CC=CC(0)=C1C(0)=CC(C)=0 -9.8345

4354 | CCOCCO[Si(C)(C)O[Si](CHC)O[Si](C)C)OCCOCC -9.8571

4355 | C[C@@H]10[C@@H](C[C@H]2CC3=CC(0)=CC(0)=C3C(=0)02)CCC10 -10.9829

4356 | C=CCOC(=0)C=CC(=0)0CCCCCCCCCCC -10.3062

4357 | CCCCCCCCCCCCCCOC(=0)CICCONIC(=0)CCCC -10.2882

4358 | CC10[C@H]20C[C@H](0)[C@H]201 -9.9428

4359 | C[Si](C)(C)SCC1=CC=CC=CICS -8.8503

4360 | CCCCCC=CC(C)CCCCCCCCCC(=0)0C -10.1060

4361 | CCCCC(CCC)OC(=0)C(CC)(CC)C(=0)Cl -10.2640

4362 | CC(C)CCC(C)OC(=0)C1=CC=CC=C1C(=0)OCC(C)C -10.5828

4363 | CCCCCCCCCCCOC(=0)CICCCNIC(=0)CCCC -10.4390




4364 | CCO[C@H]10[C@@H](CO)C@@H](0)[C@H](O)[C@@H]10 -9.7424

4365 | CCCCCCCCCCCCCCCCC=CCCC=CCCCC(=0)0C(C)C -9.8594

4366 | C=C(CCC=C(C)O)[C@@H]1CC=C(CO)CC1 -9.5338

4367 | CCCCCCCCCCCCCCCCOC(=0)C(CC(C)CINC(=0)C1CCl -10.5529

4368 | C=C1CC(0)C23CC(C)CC2C(CHC)CIC3 -10.1367

4369 | CC1=CC2C(C(C)=CC[C@@H]2C(C)C)C(O)CI -10.2149

4370 | CC1(C)CCCC2AC)CC[C@@](C)(0)CICC312 -10.1775

4371 | COC(=0)C1=CC(OC)=CC(=0)C120C(=0)C1=C(0)C=C(C)C=C102 -10.7722

4372 | COC(=0)C1=CC=C(0)C2=C1[C@@H](0)[C@@H](C)0C2=0 -10.7864

4373 | CCC)O)[C@H]ICCIC@]2(C)CCC(CO)=CC[C@@H]12 -10.2059
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@@]2(0)C3=CC(=0)C4=CC(

4374 | =0)CC[C@]4(C)[C@@]3(0)CC[C@]12C -10.9697

4375 | COC1=CC(0)=C2C(=0)0[C@]3(C)C[C@@H](0)[C@H](0)C=C3C2=C1 -10.9852

4376 | O=CIN[C@@H](CC2=CC=C(0)C=C2)C(=0)N[C@H]1CC1=CC=CC=C] -9.2931

4377 | COCI=CC(=0)C=C(C)[C@@]120C1=CC(OC)=CC(OC)=C1C2=0 -10.3781

4378 | COC1=CC2=C(C=C10)CN1CC[C@]23C=C[C@@H](OC)C[C@@H]13 -10.5365

4379 | CC[C@@H](C)C1=C(C)C2=CC(0)=C(C(=0)0)C(0)=C2C=[N+]1CCO -10.6141
CC(C)=CCC[C@]1(C(=0)0)C2C/C=C(\C)CC/C=C(/C)CC[C@H]1 [C@H](C=0)C

4380 | 2 -10.8582
CCCI=C2CC(=0)0[C@@H]([C@H](C)[C@H](O)[C@H](C)CC(C)=C[C@H](C)[

4381 | C@@H](0)[C@H](C)[C@@H](0)CC)C/C=C(\C)CC(C)(02)C1=0 -11.1105

4382 | CCCC=C10C1=CC1=CC=C(CC=C(C)C)C(0)=C1C=0 -9.7116
CCC(=0)[C@@H](O)[C@H](O)[C@@H](C)C=C(C)C[C@@H](O)[C@@H](0)[C

4383 | @@H](C)[C@H]1C/C=C(\C)CC2(C)OC(=C(CC)C2=0)CC(=0)01 -10.3939
CC1=CC2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)C23C(=0)C=C[C

4384 | @H](0)[C@H](0)CC1 -11.0720

4385 | C=CC(C)CC=C(CCC(C)CCCC(C)C)C(C)CCCC(C)C -8.7500
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]23[C@H](O)

4386 | C=C[C@](C)(0)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.6129
CCC(=0)[C@@H](O)[C@H](O)[C@@H](C)C=C(C)C[C@@H](O)[C@@H](0)[C

4387 | @@H](O)[C@H]1C/C=C(\C)CC2(C)OC(0)(CC(=0)01)[C@H](CC)C2=0 -10.3061




C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)[C

4388 | @H](O)[C@H]2C(C)=C[C@@H](C)CC40[C@H]1[Cw@H]3C42 -9.8251
C/C1=C/C(=0)OC[C@]23CCC(C(=0)0)=C[C@H]20[C@@H]2C[C@H](OC(=0)/

4389 | C=C\C=C[C@H]([C@H](C)O)OCCH[C@@]3(O)[C@]21CO1 -10.4806
C/C=C\C(O)CC[C@@H](C)[C@@H](0O)[C@H](C)[C@H]1C/C=C/C=C/C=C/C(0)

4390 | C(=0)/C(C)=C/C=C/C(C)=C/C(0)/C(C)=C/CC(=0)01 -9.4783

4391 CC(=O)N=CC1=C(0)OC(CO)=C1 -10.0131
CC(O)[C@H]1CC[C@@](0)(COC(=0)C2=C[C@@H]3[C@@H](C(C)C)CC[C@
@](0)(COC(=0)/C(=C/[C@H]4C5=C(CC[C@H]4C(C)C)COC5=0)CO)[C@H]3C(

4392 | =0)OC2)[C@H]2C(=0)OCC(C(=0)0)=C[C@H]12 -9.6266
CC(=0)O[C@H]1CCC(0)=C2C(=0)C3=C(0)C=CC(C4=CC=C(0)C5=C40[C@]4(

4393 CO)C(=C(O)C[C@H](O)[C@@H]40C(C)=0)C5=0)=C30[C@]21CO -9.5583

4394 | C[C@@H]1C/C=C/CC[C@H](O)CCCC(=0)01 -10.0752

4395 CC1=CC(C(=0)0)=CC([C@H](C)O)=N1 -10.2934
C=C1C(C)C2C(CC3=CC=CC=C3)NC(=0)[C@]23C(OC(C)=0)/C=C\[C@@](C)(O

4396 | )C(=0)C(C)C/C=C\C3C10 -9.0565
CC1=C[C@H]2C=C(O)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]23C(
=0)[C@H](S[C@@H]2CC(=0)[C@H](0O)CCC(C)=C[C@H]3C=C(C)[C@@H](C)

4397 | [C@H4[C@H](CC(CO)ONC(=O)[C@@]34C2=0)CC(=0)[C@H](0O)CCI -10.6877

4398 | CCCCCCCCCCCCCC=CC(O)CMN)C(O)CI(O)OC(COIC(O)C(O)C10 -10.8456
COCI1=CC(=0)[C@]230C(=0)C4(0)[C@@H]50C(=0)C([C@@H]1[C@]420)[C

4399 | @@]53C -10.7374
CC[C@H]10C(=0)[C@H](C)[C@@H](O[C@H]2C[C@@](C)(OC)[C@@H](O)[
C@H](C)02)[C@H](O)[C@@H](O[C@@H]20C(C)C[C@H](N(C)C)[C@H]20)[
C@](C)(O)C[C@@H](O)[C@@H]2N[C@@H](COCCOC)O[C@H]([C@H]2C)[C

4400 | @]1(C)O -10.1195
CC1=C[C@H]2C=C(O)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0O)[C@@]23C(
=0)[C@H](S[C@@H]2CC(=0)[C@H](O)CCC(C)=C[C@H]3C(00)C(C)=C(C)[C

4401 @HJ4[C@H](CC(C)CNC(=0)[C@@]34C2=0)CC(=0)[C@H](0)CC1 -10.3446

4402 | CC12CC(=0O)CCCICCICNCCIN2 -10.2896

4403 COCI1=CC=C2C(=0)C(C)=C(C(O)C(C)O)OC2=CIC -11.1150
C[C@H])(CCCC[C@@H]1 C[C@@H](0)CC(=0)01)C[C@@H](C)CC[C@@H](C)

4404 9) -10.8745

4405 CC(=0)CCNC(CC1=CC=C(0)C=C1)C(=0)O -10.2505

4406 | CC1CC=CC(=0)OC(C)C(C=CC(=0)O)OC(C)C(C=CC(=0)O)O1 -9.9769




C=CC(C)(C)[C@@]12C(C3=CC=CC=C3N)=C(0)C(=0)N3/C(=C\C4=CNC=N4)C(

4407 | =O)N[C@]3IN(OC)C1=CC=CC=C12 -9.2094
C/C(=C/C=C/C=C/C(C)C(=0)0)NC(=0)CC(0)/C(C)=C\C=C/C=C(C)/C=C/C=C\C
=C\CNC(=0)C(CC(C)0)0[C@@H]1O[C@HI(CO)[C@@H](O)[C@H](O)[C@H]!

4408 | O -9.9649
COC(=0)[C@]12C(=0)C(C)C(=0)[C@@] 1 (O)C(C)-CIC@@H] I [CR@I3(C=0)C

4409 | C[C@@H](OC(C)=0)C(C)(C)[C@@H]3CC[C@]12C -9.9565
CC[C@@H](/C=C/[C@H](C)[C@@H]1 CC[C@@H]2[C@H]3CCC4=CC(=0)CC[

4410 | C@Q@]4(O)[C@@H]3CC[C@]21C)C(C)C -10.1902
C=C1CC2=C(Cl)C=C3NC4=C5C3=C2[C@H]2[C@@H]1C[C@@H]2C(C)(C)O[C
@H]5[C@@H]1CC[C@@]2(0)C3=C[C@@H](0)[C@@H](C(=C)C)O[C@@H]3

4411 | CCIC@2(O)[C@@]41C -9.4938

4412 | C[C@@H](0)C[C@@H](0)C/C=C/CCC(=0)0 -10.3473

4413 | C[C@H](0)C(=0)/C=C/C1=CC=CC(=0)01 -9.6705

4414 | 0=C1C=C2CCC(=0)CC2=CCl -9.1763

4415 | C=C[C@@]1(C)CC2=C(C(=0)C1C(=C)C)C(C)=CO2 -9.6546

4416 | CCCC=CC=CC=CCCC1=CC=C(0)O1 -9.2274

4417 | C=C1[C@H](CO)[C@H]2[C@@H](C(C)C)CC[C@]1(C)[C@H]2CO -10.4413
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2=C3C(CC[C@@]21C(=0)0)[C@Q@]
1(OCC[C@H](OC(=0)[C@@H](N)[C@@H](0S(=0)(=0)0)C(C)O)C[C@@]120

4418 | C2[C@@H]30 -10.9996
C/C=C(/C=0)[C@@H]1 C[C@H]2C3=C(C[C@@H](C(=0)0)N2C=C1C(=0)0C)C

4419 | 1=CC=CC=CIN3 -9.4321

4420 | CCCCC(C)C1=C(COC)C(=0)OC1 -10.0690
C=Cl[C@@]23C(=0)O[C@H](O)[C@]240[C@@]2(C(=C)[C@@](CCC)C(C)(C)

4421 | 0C=0)C[C@@H](OC(=0)/C(C)=C\CO)[C@]32C)C(0C(C)=0)[C@@]1(C)OC4=0 -10.2130

4422 | CCC[C@@H]1CC(=0)C2=CC=C(0)C(CC)=C201 -10.6520
COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)O[C@@]1(C)CCC[C

4423 | @HJ401 -11.0969

4424 | C=C1C(CC2=CC=CC(0)=C2COC)=C(C)OC1(C)OC -9.8709

4425 | CC1=NC2(C=CC3=CC=CC(0)=C3CO2)C2C3=CC=CC(0)=C3COCC12 -9.2150

4426 | cCC/C=C/[C@H]1C=C[C@H](O)[C@H](O)[C@@H]1C(=0)C(C)O -10.7005

4427 | COC1=CC(C)=C2C(=0)0[C@@]3(C)CC(=0)0[C@H]3C2=C1 -10.5412
C=Cl[C@@]23C(=0)O[C@H](O)[C@]240[C@@]2(C(=O)[C@@](/C=C\C)(C(C)

4428 | (©)0C=0)C[C@@H](OC(C)=0)[C@]32C)C(OC(C)=0)[C@@]1(C)OC4=0 -10.3620

4429 | CC(0)C(=0)0CCC1=CC=CC=Cl -9.6894




C[C@H]1CCC/C=C/[C@@H]2CC[C@@H](O)[C@H]2[C@@H](0)/C=C/C(=0)O

4430 |1 -10.6600

4431 | CC(C)(C)OC(=0)NCCCNC(=0)C=CC1=CC=CC=C1 -9.8593
CCO)[C@]12SS[C@@]3(C[C@]4([C@]56C[C@@]78SS[C@@](CHC(=O)NT[C
@H]SNC5=CC=CC=C56)N(C)C8=0)C5=CC=CC=CSN[C@@H]4N3C1=0)C(=0)

4432 | N2C -9.0479
CC(=0)C1=CC(C)=C20[C@]3(C[C@@H](0)C[C@@H](C)03)[C@@H](C)CC2=

4433 | C10 -10.9259

4434 | CC1=CC[C@@]2(C[C@@H]10)[C@H](C(C)O)[C@@H](0)C[C@@H]2C -10.7539

4435 | COC1=CC(C)=CC2=CI1C[C@@H]1[C@@H](C)CO[C@]1(C)02 -10.4432

4436 | 0=C10C(C2=CC=CC=C2)CC10 -9.2957

4437 | COC(=0)/C=C/[C@@]12CC(C4N)=C[C@@H]102 -9.7488
CC(C)C(C)/C=C/[C@](C)(O)C1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)C3CC[C@

4438 | @21C -10.4110
CN1C(=0)C2=CC=CC=C2NC(=0)[C@@H](CC2=CC=CC=C2)N(C)C(=0)C2=CC

4439 | =CC=C2NC(=0)[C@H]1CC1=CC=CC=CI -8.4559

4440 | CC=CC(=0)C1=CC(C)=C(0)C(C)=C10 -10.7883

4441 | CCO[C@@]12C[C@H](C)C(=0)C(C)=C10[C@H](C)C[C@@H]20 -10.8012

4442 | C/C(=C\C=C\[C@]1(C)OC(=0)[C@@H](C)[C@@H]10)[C@H](C)O -10.5166

4443 | COC(=0)C(=CC(=0)0)C(=0)C1=CC(0)=C(OC)C=C10 -10.2758

4444 | C=C10[C@H](C)CC2=C(0)C=CC(0)=C12 -9.9273
C=C1[C@@H](C)[C@H2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

4445 | C[C@@H](O)[C@H](0)[C@@H](C)CC=C[C@H]3[C@@H]10 -10.4094
C[C@H]1CC=C[C@H]2C=C(CO)[C@@H](C)[C@H]3[C@H](CC4=CC=C(0)C=

4446 | C4NC(=0)[C@@]23[C@H](0)C=C[C@@H](C)C1 -9.6820

4447 | C[C@@H]1CCCCCIC@H](0)CC[C@H](0)/C=C/C(=0)01 -10.5987

4448 | CC=C(C)C(0)C(C)C=C(C)C(0)C(C)C=C(C)C=0 -10.6140
C=CC(C)(C)C1=C(C[C@@H]2NC(=0)C(=C)NC2=0)C2=CC(CCC=C(C)C)=CC(C

4449 | CC=C(C)C)=C2N1 -8.6264
COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@@H](0C)[C@@H]3

4450 | O _11.1814
COC(C)(C)/C=C/C[C@H](C)[C@H]1 CC[C@]2(C)C[C@@H]3C(C)=CC(=0)[C@

4451 | H]3/C(CO)=C\C[C@@H]12 -10.9364

4452 | C[C@@H](CO)C1=CC2=CC(CO)=CC=C201 -9.6597

4453 | CO[C@]1(C)OC(=0)C2=C(0)C=CC(0)=C21 -10.3396

4454 | C/C1=C\C(=0)C/C(CO)=C/CC(C)(C)C(=0)[C@@H](0)C1 -10.7790
CC1=CC(=0)[C@H]2/C(CO)=C\C[C@H]3[C@@H]([C@@H](C)C/C=C/C(C)(C)

4455 | 0)CCIC@]3(C)C[C@H]12 -10.8053

4456 | COC1=CC=C(0)C2=C1C(=0)0[C@@]2(C)OC -10.5500




4457 | COC(=0)C=CC1=C(C=CC(C)=0)N(C)N=C1 -9.6129
4458 | C[C@@H]1CCCCCCCC(=0)CC2=CC(0)=CC(0)=C2C(=0)01 -10.9093
CO[C@@H]10[C@@23[C@@H](0C(C)=0)CC(C)=CIC@@HI(OO)[C@H](0C)
4459 | C1l[C@H]2CC3(C)C -10.8073
4460 | CCC(C)C1=C(C)C(=0)C2=CC=C(OC)C(C)=C201 -10.8635
4461 | C=C(CO)[C@@H]1CC[C@@]2(0)CCC[C@H](C)[C@@]2(C)C1 -10.5138
4462 | CCC(C)C1=C(C)C(=0)C2=CC(0)=CC(C)=C201 -10.9607
4463 | CC1CCC/C=C/[C@@H]2C[C@@H](0)C[C@H]2[C@H](0)/C=C/C(=0)01 -10.7000
4464 | C[C@H]1[C@H]([C@@]2(C)CCC(=0)02)CC[C@@]1(C)O -10.4309
4465 | O=CIN[C@@H](CC2=CC=C(0)C=C2)C(=0)N2CCCC12 -9.8122
4466 | COC1=CC(=0)C2=C(0)C3=C(CC(C)(C=0)0C3)C(0)=C2C1=0 -10.6278
4467 | CNIN=CC(C=CC(=0)0)=C1C=CC(C)(C)O -10.0249
4468 | COC(=0)C=CC1=C(C=CC(C)(C)OIN(C)C(=O)N1 -10.1587
4469 | CC(C)=CCC1=C(C=CC(=0)0)N=CNIC -9.7189
4470 | COC(=0)C=CC1(CC=C(C)C)NC(=0)N(C)C1=0 -10.0606
4471 | CC=CC1=C(0)C(OC)=C(CI)C(OC)=C1Cl -10.2528
4472 | COC(=0)C=CC1=C(C=CC(C)(C)OC)N(C)N=C1 -9.9087
4473 | C[C@H](CO)CCC[C@](C)(0)C1=CC=C(C(=0)0)C=C10 -10.7375
4474 | COC(=0)C=CC1=C(CC=C(C)C(=0)O)N(C)N=C1 -10.1121
4475 | COC(=0)C=CC1=C(CC=C(C)C(=0)OC)N(C)N=C1 -9.5589
4476 | CC=CC1=CC(0)=C(C1)C(OC)=C10C -10.5122
CC1=CC2=C(C(0)=C10C(C)(C)[C@H]1CO1)[C@@H](C1=C(0)C=CC=C10)0C
4477 | 2=0 -10.4115
4478 | CNC(=0)[C@](/C=C/C(=0)OC)(CC=C(C)C)NC=0 -9.9767
CC1=C(C=0)[C@H2[C@@H](C(C)C)CC[C@]1(C)[C@H]2/C=C/[C@@H](O)C(
4479 | =0)0C[C@H]1[C@H]2C(C=0)=C(O)[C@]1(C)CC[C@@H]2C(C)C -10.4928
4480 | COC1=CC=C(CO)C=C1C=C=CC(C)CO -10.2167
4481 | CC1=CC2=C3C(=C10)0C1=CC=CC(OCC(0)C(C)(C)0)=C1[C@@H]30C2=0 -10.6284
4482 | CC=C(C)C(=0)OC1C=CC(=0)0C1C(CC(=0)C(C)0)OC -10.5859
CC1=C(C=0)[C@H]2[C@@H](C(C)C)CC[C@]1(C)[C@H]2/C=C/[C@@H](O)C(
4483 | =0)0 -10.6438
4484 | CC=CC=CC(=0)C1=CC=C(0)C=C10 -10.2844
4485 | CC(=ON[C@H](C(=0)0)[C@@H](C)C1=CNC2=CC=CC=C12 -9.7423
4486 | CC1=CC(=0)[C@]2(C)CC[C@@H](C(C)(C)O)[C@H]2CC1 -10.7658
4487 | COC(=0)C(CO)NC(=0)C=C(C)C=C(C)C1=CC(OC)=C(C)C(=0)01 -10.9158
4488 | CC1=CC[C@@H]2[C@H](C(C)(C)0)CC[C@@]2(C)[C@H](0)C1=0 -10.8652




4489 | COC1=C(C)C(=0)0C([C@H](C)[C@@H]20C(=0)C=C2C)=Cl1 -10.4619
4490 | COC1=C(C)C(=0)0C([C@H](C)[C@H]20C(=0)C=C2C)=C1 -10.4619
4491 | C=C1CC[C@@H]2[C@H](C(C)(C)0)CC[C@@]2(C)C[C@H]10 -10.2507
4492 | COC1=C(C)C(=0)0C(/C(C)=C/[C@@H](C)CCO)=C1 -10.9340
4493 | CC(C)OC(=0)C1=C(0)C=C(0)C=C1CCCCCC(O)CO -10.7868
C=C[C@@H]1C=C(C)[C@H2[C@@H]3[C@H](0C4=CC=C(C=C4)C[C@@]4(O
O)C[C@H](C(=0)N4)C(=0)[C@@H]13)[C@@H]1 [C@@H](C)C[C@@H](C)C[C
4494 | @]12C -9.8519
4495 | CCCCCCCCI=CC(0)=CC(0)=C1C(=0)0C(C)C -10.8646
4496 | CC1(C)CCCIC@@]2(C)C1=CC[C@@](C)O)C@@H]2C(=0)0 -11.2021
4497 | CC(C)COC(=0)C1=C(0)C=C(0)C=C1CCCCCCC[C@H](C)O -10.7288
4498 | 0=C(0)C1=CC=CC=CINC[C@H](0)[C@@H](0)[C@@H](0)CO -9.6294
4499 | CN1C2=C(C(=0)N3CCC[C@]230)C(=0)C2=CC=CC=C21 -9.4901
4500 | C=C(C(=0)0)[C@@H]1C(C)C[C@@H](C)C2CCC(C(=0)0)=CC21 -10.3720
4501 | CC(O)[C@@]1(C(=0)O[C@H](C)[C@H](C)0)OC(=0)/C(=C/C2=CC=CC=C2)01 | -10.0975
4502 | C=C(C(=0)0)[C@@H]1C(C)C[C@@H](CO)C2CC(=0)C(C)=CC21 -10.6086
4503 | CC1=CC(0)=CC2=C1C(=0)C=C(C[C@H](0)CC(=0)0)02 -10.6144
4504 | CN1C(=0)C2=CC=CC=C2NC(=0)C1=CC1=CC=CC(0)=C1 -8.9003
4505 | O=C(C=CC(=0)NC1=CC=CC=C1C(=0)0)NC1=CC=CC=C1C(=0)O -8.7029
4506 | CO[C@]1(C)OCC2=C(0)C(C)=C(0)C3=C2[C@@H]1COC3=0 -10.9824
CCI=C[C@@]2(O)C(=C(O)[C@H3[C@@H]4C[C@H](C)C[C@H](C)[C@H]4[C
@H]40C5=CC=C(C=C5)C[C@]5(0)NC(=0)C(=C(0)[C@@H]2[C@@H]43)C5N
C2=NC=NC3=C2N=CN3[C@@H]20[C@H](CO)[C@@H](0)[C@H]20)[C@H]1
4507 | C -8.7355
4508 | COC1=CC(OC)=C2C(=0)[C@@H]30[C@H](C2=C10)[C@H]3CC(C)=0 -10.8869
4509 | COC1=CC(=0)C2=C(0)C(C)=C(C[C@H](C)0)C(0)=C2C1=0 -10.7883
4510 | C=C10[C@H](C)C[C@H]2C1=C(O)C[C@@H](0)[C@H]2C -10.2775
C/C(=C\CC/C(C)=C/C[C@]1(0)C(=0)C2=C(0)C=C(C)C3=C(0)C(C)=C(0)C(=C2
4511 | 3)C1=0)CC/C=C(\C)CCC10C(C)(C)OCI(C)C -9.4594




4512 | CO[C@H]1CCC(=0)0[C@H](C)C[C@@H](0C(C)=0)C(=0)C1 -10.2866
CC1=C[C@@]2(C)C(=C(O[C@HB[C@@H4C[C@H](C)C[C@H](O)[C@HI4[C
@H]40C5=CC=C(C=C5)C[C@]5(0)NC(=0)[C@]6(0C65)C(=0)[C@@H]2[C@

4513 | @H43)[C@H]1C -9.8938

4514 | C[C@@H](0)C[C@@H](0)C/C=C/CCCCC(=0)0 -10.5965

4515 | CC[C@H](C)C(=0)C1=C2C3=COC(C)=CC3=CC(=0)[C@]2(C)OC1=0 -10.1016
CC10CC(0)C(0)C10C10C(C)C(OC20C(COYC(OCIOC(COYC(0)C(0)CI0)C(O)

4516 | C20)C(0)C10 -10.7833

4517 | CCC[C@H](C)C1=C(C)C(=0)[C@@H](C)C1 -9.4292

4518 | COCI=C(C)C(=0)0C([C@@H](C)[C@@H](C)0)=C1 -10.6346

4519 | CC1CC(=0)C2=C(0)C=C(O[C@H]30[C@H](CO)C(0)[C@H]30)C=C201 -10.7540

4520 | C=CCC1=CC=C2C[C@H](C(C)(C)0)OC2=C1CO -10.3694

4521 | CCI[C@H](C)C1=C(C)C2=CC(=0)C(C(=0)0)=C(0)C2=CNI1 -10.2937

4522 | C/C1=C/C[C@@](C)(C(=0)0)/C=C\C[C@@]2(C)O[C@]2(C)C[C@H]10 -10.6276

4523 | 0=C1CC[C@@H]2C3CC[C@H]4CCCCIC@@H]AC3CC[C@H]12 -9.7910

4524 | C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@@H](CCCO)NC2=0)C2=CC=CC=C2N1 -9.5653
CO[C@@H]1C23NC(=0)[C@]4(CCCNAC2=0)C[C@H]3C(C)(C)C2=[N+]([O-

4525 | DC3=C(C=CC4=C3C=CC(C)(C)04)[C@]210 -9.9453

4526 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(CC(C)(0)OC1)02 -11.2228

4527 | CCI[C@H](C)/C=C(C)/C=C/[C@H](0)CC1=CC(O)=C(C)C(=0)01 -10.2173

4528 | CCI[C@H](C)C(=0)0[C@@]1(C)C(=0)C(C)=C(OC)C[C@H]10C -10.6214

4529 | CCI[C@@H](C)[C@@H]INC(=0)[C@H]([C@@H](C)0)OC1=0 -10.1674

4530 | COC1=CC2=C(C(=0)0[C@@H](C)[C@@H]20)C(0C)=C1C -11.0305
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CCCAC[C@@H](O)CCIC@]4(

4531 | OC3=CC[C@@]21C -10.1730

4532 | COC1=CC(0)=C2C(=0)0C([C@H](0)[C@H](0)C(CICH=CC2=C]1 -10.8053

4533 | C[C@H]1CC[C@@H]2[C@H]1C[C@H]([C@@](C)(0)CO)CC[C@@]2(C)O -10.5073

4534 | C[C@H]1CC[C@@H2[C@@]1(0)C[C@H]([C@](C)(0)CO)CCIC@@]2(C)O -10.4665
C[C@H](/C=C/[C@H](CO)C(C)(C)0)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@)]

4535 | 4O)[C@H]3CC[C@Q@]21C -10.6941




4536 | CCC1=CC(0)=C(C)C(0)=C1C(=0)OC[C@@H](0)[C@@H](0)CO -10.4274
C/C=C(\C)[C@H]10[C@@](O)([C@@H]2C[C@H](CC(C)O)NC2=0)C[C@H]2C

4537 | c=C(O)C[C@@H]21 -11.0569
CO[C@@H]10[C@@]2(0C(=0)[C@@]3(C)O[C@@H]23)[C@H](0)C12C1CC=

4538 | C(O)C2Cl1 -11.1430

4539 | CC1=C(0)C(=0)C2(0)C3(C)C(=0)C(0)=C(C)C24COCC42C(=0)0CC132 “11.1175

4540 | COC(=0)C1(0)C(CC2=CC=C(0)C=C2)=CC2=CC=C(CC=C(C)C)C(0)=C21 -9.2304

4541 | CC1=C(0)C=C2C(=C10)C(=0)0[C@@H]2[C@@H](C)O -10.7789

4542 | C[C@]1([C@H]2C[C@@H](0)[C@Q@](C)(O)[C@H](0)C2)CCC(=0)01 -10.7585
C[C@@H]1CC(=0)C2=C(0)C=C(O[C@H]30[C@H](CO)[C@@H](0)[C@H]30)

4543 | c=C201 -10.6638

4544 | CO[C@H]1C[C@H](C)OC2=CC=CC(0)=C21 -9.9285

4545 | C=C/C=C1\C=CC(=0)[C@H](0)[C@]12C(=0)N(OC)C1=C(0)C(=0)C[C@H]12 -10.0098

4546 | CC(=CCO)CCC=C(C)CC(0)C(0)C(C)(C)O -10.7091

4547 | C[C@@H]1C[C@H](0)C2=C(0)C=CC=C201 -10.1109
CC1=C2[C@H](C=0)C[C@]2(C)[C@H]2C[C@H]3C(=0)C[C@H](C)C2(CC1)C3(

4548 | O)C -10.9890

4549 | COCI=C(0)C(C)=C2C(=C10)C(=0)0[C@H]20C -10.4143

4550 | CC1=C[C@H]2[C@H](C(C)C)CC[C@@](C)(O)[C@H]2C[C@H]10 -10.3041

4551 | C[C@]1(0)CC(=0)C2=C(0)C=CC=C201 -9.9098
CO[C@]120C[C@@H](C)[C@H]1C[C@]1(C)[C@@H](C)CC[C@H](O)[C@@]!

4552 | 30[C@@H]23 -11.2256

4553 | COC1=CC=C2COC(CO)=CC2=C1CC=C(C)CO -10.4410

4554 | CCC[C@@H](0)C/C=C(/C(=0)0)[C@@H](C)C(=0)0C -10.5011

4555 | COC1=CC=C2COC(C)=CC2=C1CC=C(C)C -9.6924
COC1=CC(0)=C(C(=0)0)C(C2=C(C)C=C(0)C3=C2C2=C(03)C(=0)C=C(C)[C@

4556 | @]230C(=0)C2=C(0)C=C(OC)C=C23)=C1 -9.5937
C[C@@H]1CO[C@@]2(0)[C@@H]1C[C@]1(O)[C@@H](C)CC[C@H](O)[C@

4557 | @]130[C@@H]23 ~11.1480

4558 | CCI[C@H]1C[C@H](C2=CC(=0)CC0O2)0C1=0 -9.7626

4559 | NC(OC=CC(0)=C(0)0)C(0)C(0)C(0)CO -9.7773
CC(C)C(C)/C=C/[C@@H](C)C1CCC2C3=C[C@H](0)[C@@]4(0)CC(0)CCCA(C

4560 | )c3ccealic -10.6714

4561 | C[C@H]1C(=0)N(O)[C@@H](CC2=CC=C30C(C(C)(C)0)CC3=C2)[C@@H]10 -9.9051

4562 | NC(OC=C(0)C(0)=CO)C(0)C(0)C(0)CO -9.6853

4563 | CCI[C@H](O)[C@@H]INC(=0)[C@@H]2CCCN2C1=0 -9.9267
COC1=CC=C2C(=0)[C@]3(NC2=C )[C@H](CC=C(C)C)C1C(=0)[C@@H]2CCC

4564 | N2C(=0)[C@]1(O)[C@H]30 -9.8921




C/C=C/C=C/C(0)=C1\C[C@]2(C)O[C@]3(0)[C@H](C)C(=0)/C(=C(0)/C=C/C=C

4565 | /O[C@HJA[C@]3(C)O[C@]2(0)[C@Q@]4(C)C1=0 -9.8865

4566 | C[C@H]1CCC/C=C/C(=0)C2=C(C=C(0)C(C1)=C20)CC(=0)01 -10.5185

4567 | C[C@@H]10C(=0)C2=C(C=CC(CO)=C20)[C@@]1(0)CO -10.2767
COC1=CC(0)=C(C(=0)0)C(C2=C(C)C=C(0)C3=C2C2=C(C4=CC(OC)=CC(0)=

4568 | C4C(=0)0)C(C)=CC(0)=C203)=C1 -9.8675

4569 | CCCCCCC(=0)C[C@@H]1CC2=C(O)[C@H](0)CCC2=0 -10.4495

4570 | CCC(C)C=CC=CC1=CC(0)=C(C)C(0)=C1C=0 -10.9281

4571 | C[C@H]1CCC/C=C\[C@H](0)/C=C\[C@H](0)/C=C/C(=0)01 -10.2139
COC(=0)0[C@@]12C(=0)N[C@@H](CC3=CC=CC=C3)[C@@H]1[C@H](C)[C

4572 | @@]1(C)0[C@H]1[C@@H]2/C=C/C[C@H](C)C(=0)[C@](C)(0)CC=0 -9.3607
CC[C@@H](C)[C@H]INC(=0)[C@@H](C(C)C)N2C1=NC1=C(0)C=C(OC)C=C

4573 | 1C2=0 -10.6589
CC(=0)0[C@@H]1C=C[C@H](C)C(=0)[C@@H](C)CC=C[C@H]2C=C(C)[C@

4574 | @H)(O)[C@H]3[C@H](CC4=CC=CC=C4)NC(=O)[C@@]231 -9.3052

4575 | CCCC1(0)CC(=0)CC(=CC=CCCC2=CC(=0)C=C(0)02)01 -10.1017
COC1=CC(0)=C2C(=0)0[C@]3(C)C=C(0)C(=0)C(C4=C5C6=CC(OC)=CC(O)=

4576 | C6C(=0)0[C@@]5(C)C=C(0)C4=0)=C3C2=C1 -9.5850

4577 | CCI[C@H](C[C@@H](O)C1=CC(=0)0C=C1)C(=0)0C -10.6310

4578 | CC(=0)OCC[C@H]1[C@H]2C=C(CO)[C@]1(C)CCCC2(C)C -10.7891

4579 | CC(C)CCINC(=0)C(CC2=CNC3=CC=CC=C23)N(C)C1=0 -9.3288
CC(/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@H](0)C2=CO1)=C\[C@@H](C)C

4580 | CO 9.3724

4581 | 0=C1C(CC2=CNC3=CC=CC=C23)N(CC2=CC=CC=C2)C(=0)C2CCCN12 -8.9992

4582 | OC1=CC=C2CCOC(0)C2=C] -9.8030
CCHOCIC@H](0)C[C@]2(O)[C@H]3[C@H](0)OC[C@]340[C@@H4C[C@@

4583 | H]12 -10.9480
CCCCCCCCCCIC@@H](C)[C@@H]1CC(=0)N[C@H](CO)C(=0)N[C@@H](C)
C(=0)N[C@H](C)C(=0)N[C@@H](CCC(N)=0)C(=0)N[C@H](CC2=CC=C(0)C

4584 | =C2)C(=0)N[C@@H]([C@@H](C)CC)C(=0)01 -11.2855

4585 | COC1=CC(0)=C2C(=0)[C@@]340[C@@]3(CO[C@H]40)C(=0)C2=C1 -10.2671

4586 | O=CIN[C@@H](CCO)C(=0)N2CC(0O)C[C@@H]12 -9.5292

4587 | O=CIN[C@@H](CC2=CC=CC=C2)C(=0)N2CCCC12 -9.4416

4588 | CC(0)CCCC[C@H](O)[C@@H]1CCC2=C(CC[C@H](0)C2=0)01 -10.8173




CC1=C[C@@H]2C=CC[C@H](C)C=C(C)[C@@H](0)[C@@H](0)CCC(=0)[C@]

4589 | 23C(=0)N[C@@H](CC2=CNC4=CC=CC=C24)[C@@H]3[C@@H]1C -9.1432
4590 | COC1=CC(0)=C2C(=0)[C@]34COC[C@]3(04)C(=0)C2=Cl1 -11.0185
4591 | CO[C@@H](C)C1=CC=C(C2CCC(=0)02)01 -9.4186
4592 | 0=C(0)C1C(C(=0)0)C(C2=CC=C(0)C=C2)C1C1=CC=C(0)C=C] -8.8590
4593 | COC1=CC(0)=C2C(=0)0C3(CC(=0)C(0)=C3C)C2=C1 -10.7044
4594 | C[C@H](0)C1=CC=C(C2CCC(=0)02)01 -9.6067
4595 | CC(O)[C@@H]INC(=0)[C@H](CC2=CC=C(0)C=C2)NC1=0 -10.1682
4596 | CC(C)=CCOC1=CC=C(CC2NC(=0)CNC2=0)C=Cl -9.6611
C/C(=C\[C@@H](C)C1CCC2C3=CC=C4C[C@@H](0)CC[C@]4(C)CICC[C@@)]
4597 | 210)[C@H](C)C(C)C -10.4210
CC(C)=CCCC(C)(0)C1=CC[C@@]2(C)[C@H]1CC[C@H]1 [C@@]3(C)CC[C@H]
4598 | (0)[C@](C)C(=0)0)[C@@H]3CC[C@@]12C -11.2439
4599 | COC(=0)C1=CC(OC)=CC2=C1C(=0)CCO2 -10.4848
4600 | C[C@@H]1CC(=0)C2=C(01)C1=CC(0)=C(0)C=C10C2 -10.5605
4601 | COC1=CC(0)=C2C(=0)C(C)=C(C[C@H](C)0)C(=0)C2=Cl1 -11.1668
4602 | CC(=C\[C@H](C)[C@H](C)0)/C=C(\C)C1=C(C)C(O)=C(C)C(=0)01 -10.9714
4603 | C=C1C[C@@H](0)[C@@H](0)C2=CC=CC(0)=C12 -10.1026
4604 | CCC[C@@H]10CC2=C([C@H]10)[C@@H](0)[C@@H](0)CC2=0 -10.4713
4605 | COC1=CC(=0)C2=C(0)C3=C(CC(C)OC3)C(0)=C2C1=0 -10.6850
CCC(C)CC(C)/C=C(C)/C=C/CC(C)C(O)C(C)/C=C(C)/C=C/C(0)C(C)(C)C1=CC(O
4606 | )=C([C@H]20[C@@H](CO)C[C@@H](0)[C@@H]20)C(=0)01 -9.7251
4607 | COC1=CC2=C(C(=0)0C2C)C(OC)=C1C -10.5651
4608 | C=C(C)C(0)C1=C(C)C(=0)CCCL(C)C -10.5322
4609 | CC1=CC(0)=CC2=C1C=C(C[C@@H](C)0)0C2=0 -10.4920
C[C@]12CC[C@@H](0)C[C@H]1 CC[C@@H]1 [C@@H]2CC[C@]2(C)[C@@H]
4610 | (C3=CC(=0)0C3)[C@@H](0)C[C@]120 -11.1439
C=C(O)[C@@H]1CCC23C(0)CCC(O)[C@]2(O)[C@@H](0O)C[C@@H](O)[C@H]
4611 | 3C1C1=CNC2=CC=CC=C12 -10.0100
4612 | COC1=CC(0)C2=C(0)C(CO)=C3CC(C)0C3=C2C1=0 -10.8608
4613 | CC(C)=CCC1=CC(0)=C(C=CC(0)C=CC(C)0)C(C=0)=C10 -10.6308
4614 | COCI=CC(=0)C2=C(C)C(C)=C(C[C@@H](C)0)C(0)=C2C1=0 -11.0380




C[C@]12CCC(=0)C[C@H]1C[C@H](0)[C@@H]1 [Ca@H]2C[C@@H](0)[C@]

4615 | 2(0)[C@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120 -11.0995
4616 | COC1=C(0)C=C(0)C2=C1C=C(C[C@H](C)0)0C2=0 -10.7624
4617 | COC1=CC(=0)0[C@@H](CO)C1 -9.6933
4618 | CC1=CC(0)=CC2=C1C(=0)C[C@@H](C)02 -10.5332
4619 | CCC(=0)CCC=CC(C)=0 -8.9551
4620 | C=CINC(=0)CC(CC(=0)C2=CC(C)=CC(C)=C20)C10 -10.9760
4621 | C[C@H](0)[C@]1(0)C=C[C@@H]20C(=0)C=C[C@@H]201 -9.6347
COC(=0)[C@@]1([C@@H]20C(=0)C[C@@H]2C)CC(=0)C2=C(C=CC(C3=CC
=C40[C@](C(=0)0C)([C@@H]50C(=0)C[C@@H]5C)CC(=0)C4=C30)=C20)0
4622 | 1 -10.2371
4623 | COC1=CC=CC2=C1[C@@H](0)CC[C@@H]20 -10.1789
4624 | COC1=CC(0)=CC2=C1C(=0)0[C@@H](CCCCCCC[C@@H](C)0)C2 -10.8695
4625 | CC1(0)C#CC2=CC(C(=0)0)=CC=C20C1 -10.3200
COC(=0)C[C@H](C)[C@@H](C)[C@]1(C(=0)OC)CC(=0)C2=C(0)C=CC(C3=C
C=C40[C@](C(=0)OC)([C@@H]50C(=0)C[C@@H]5C)CC(=0)C4=C30)=C20
4626 | 1 -10.1122
C=C[C@@H]1C=C[C@H]2[C@@H]3C[C@H](C)C[C@H](C)[C@H]3[C@H]30
4627 | C4=CC=C(C=C4)C[C@@]4(0)C[C@H](C(=0)N4)C(=0)[C@@H]1 [C@H]23 -9.9379
4628 | CC=CC(=0)CCCCCCI=CC(0)=CC(0C)=C1 -10.0660
4629 | C[C@H](0)C(=0)0[C@@H](C)C(=0)OCCC1=CC=C(0)C=C] -10.3173
4630 | COC1=CC(0)=CC(CCCCCC(=0)CC(C)OC)=C1 -10.4417
CC(=0)/C=C/[C@@H]1[C@H]2C(C)=C[C@H]3C[C@@H](C)CC[C@@H]3[C@
4631 | @]2(0)C(=0)[C@@]12C(=0)[C@@H](COIN(C)C2=0 -10.3691
4632 | COC1=CC(0)=CC2=CC3=C(C(=0)CC(C)C3)C(0)=C12 -10.6440
4633 | COC1=CC(0)=CC(CCCCCC(=0)CC(C)N2C=NC3=C(N)N=CN=C32)=C]1 -10.0648
4634 | C[C@@H](0)C(=0)0CCC1=CC=C(0)C=Cl -10.2454
CO[C@@H]1C2=C(C)C[C@H](0C(C)=0)[C@]340[C@H]2[C@H]([C@H]10)[C
4635 | @H]3CC4(C)C -11.1850
4636 | C[C@H](OC(=0)[C@@H](C)0)C(=0)OCCC1=CC=C(0)C=C1 -10.3222
4637 | CCCCCCIC@H](OC(C)=0)[C@@H]1CCC2=C(CC[C@@H](0)C2=0)01 -10.6509
4638 | 0=C1CCC(C(=0)0CCC2=CC=C(0)C=C2)N1 -9.9714
4639 | CCC(C=C(C)C=CC=C(C)C10C2=C(C(=0)N(OC)C=C2)C(O)C1C)C(=0)O -8.9168
CCCCC.C[C@H](0)[C@@H]1C[C@@H](O[C@H](C)[C@@H](C)O)C2=C(O1)[
4640 | C@H](0)CCC2=0 -10.7132




4641 | CC1=C2C(=0)0C[C@]2(C)[C@H]2CC(C)(C)C[C@H2[C@@H]10 -10.8945
4642 | 0=C(OCCC1=CC=C(0)C=C1)C1CC2=CC=NC2C1=0 -9.5784
CCC(C)CC(C)C=C(C)C1CC(C2=C(0)C(C3(0)CCC(0)CC30)=CN(C)C2=0)CCC1
4643 | C -10.3797
4644 | CCCCC(0)CCCI[C@H]10C(=0)CC[C@H](0)/C=C/[C@H](0)[C@@H]10 -10.7468
4645 | CC(=0)CC/C=C(/C=C/[C@H](C)0)CO -10.2279
4646 | COC(=0)C=CC1=C(COC(C)=0)C(OC)=C(COC(C)=0)C(=0)01 -10.4484
4647 | COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)C(=0)C(C)(0)CC4 -10.5745
4648 | CCCC=CC1CC(=0)C2=CC(0)=CC(0)=C2C10 -10.6907
4649 | COC(=0)C=CC(OC=0)=C(CO)C(=CCOC(C)=0)0C -10.0574
4650 | CCC[C@@H]1C[C@H](0)[C@@H](OC)/C=C/C=C\C(=0)01 -10.4819
4651 | COC(=0)C=CC1=C(COC(C)=0)C(OC)=C(CO)C(=0)01 -10.3305
4652 | COC1=C(C)C(=0)0C(C=CC(=0)0)=C1C -10.8333
CC(=O0)O[C@@H][C@H]20[C@@H]2[C@@](C)(O)C(=0)[C@@H](C)C/C=C/
C@H]2[C@H](O)[C@@H](O)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(
4653 | =0)[C@@]312 -9.6027
4654 | CC[C@@H](0)CCC[C@H](0)[C@@H]1CCC2=C(CC[C@@H](0)C2=0)01 -10.8152
4655 | cc1=ccc=CcCl -8.1888
4656 | CC(C)(O)[C@H]10C2CCIC@230[C@@H3[C@@H]10 -10.1236
4657 | C=C1C(=0)C2CCC1C2(C)C -9.3653
4658 | CC(=0)C1CCCCCI(C)C -9.0607
4659 | CC=CC(0)C(0)C=CC=CC(=0)0 -9.6779
4660 | C[C@H](0)[C@@H](0)/C=C\[C@@H]10C(=0)C=C[C@@H]10 -9.9388
4661 | CC(=0)0CC12CC(CCC(=0)0)C(C)=CC1OCIC(0)C(OC(C)=0)C2(C)C12CO2 -10.7317
4662 | CIN+](C)(C)CC(=0INC(CO)C(=0)O -9.3976
CC1(C)CCC2(C)CCC3(C)C(=CCCACS(C)CCC(=[0+]C(=0)0)C(C)(C)C5CCCA3C
4663 | )C2Cl1 -10.8846
4664 | COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)CC(C)(0)C(OC)C4 -10.3515
4665 | COC1=CC(0)=C2C(=0)C3=C(C(=0)C2=C10)C(C)(C)C(0)OC3 -10.8993
C/C(=C\C=C\[C@@H]1[C@H]2[C@H](O)[C@@H](O)[C@H](C)C[C@@H]2C=
4666 | C[C@@H]1C)C(=0)0 -10.6595
4667 | CCC(C=C(C)C=CC=C(C)C10C2=C(C(=0)N(OC)C=C2)C(O)C1C)CO -8.9780
4668 | CO[C@H]1CCC2(0C3=CC=CC4=CC=CC(=C34)02)C2=CC=CC(0)=C21 -9.2188
4669 | CCCCCCCCIC(0)C2CCCC(0)C2CL0 -10.3122




4670 | CC(=0)CC1(0)C(=0)C2=CC=CC(0)=C2C1=0 -10.3367
CC[C@H](C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C@
4671 | @H]3CCCC(=0)03)[C@H]21 -10.2996
4672 | C/C=C/CCCCC1=C(C)C(=0)N2CCC[C@H]201 -9.8590
4673 | COC1=CC(0)=C2C(=0)C[C@@H](0)[C@H](0)C2=C1 -10.3778
4674 | CC1=CC(C(=0)0)=C(C2=CC=CC(0)=C2C(=0)0)0C1=0 -9.7452
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@@]23[C@H]2[C
4675 | @HA[C@Q@H](C[C@H](C)C=C(CO)[C@@H]4C[C@H]30C(C)=0)0[C@H]12 -9.5597
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(C)C(=0)[C@](C)(OC(C)=0)C(=0)C2=C
4676 | N1CC(=0)0 -9.2766
CC[C@H](C)/C=C(C)/C=C/C=C/C1=C(C)C(=0)[C@](C)(OC(C)=0)C(=0)/C1=C/
4677 | N -9.6412
4678 | 0=C1C[C@H](0)[C@H](0)C2=CC(0)=CC=C12 -10.2405
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(CHC(=0)[C@](C)(0)C(=0)C2=CN1CCC
4679 | C(=0)0 -9.4552
CCCCCCC(0)C(=0)0C [C@@H]2[C@@H](C=CC3=C(0)C(=0)C(=0)[C@@]32
4680 | O)cC1(Q)C -10.3570
4681 | CC=C1COC(0)C2=C1CCOC2=0 -10.0809
4682 | CCCC1=CC=C2C[C@H](C(C)(C)C)OC2=C1CO -10.3310
COC(0)=C1C(=0)NC(C)(C)[C@@H]2CC3=CC=CC4=C3C(=CN4H)[C@@H]2C1=
4683 | O -10.1447
4684 | C=CC(C(=0)0)C1=CCOC(=0)C1C=0 -9.9080
COC(=0)CC[C@@H](0)[C@@]1(C(=0)OC)CC(=0)C2=C(C=C(C)C(C3=CC=C(
0)C4=C30[C@]3(C(=0)0C)C(=C(0)C[C@H](C)[C@@H]30C(C)=0)C4=0)=C2
4685 | 0)01 -9.9476
4686 | C=C(C)C=CC1=CC=C20C3=C(0)C=C(C)C=C3COC(=0)C2=C1 -9.2495
4687 | 0=C1CC[C@H](0)C2=CC(0)=CC=C12 -10.2217
4688 | 0=C1C=C2CCCC2=NNI1 -9.1578
4689 | COC(=0)CCCCCCCCCCCCCCCCC(C)C -10.0868
4690 | C=C1CC[C@H](C(C)(C)0)C[C@H]2C(C)=CC[C@H]12 -9.9521
4691 | CC=C1C=C(C(C)(C)C)C(=0)C(C(C)C)C)=C1 -9.9731
4692 | CCCCCC(=0)NCI=CC=C(C(=0)0C)C=C1 -9.6007
4693 | COC(=0)CCCCCCCCCCCCCCCCCCC(=0)0C -10.3058
4694 | CC1=CC(=0)NC2=CC=C([N+](=0)[0-])C=C12 -9.0518
4695 | CNC1=CC=C(N(C)C)C=C1 -8.3936
4696 | CCCCC(NC1=NC=CS1)NCI=NC=CS1 -9.2265
4697 | CC1=CC2=CC=CC(C3=CC=CC=C3)=C2N]1 -8.6942
4698 | CCN(CC)C1=CC=C2C(N)=CC(=0)0C2=Cl1 -9.5753
4699 | CC(C)(C)C1=CC(=0)CC(C(C)(C)C)=C10 -10.2952
4700 | CCCCCCCCCCCCCC(=0)N1CC(=0)NC(=0)Cl -10.0231
4701 | C=C1C[C@]2(C)CCCC23[C@H](C)CCI[C@@]13C -9.7360
CC(=0)0[C@H]1CC[C@]2(C)C3=C(CC[C@H]2C1(C)C)[C@]1(C)CCIC@H]([C
4702 | @H)(C)CCC=C(C)O)[C@@]1(C)CC3 -10.0107




4703 | C=C1CCC=CC2C1CCI[C@]2(C)O -9.7355

4704 | CC1=CCCIC@H](C)CC/C=C(/C)CO)=CC1 -9.6984

4705 | C=C(C)C1=C[C@@]2(CC1)C(C)=CCC[C@H]2C -9.2917

4706 | C=C(C)C#CC1=C[C@H](O)[C@H]20[C@H]2C1=0 -9.7953

4707 | COC(=0)C1=C(0C)C=CC2=C1C(=0)C1=C(0C)C=C(C)C=C102 -10.5540

4708 | C=C[C@@]1(C)CC[C@H](C(C)=0)01 -9.3771

4709 | 0=C(0)C1=COC(C(=0)0)=Cl -9.9635

4710 | COC(=0)C1=CC=CC=C1C(=0)0C1=CC=CC=C1 -9.5768

4711 | CCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CC(C)C -10.5348

4712 | C=C1CCIC@]23C[C@H]1C(C)(O)[C@@H]2CC[C@@H]3C -9.4486
CC(=0)[C@@]12CC/C=C/C(=0)O[C@H]3C[C@@H]40[C@H]5C=C(C)CC[C@

4713 | @]5(COC(=0)C=C(CCON[C@H]20)[C@@]3(C)[C@@]41CO1 -10.6358
C[C@H]1CC[C@@H]2[C@H](C=C[C@@H]3[C@H](C)/C=C/C[C@]4(C)C=C(C

4714 | 0)[C@H](C[C@@H](C)0)C[C@]450C(=0)/C(=C(\0)[C@]32C)C5=0)C1 -10.1664
CCCCCCCCCCCCCCC/C=C/C(=0)N(0)CCCCIC@H](NC(=0)[C@@H]1COC(C

4715 | 2=CC=CC=C20)=N1)C(=0)0[C@@H](C)CC(=0)N[C@H]1CCCCN(O)C1=0 -11.1787

4716 | C=C1C(=0)0C12CCCCC2 -9.3478
CC[C@H](C)[C@@H]10C(=0)[C@H](CC2=CNC3=CC=CC=C23)NC(=0)CNC(=

4717 | 0)[C@H]([C@@H](C)CCNC(=0)[C@H]1C -9.7218
CO=0)0[C@@H]1 C=C[C@@H](C)C(=0)[C@Q@](C)(0)CC=C[C@H]2C=C(C)[C

4718 | @@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@@]231 -9.3107
CC(C)(O)[C@H]10[C@H]2CC[C@@]3(C)[C@@H](CC[C@H]4CC5=C(NC6=CC

4719 | =CC=C56)[C@@]43C)C2=CC10 -10.1789
C=C1[C@@H](C)[C@H2[C@H](CC3=CC=CC=C3)NC(=0)[C@]230C(=0)[C@
H]2[C@H](C(=O0)CCC[C@@H](C)CC=C[C@H]3[C@@H]10)[C@H]1C[C@H]([
C@H](C)/C=C/[C@H](C)C(C)C)[C@@]3(C)CCCAC(=C13)[C@H]2C=C1C[C@@

4720 | HI(O)CCI[C@@]14C -8.8095
CO[C@H]1C20[C@@]3(C)C[C@H](OC(C)=0)[C@]450[C@@H](C2[C@H]4CC

4721 | 5(00)[C@@H]13 ~11.2040

4722 | cceeccccct -8.1400

4723 | clcceec(cnyencl -8.7144
C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(0)C=C3

4724 | C(=0)N(CCO)CC3=C102 -11.2767
CCCCC/C=C/C/C=C/CCCCCCCC(=0)0C[C@@H](0)COP(=0)(0)OC1[C@H](O

4725 | [C@H](0)C(O)[C@H](O)C@H]10 -10.8324

4726 | CC1=CC(0)=C(C(C)(C)C)C=CIC(C)(C)C -9.6392
0=C1C=C[C@H](0)C230[C@]12C1(0C2=CC=CC4=CC=CC(=C24)01)[C@H](O

4727 |)H[C@@H](0)[C@Q@H]30 -9.6610

4728 | CC(=0)NCICCC(=0)CC1 -9.0855




4729 | C=CCOCC1=CC=CC=Cl -8.3524

4730 | C=C(C)CC(C)(C)CO -9.0767

4731 | CCCCC(=0)CC(=0)0C -9.4021

4732 | COC1=CC(0)=C2C(=0)C(C)=C(C)OC2=C1 -10.9345

4733 | CCCCCCCCCCCCCCOC(=0)CCCC -9.9204

4734 | CCCCCCCCCCCCCI -8.9489

4735 | COC(=0)C(C)=0 -9.4474

4736 | COC1=CC(C(N)=0)=CC=C10 -10.3831

4737 | C1CCCCCCCCCCCCl -8.3281

4738 | COC1=CC=CC(0)=CINC(C)=0 -9.5626

4739 | CCOC(=0)C(=0)0OCCCC(C)C -10.1216

4740 | C[C@@H](O)[C@@H](0)C1=CC=CC=C1 -9.7670

4741 | CC/C=C/C=C/[C@@]1(C)OC(C)=C(C(=0)0C)C1=0 -10.0684

4742 | CCCCCCCCC(CC)(CC)CCCC -9.0978
CC(C)CCCCCCCIC@@H]1CC(=0)N[C@@H](CCC(=0)0)C(=0)N[C@@H](CC(
C)O)C(=O)N[C@H](CC(C)C)C(=ON[C@@H](C(C)O)C(=O)N[C@@H](CC(=0)

4743 | 0)C(=0N[C@H](CC(C)C)C(=0)N[C@@H](CC(C)C)C(=0)O1 -10.4760
CC(C)=C/C=C\[C@@H](C)[C@H]1CC[C@]2(C)C[C@@H]3C(C)=CC(=0)[C@H

4744 | 13/C(C=0)=C\C[C@@H]12 -10.2144
CCC(C)/C=C(\C)C=CC1=CC2=C(C)C(=0)[C@@](C)(OC(=0)/C=C(\C)CC(=0)0)

4745 | C(=0)C2=CN1CCO -9.0701
C[C@@H]10[C@@H](O[C@HI2[C@H](O[C@HI3CC[C@@IA(C)[C@Q@H](CC
C@]5(0)[C@@H]4CC=C4C6CC(C)(C)CCIC@]6(C(=0)0)CC[C@]45C)[C@]3(C)

4746 | CO)OC[C@H](0)[C@@H]20)[C@H](0)[C@H](0)[C@H]10 -11.4225
C=CC(C)(C)[C@@]12C=C(OC)C(=0)N3/C(=C/C4=CN=CN4)C(=0)N[C@]3 IN(O

4747 | O)C1=CC=CC=C12 -8.6596

4748 | 0=C1C[C@H](0)[C@@H](0)C2=CC(0)=CC(0)=C12 -10.1756
CC(C)=C[C@H]1C[C@H](C)[C@]2(CC[C@]3(C)C[C@H]4[C@H]5/C(=C\C[C@

4749 | H]32)C(=0)0C5C[C@@]4(C)0)O1 -10.9972
COC(=0)N[C@H]1[C@@H](C)O[C@@H](O[C@H]2CC=C(C)[C@@H]3C=C[C
@@HM[C@@H](0)[C@@H](C)C[C@H](O)[C@H]J4[C@]3(C)/C(0)=C3/C(=0)O

4750 | [C@]4(C[C@@H](C)C(CO)=C[C@H]4/C=C/2C)C3=0)C[C@]1(C)N -9.9237

4751 | CC1=C[C@@]2(C)[C@H](0)C[C@@H]3[C@@H](C)CC[C@@]32C1C -10.6194
CC(=0)0C1[C@H](0)C[C@@]2(C)C(CC[C@@H](C)C23CC2=C(0)C=C4C(=0)

4752 | NCC4=C203)C1(C)C -11.1902
CCC(C)CCCCCCCCCICC(=0)N[C@H](CC(N)=0)C(=0)N[C@H](CC2=CC=C(O
)C=C2)C(=0)N[C@@H](CC(N)=0)C(=0)N[C@@H](CCC(N)=0)C(=0)N2CCC[

4753 | C@H2C(=0)N[C@@H](CC(N)=0)C(=0)N[C@@H](CC(N)=0)C(=O)N1 -10.4616

4754 | CCCCCCC(=0)C=CCCCC/C=C/C[C@@H](0)[C@H](O)[C@@]IN)CO)C(=0)0 | -10.8429




CC[C@H](C)C[C@@H](C)/C=C(/C)[C@@H]1O[C@H](C2=C(0)C(C3=CC=C(O)

4755 | C=C3)=CN(C)C2=0)CC[C@H]1C -9.1909
C/C=C(\C)[C@@H](OC(C)=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@

4756 | H40[C@@H](C(C)(C)0)CC[C@]4(C)[C@H]3C2)C1=0 -10.4123

4757 | 0=C1C[C@@H](0)CC2=CC(0)=C(0)C=C12 -10.0253

4758 | C=C1C(0)=C(C)C(=0)[C@H2[C@H](C)[C@@H]3C=CC(=0)C[C@@]132 -10.5573
CC(O[C@@H](C)[C@H](OCIOC(CO)C(0)C(O)CI0)[C@H](O)[C@@H](O)[C
@H]1CC[C@H]2C3=C[C@H](0)[C@@]4(0)COC(=0)CC[C@]4(C)[C@H]3CC[C

4759 | @]12C -10.8056

4760 | CCOC(=0)C1=C(0)C=C(0)C=C1CCCCC(=0)0C -10.9028
CC(C)[C@@H](C)/C=C/[C@@H](C)C1C[C@@H](0)C2=C3C(=0)C=C4C[C@@

4761 | H(0)CCIC@]4(C)C3CCI[C@@]21C -11.1508
C/C(=C\CC[C@H](C)[C@H]1 C[C@@H](0)[C@]2(C)/C=C3/[C@H](C)CC[CQ@

4762 | H]3/C(C(=0)0)=C\C[C@@H]12)C(=0)O -10.6430

4763 | C[C@@H](0)CC1CC2=CC=CC(0)=C2C(=0)01 -10.2772
COC(=0)C1=C(OCC=C(C)C)C=C(C)C=C10C1=C(CO)C=C(OC)C=C10CC=C(C)

4764 | C -8.9925

4765 | C[C@@H]1C[C@@H](0)C/C=C/CCC(=0)01 -9.8123
COC1=CC2=C(C(=0)0[C@H]3C[C@@H](C[C@H](C)0)O[C@@H]23)C(0)=C1

4766 | oC -10.8899
CC1=CC[C@]2(C)[C@H](O)[C@H](0)[C@@H]([C@H](C)CO)[C@HI2C/C=C(\

4767 | O[C@@H](0)CC/C(C)=C/CC1 -10.3689
C/C(=C\[C@@H](C)[C@H]1CCC2[C@@]34C=C[C@]5(C[C@@H](O)CC[C@]5(

4768 | O)C3CCIC@@]21C)00H[C@H](C)C(C)C -10.5389

4769 | COC1=CC(0)=C2C(=0)C3=C(C)C=C(0)C=C30C2=CICl -11.0251
CC(C)=CCC[C@H](C)C1=C[C@@H](0)[C@]2(C)C[C@H]3[C@H]4/C(=C\C[C@

4770 | @H]12)C(=0)0[C@HJ4C[C@@]3(C)O -10.9027
CC1=C(C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=C[C@

4771 | @H)(O)C[C@@H](C)CC=C[C@H]3[C@@H]10 -9.5457

4772 | CC1=C(0)C(C)=C2C(C)=C(CO)OC(=0)C2=C10 -10.6105
CC1=CC(=0)[C@H]2/C(CO)=C\C[C@H]3C([C@@H](C)C/C=C/C(C)(C)0)=CC[

4773 | C@@]3(Q)C[C@H]12 -10.4174

4774 | C[C@H]1CC[C@@H]2[C@H](C(C)(C)0)CC[C@@]2(C)CC1=0 -10.6962
CC(=0)0[C@H]1[C@@H](C)CC(0)=C2C(=0)C3=C(C=CC(C4=CC=C50[C@]6(

4775 | COYC(=C(0)C[C@H](C)[C@@H]60)C(=0)C5=C40)=C30)0[C@]21CO -9.6194

4776 | CCC(=0)C1=CC(C)=CC(0)=C1C(=0)C1=C(0)C=CC=C10 -10.3188

4777 | CC(C)CC1=CC(=0)C(0)=CC(=0)N1 -9.5367




C/C=C(\C)C(=0)C1=C2C3=CN(CCCC(N)=0)C(/C=C/[C@H](C)CC)=CC3=C(Cl)

4778 | C(=0)[C@@]2(C)OC1=0 -9.3167

4779 | CCCCCC1=CC(0)=C(C)C(=0)01 -10.2775

4780 | COC1=C(CNHC(0)=C(CHC2=C10C(C)=C2 -10.0601

4781 | COC1=C(0)C(0)=CC2=C1C(=0)0C2 -10.4169

4782 | C[C@]1(0)CC2=C(C(=0)C3=C(0)C=C(0)C=C3C2=0)[C@H](O)[C@H]10 -10.2982
C/C=C(\C)C(=0)C1=C2[C@](C)(OC1=0)C(=0)C(C)=C1C=C(/C=C/[C@@H](C)

4783 | CO)O[C@H](0C)[C@@]120 -9.2429
CC(=0)0[C@@H]1C23NC(=0)[C@]4(CCCN4C2=0)C[C@H]3C(C)(C)[C@]12C(

4784 | =0)NC1=C2C=CC2=C1C=CC(C)(C)02 -9.1815

4785 | COC1=CC(0)=C2C(=0)0[C@]3(CC(=0)O[C@]3(C)CC(=0)0)C2=Cl1 -10.3614
C/C=C(\C)C(=0)C1=C2C3=CN(CCO)C(/C=C/[C@H](C)CC)=CC3=C(C)C(=0)[C

4786 | @@]2(C)0C1=0 -9.0353
CCCCCCCCCC[C@@H](C)[C@@H]1 CC(=0N[C@H]([C@@H](C)0)C(=0)N[C
@@H](C)C(=O0)N[C@H](C)C(=O)N[C@@H](CCC(N)=0)C(=O)N[C@H](CC2=C

4787 | C=C(0)C(0)=C2)C(=ON[C@@H]([C@@H](C)CC)C(=0)0O1 -10.8856

4788 | C=C/C=C1\C=CC(=0)[C@@H](0)[C@]12C(=0)N(OC)C1=C(0)C(=0)C[C@H]12 | -10.0228

4789 | CC1=C[C@H]2[C@H](C(C)C)CC[C@@](C)(O)[C@H]2CC1=0 -10.7716
CO[C@@H]1/C=C(/C)C[C@H](OC(C)=0)[C@]2(0)[C@H]3/C(=C\1)C(=0)O[C

4790 | @H]3C2(C)C -11.0187
CCC(C)(C)/C=C(C)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(OC(C)=0)C(=0)C2=CN]1

4791 | [C@H](C(=0)0C)C(C)C -8.9223
CC1=C[C@H]2[C@H](0)C(C)=C(C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]230

4792 | C(=0)C=C[C@H](O)[C@H](O)CC1 -10.9742
CCOC(=0)[C@@]1(0)C2=CC(/C=C/C(C)=C/[C@@H](C)CC)=NC=C2C(=0)[C@

4793 | @]1(C)0C(C)=0 -9.8645
C[C@H]1[C@H](C)CC[C@]2(C(=0)OCC3=CC=CC=C3)CC[C@]3(C)C(=CC(=0)

4794 | [C@@HJA[C@@]5(C)CCC(=0)C(C)(C)C5CCI[C@]43C) [C@@H]12 -9.4549
CCI=C[C@@H](C)CC=C[C@H2[C@@H]30[C@]3(O)[C@@H](O)[C@H]3[C@

4795 | H](CC4=CNC5=CC=CC=C45)NC(O)[C@]32C(=0)C=CC(=0)[C@@H]10 -8.9648

4796 | COC1=CC=C(0)C2=C10C(C)=CC2=0 -10.5030

4797 | CCCC[C@@H]INC(=0)[C@H2C[C@@H](C)CN2C1=0 -9.8003
C[C@H](0)[C@@H](0)C/C=C/C=C/C(=0)0[C@@H]1C=C2COC(=0)[C@]2(0)[

4798 | C@@]2(C)CCC(C)(C)C[C@H]12 -10.8384
CC(C)=CCC/C(C(=0)0)=C1/[C@@H](0)C[C@@]2(C)[C@H]1 C[C@@H](O)[C

4799 | @H]1[C@@]3(C)CC[C@@H](0)[C@@H](O)[C@@H]3CC[C@@]12C -11.0568




CC1=C[C@@H]2/C=C(\C)CC[C@@H](0)[C@H](O)[C@@H]30[C@@H]3C(=0

4800 | )[C@]23C(=ON[C@@H](CC(C)O)[C@Q@H]3[C@Q@H]1C -11.1455
COC(=0)[C@@]1([C@Q@H]20C(=0)C[C@@H]2C)CC(=0)C2=C(0)C=CC(C3=C
C=C(0)C4=C30[C@](C(=0)OC)([C@@H]30C(=0)C[C@@H]3C)CC4=0)=C20

4801 | 1 -10.2479
C/C=C(\C)C(=0)[C@@H](C)C1=CC(0)=C2C(=0)[C@@H]3[C@@]4(C)CC[C@

4802 | H](C(C)(C)0)O[C@@H]4CC[C@@]3(C)OC2=C10 -11.0518
COC1=C(CO)C(=0)OC(C2[C@H](C(=0)0C)C(C3=C(CO)C(OC)=C(CO)C(=0)03

4803 | )[C@@H]2C(=0)0C)=C1CO -9.7995
CC(/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@H](0)C2=CO1)=C\[C@@H](C)C(

4804 | ©)0 -9.4316
C=C(C)[C@H]1CC2(C(=0)C3(C(=0)C4=CC=CC=C4)C(=0)[C@](C/C=C(\C)CCC

4805 | =C(C)C)(C2=0)C(C)(O)[C@@H](C)C3(C)C)C(CHC)C1(C)C -8.8702
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(

4806 | ©)=0)C=C/C(C)=C\[C@@H](C)CC=C[C@H]3[C@@H]10 -9.3333

4807 | CCOCCC(=0)0 -9.7293
C[C@]12CCC(=0)C[C@H]1C[C@H](0)[C@@H]1 [C@@H]2CC[C@]2(C)[C@@

4808 | H](C3=CC(=0)0C3)[C@@H](0)C[C@]120 -11.0835

4809 | COC1=CC=CC2=C1[C@@H](0)CCC2=0 -10.2170
0=C(0)C1CCC[C@@H]2N[C@H]3C(CCCAC5C(0)C(C[C@H]6N[C@@H]7CCC

4810 | C(O)CTNC56)C43)NCI2 _11.2521
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)OC)CC(=0)C2=C(C=CC(C3=CC=
C40[C@](C(=0)OC)([C@H](0)[C@@H](C)CC(=0)OC)CC(=0)C4=C30)=C20)

4811 | Ol -10.1599
C/C(=C\C=C\[C@H]1 [C@@H](C)[C@H](0)[C@@H](0)[C@H]2C[C@@H](C)[

4812 | C@H)(0)[C@@H](C)[C@H]12)C(=0)O _11.2586

4813 | CCCCCCCCCCCCCCCCCCs -9.0735

4814 | CCCCCCCCCCOC(=0)C1=CC=CC=C1C(=0)0CCCC -10.3738

4815 | CC(=0)NNC(=0)C1=CC=CC=N1 -8.8767

4816 | CN(C)CCCOCI=NN(CC2=CC=CC=C2)C2=CC=CC=C12 -9.4551

4817 | CN(CC1=CC(Br)=CC(Br)=CIN)C1CCCCC1 -9.8327

4818 | CC1=CC(C)=C(N)C(C)=CIN -9.4229

4819 | CN1C(C2=CC=CC=C2)=CC2=CC=CC=C21 -8.8454

4820 | OCCC1=CC=CC(0)=C1 -9.1895

4821 | C=C1C2=CC=CC=C2C2=CC=CC=C12 -8.6628

4822 | CCOC(=0)C1=CC=C(OCC)C=Cl -10.2017

4823 | cocccco -8.4939

4824 | CCCCCCCCCCCCCCCCCCCCCCCCC(C)C -8.8749

4825 | O=C(N[C@@H](CO)[C@@H](0)C1=CC=C(IN+](=0)[0-])C=C1)C(CI)CI -10.1585




4826 | CCCCCCCCCCON -9.1007
4827 | N[C@@H](CC1=CN=CN1)C(=0)N1CCC[C@H]1C(=0)O -9.6419
4828 | cccl=cc=cc=C1cc -8.2022
4829 | clcccececccl -7.9138
4830 | C=CCCCCCCCCOC(C)=0 -9.4051
4831 | NC1=NC=NC(N)=N1 -8.0231
4832 | CCCC(CCC)COC(=0)C1=CC=CC=C1C(=0)OCC(CCC)CCC -10.4824
4833 | COC(=0)CCCI=CC(C(C)(C)C)=C(0)C(C(C)(C)C)=C1 -10.8630
4834 | CC(C)(C)C1=CC(0)=CC(C(C)(C)C)=C1 -9.4547
4835 | CCCCCCCOO -9.1694
4836 | C1=CC=C20COCC2=CI -8.7386
4837 | CC(C)(CNC[C@H](0)COCI=NSN=CINICCOCC]I -9.7009
4838 | CCCCCCCCN)=0 -9.2369
4839 | CCCCCCCCCOCCC -8.5723
4840 | CC(=0)C1=CC=C(N)C=C10 -9.8650
4841 | CCCCC(C)(CCC)CCCC -8.6957
C[C@H]1CCC[C@@H](C2=C(0)C=C3C(=0)C4=CC(0)=CC(0)=C4C(=0)C3=C2
4842 | 0)01 -10.8845
C1=CC=C2C(=C1)C=C1C3=CC=CC4=C5C=CC=CC5=C5C=CC6=CC=C2C1=C6
4843 | C5=C43 -9.2444
4844 | CCCCCCCCCCCCOCCOCCOCCOCCOCCOCCOCCOCCO -9.2535
4845 | C1=CC=C(C2=CC(C3=CC=CC=C3)=NC(C3=CC=CC=C3)=C2)C=Cl -8.5991
4846 | C1=CC2=CSC=C2C=Cl -7.9263
4847 | CCOC(=0)CCCC(C)C -9.4233
4848 | CN[C@]1(CC(C)C)OC(=0)[C@](0)(CC2=CC=CC=C2)NC1=0 -9.8357
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1C[C@@]2(C)[C@@H]1C(C=0)=C[C
4849 | @@H]1CC(C)(C)C[C@@H]12 -10.9130
4850 | C1=CC=C2C(0C3=CC=CC4=CC=CC=C34)=CC=CC2=C] -8.4710
4851 | CCCCCCCCCCCC(=0)CCCCCC -9.8405
4852 | O=C(CCCCCHN1CCOCC] -8.7812
4853 | NNC(=0)C1=NON=CIN -8.7484
4854 | CC1CCN(C)CCI -8.3690
4855 | CCOC(=0)C(C)(C)CCC(=0)CC -10.0380
4856 | CC(C)=C1C=NNCI(C)C -9.7710
CC(=0)0[C@H]1CC[C@@]2(CO)C(=CC[C@@H]3[C@@H]2CC[C@]2(C)C(=0)
4857 | CC[C@@H]32)C1 -11.1053
0=C1C=C[C@]2(0)C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@H]2C10C1C3
4858 | =0 -9.5839
4859 | C=CCC1=CC(OC)=CC=C10 -9.5600
4860 | cccce(ccceo)ccee -8.3783
4861 | CCCCCCCCCCCCCCCCCOC(=0)CCCl -9.8002




4862 | CCI[C@H](O)[C@H](N)C(=0)N1CCC[C@H]1C(=0)0 -10.4210
4863 | OCC(CO)C1COCCOCCOCCOCI -9.6509
4864 | CCCCC(C)(C)CCCC(C)C -8.9323
4865 | CCCCCCCCCCCCCCCCCCCCCCCCCCCCl -9.0216
C=C(C)[C@H]1C[C@@]2(C)C(=CC1=0)CC[C@@H](OC(=0)/C=C/SC)[C@@H]
4866 | 2C -10.1519
4867 | CCCCCCCCCCCCCCCCCCCCCCCCCCC(C)C -8.8835
4868 | CCC(C)(C)CCCC(O)C -8.8375
4869 | CCOC(=0)CCCCCCCCCCC=0 -9.7733
4870 | CCCCCCCCCCCCCI=CC(=0)0C1=0 -10.0971
4871 | CC(C)C[C@H]INC(=0)[C@@H](CC(C)C)NC1=0 -9.6462
4872 | CCO)[C@]12C[C@@H](O)[C@H](C)[C@H]1C2 -9.7137
4873 | C[C@]12CCI[C@@H]3C4=CC=CC=CACC[C@H]3[C@@H]1CC[C@H]20 -10.0185
4874 | CCCCCCCCCCCCCCCCOC(=0)C(CI(CCI -9.4793
4875 | COC1=CC(0)=C2C(=0)C3=CC=C(C)C=C3C(=0)C2=C10 -9.8585
4876 | CCCC(=0)C1=CC=CC=C10C -9.6545
4877 | 0=C1CC2=C(0)C=CC=C201 -9.7608
4878 | COC(=0)CC1=CC=C(CO)C=C] 9.9123
4879 | COC(=0)CC1=CC=C(0)C(0)=C1 -10.2614
4880 | CCCCCCCCCI(CHN)C=CCC=C]1 -9.9392
4881 | 0=C(0)CCCCCC(=0)CCCCC(=0)0 -9.7733
4882 | CC1=CC(OCC2=CC=C(C(=0)0)02)=CC=C1Cl -9.2977
4883 | CC(=0)0C1=CC=C(CCO)C=CI -9.4540
4884 | CC1=CC=CC2=CC=C(C)N12 -8.4826
4885 | CC(=0)C1=C(0)C=C(0)C(C)=C1C -10.8318
4886 | COC1=CC=C2C(=C1)N=C(SCC(=0)C1=CC=CC=C1)N2C -9.7553
4887 | CCCCCCCCCCCCCON(C)CCI=CC=CC=CI -9.0198
4888 | CN1CCC(C2=CC=C(0)C(0)=C2)CCI -9.9323
4889 | 0=C(0)C1=CC(IN+](=0)[0-])=CC=C10C1=CC=C(CHC=C1 -9.0581
4890 | O=C(NC1=CC=C(Br)C=N1)C1=CC=CC2=CC=CC=C12 -8.5762
4891 | 0=C1C=C(N2CCCC2)CNI -9.2534
4892 | CCC(=0)C1=CC=CC=C1C(=0)0C -9.8859
4893 | COC1=C(0)C2=C3C(=C(0)C=C(0)C3=C10)C(C)=CC2=0 -10.7842
C[C@H]1[C@H](O)CIC@H](0)[C@]2(C)CCIC@HB[C@@HJ4C(C)(C)CCIC@]4
4894 | (O)C[C@]132 -10.5959
4895 | COC1=CC=CC2=C1C(C)(C)C(=0)N20 -9.4136
4896 | CC(C)(C)C1=CC(IN+](=0)[0-])=C(O)C(C(C)(C)C)=C1 -10.5458
4897 | CC1=CC=CC(NC(=0)CSC2=NC=C(C3=CC=CC=C3)N2)=C1C -8.7385
4898 | COC1=CC(OC)=C(C(C)=0)C(C)=C1C -10.6526
4899 | 0=C1CCC=C1C1=CC=CC=Cl -8.6474




4900 | CC1=CC=C(OC(=0)C2=CC(C(C)(C)C)=CC(C(C)(C)C)=C2)C=CIC -9.0738
4901 | CC1=CC(C(C)(C)C)=C(OC(=0)C2(0)CC2)C(C(C)(C)C)=C1 -10.5932
4902 | CC1=CC=C2C(=C1)[C@H](C(C)C)CC[C@@]2(C)O -9.6776
CC[C@H](/C=C/C(=0)[C@@H](C)[C@H](O)[C@H](C)[C@H]10C(=0)/C=C/C=
C/C(O)[C@@H]([C@@H](O)[C@@H](0)[C@H](C)C(=0)/C=C/[C@@H](CC)[C
4903 | @@H](C)0)OC(=0)/C=C/C=CC1C)[C@@H](C)O -8.5371
4904 | COC(=0)C1=C[C@@H](O)[C@@H](O)[C@H](O)C1 -10.0418
4905 | COC1=CC(=0)C2=C(0)C3=C(C[C@@](C)(0)C[C@@H]30)C(0)=C2C1=0 -10.7114
CO[C@@]12CC(=0)C(C(C)=0)=C(0)[C@]1(C)C1=C(0)C(C)=C(0)C(C(C)=0)=
4906 | C102 -10.6448
4907 | CCCCCCCCCOC[C@H]20[C@H](OO)[C@H](0)[C@@H](0)[C@@H]201 -10.6342
4908 | C1=CC=C(CC2=NC(C3=CC=CS3)=N02)C=Cl -9.0883
4909 | C[C@@H]1CCCCCCCCCC2=CC(0)=CC(0)=C2C(=0)01 -10.7167
4910 | O=CIN=C(N2CCCCC2)N=C20CCN21 -8.8233
4911 | C1=CC2=CC=CC=C2C=CCl -8.4350
4912 | O=[N+]([0-])C1=CC=CC=C1C(=8)N(C1=CC=CC=C1)C1=CC=CC=C]1 -9.0678
4913 | C=C(C)[C@H]1CC=C(C)[C@@H](OC(=0)CC)C1 -9.6319
4914 | 0=C(0)C1=CC2=CC=CC=CC2=C1C(=0)0 -9.2490
4915 | 0=C(OCC(=0)C1=CC=C(CHC=C1CNC1=CC=C20CCCOC2=C]1 -9.4658
4916 | C[C@@H]1CC[C@@H]2C(C)(C)C[C@]3(C)CC=C[C@]123 -9.6623
4917 | CNC[C@H]10[C@@H](N2C=NC3=C(N)N=CN=C32)[C@H](0)[C@@H]10 -9.7290
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CCC4=CC(=0)CCCA(C)CICCC
4918 | 21C -9.8718
4919 | 0=C10C2=CC(0)=CC(0)=C2C=C10 -10.1325
4920 | CC(O)[C@@H]1CC[C@@H](C)C[C@H]10C(=0)C@H](C)O -10.4304
C=C(C)[C@H]1COC2=C(C)C=C30C4=C(C[C@H](O)C(C)(C)OC)C=CC(0)=C4C
4921 | (F0)C3=C2[C@@H]10 -10.2626
4922 | CCCCCCCCCCCCCCCCO[Sil(C(C)(C)C)C(C)C)C -9.4398
4923 | C=CCOISi](C(C)(C)C)C(CHC)C -10.0644
4924 | 0=C1CC[C@@]2(0)[C@H]3CC4=CC=C(0)C5=CA[C@@]2(CCN3)[C@H]105 -10.8988
C[C@@H]1C[C@H]20[C@@H]2/C=C/C=C/C(=0)CC2=C(CI)C(0)=CC(0)=C2C(
4925 | =0)0l -10.6172
4926 | CC(=0)0[C@@H]1C[C@@H](C)OC(=0)[C@H]20[C@H]2/C=C/[C@@H]10 -9.9626
4927 | COCI=CC(=0)C[C@H](C)[C@@]120C1=CC(0OC)=CC(OC)=C1C2=0 -10.1645




4928 | C=C1CCIC@@H]2[C@H]3C(C(C)C)CCIC@]2(C)C13 -9.5566

4929 | C=C/C(C)=C/CC1[C@@](C)(0)CC[C@@H]2C(C)(C)CCC[C@@]12C -9.9765

4930 | COC1=CC(C)=C2C[C@@H]3[C@@H](C)CO[C@]3(C)0C2=C1 -10.3470

4931 | CC1(C)CCCIC@@]2(O)[C@@H]3C[C@HA[C@@H](C3D[C@]42C 93713

4932 | CCCCC/C=C\C[C@@H](0)[C@H](0)CCCCCCCC(=0)0 -10.6100
CCCCCCCCCC1=CC(OC(=0)C2=C(0)C=C(0)C=C2CCCCCCCCC)=CC(0)=C1C

4933 | (=0)0 -10.3273

4934 | CC1=CC2=C(C=0)C(=0)[C@@](C)(O)[C@H](0)C2=CO1 -10.3441

4935 | CCCCCCIC@H](0)C1=CC(OC)=C(COC)C(=0)01 -10.9958
CN1C(=0)[C@]23SS[C@@]1(C)C(=0)N2[C@H]INC2=CC=CC=C2C1([C@@]12
C4=CC=CC=C4N[C@@H]IN1C(=0)[C@]4(C)SS[C@]1(C(=0)N4C)[C@H]20)[C

4936 | @@H]30 -9.0108

4937 | CC(C)(0)CCCIC@](C)(0)C1=CC=C(C(=0)0)C=C10 -11.1785

4938 | C[C@@H]1CC[C@@]2(0)C(C)(O)[C@HBC[C@@]12CC[C@@H]3C -10.2321

4939 | C[C@H]1C2C=CC=CC(02)[C@H]1[C@H]10C(=0)C=C[C@H]10 -10.0239

4940 | C/C(=C/C(C)CC(C)C(=0)0)[C@@H]1CC[C@@](C)(C(C)0)O1 -11.0969

4941 | COC(=0)[C@@]1(CC2=CC=C(0)C=C2)OC(=0)C(0)=C1C1=CC=C(0)C=Cl -9.8182

4942 | CC(C)(0)[C@H]1CC2=CC(C(=0)0)=CC=C201 -10.5296
C=CC(C)(O)[C@]12C[C@@H]3C(=0)NC4=CC=CC=C4C(=0)N3[C@H]INC1=C

4943 | c=CcC=C12 -8.5364
C[C@@H]1C[C@@H](0)/C=C/[C@H](O)CCC(=0)CC2=C(C1)C(0)=CC(0)=C2C

4944 | (=0)01 -10.6776

4945 | CC1=C[C@H]20C3CC(=0)[C@@](C)(C34CO4)[C@@]2(C)CC1 -11.1942

4946 | C=C1[C@H]2CC[C@H](C2)[C@]1(C)CC/C=C(\C)COC(C)=0 -10.1276
0=C1CC[C@@H](0)C230[C@]12C1(0C2=CC=CC4=CC=CC(=C24)01)[C@H](

4947 | O)[C@@H](0)[C@@H]30 -10.2607
CCI=C[C@H]2C[C@@H](C)C[C@@H](O)[C@@H]2[C@@](C)(C(=0)CCO)[C

4948 | @H]1C(=0)0 ~11.2290
CC(C)=CCOC1=CC(0)=C2C(0)=CIN[C@]45C[C@@H](0)CC[C@]4(C)C4=CC[
C@]6(C)[C@@H]([C@H](C)/C=C/[C@H](C)C(C)C)CC[C@H]6C4=C[C@@H]5

4949 | 0C3=C3C(=0)C=C(C)C1=C32 -8.9354
CC(FO)O[C@@H][C@@H]20[C@@H]2[C@@](C)(O)C(=0)[C@@H](C)CC=C
[C@H2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3[C@H](CC4=CC=CC=C4)NC(

4950 | =0)[C@@]312 -9.5082

4951 | CCOC(=0)CC1=CC(0)=CC(0)=C1C(=0)CCCCC[C@@H](C)O -10.8295




4952 | C[C@H]1CCC/C=C/[C@@H]2CC(=0)C[C@H]2[C@H](0)/C=C/C(=0)01 -10.5492
CC1=C[C@H]20[C@@H]3C[C@@H](OC(=0)/C=C\C=C\[C@H](0)[C@@H](C)
4953 | 0)[C@](O)([C@@]2(CO)CCH[C@]31CO1 -11.3657
C[C@@H]1[C@H]2CC[C@@H](0)C3C(=0)[C@]1(C)C(=0)[C@@](C)(O)[C@H
4954 | 132 -10.8702
4955 | C[C@]1(C(=0)0)CCC[C@]2(C)C3ICC(=0)0[C@@]3(CO)CC[C@@H]12 -10.9139
4956 | CCCCC/C=C/C/C=C\C[C@@H]10[C@@H]1C/C=C\CCCC(=0)0 -10.2279
4957 | C/C=C(\C)[C@H]10C(=0)C(C)(C)[C@H](0)[C@@H]1C -10.7037
4958 | CC(=0)0[C@](C)(CCC=C(C)C)[C@H]1CC=C(C)CC]1 -10.1967
4959 | CCCCCC1=C(C=0)[C@H]20C(C)(C)[C@H](0)C[C@]230[C@@H]3[C@H]10 -10.9720
4960 | C=C(C)[C@@H]1C=CC[C@@H](C)C1 -8.5653
4961 | CC1(C)[C@H]2CCIC@](C)(O)[C@@H]1C2 -10.0183
C=C(C)C1CCC2(C)CCC3(C)C(CCCACS(C)CC[C@@H](OC(C)=0)C(C)(C)CSCC
4962 | C430)C12 -10.0107
C=C1[C@@]2(C)C[C@H]3[C@]4(C)C=CC(=0)OC(C)(C)[C@H4CC[C@]3(C)[C
4963 | @]1(C(=0)0C)C(=0)[C@@](C)(0)C2=0 -10.3041
CN(O)[C@@H]1C(=0)C(C(N)=0)=C(0)[C@@]2(0)C(=0)C3=C(0)C4=C(C=CC(
4964 | N)=C40)C[C@H]3C[C@@H]12 -10.1553
4965 | CC1(C)C=CC2=C(01)C(C)(C)C(=0)C(C)(C)C2=0 -10.3816
4966 | CC(C)CCCCCCCCCC[C@@H](0)CC(=0)0 -10.6162
4967 | CC1=CC(=0)C2=C(CO)C=C(0)C=C201 -10.3203
4968 | 0=C1CC[C@@H](0)C2=CC(0)=CC(0)=C12 -10.3870
4969 | COC(=0)C1=COC(0OC20C(CO)C(0)C(0)C20)[C@H]2C(CO)=CC[C@@H]12 -10.5207
4970 | C[C@H]1CCC/C=C/CC/C=C/C=C/C(=0)O1 -9.3615
4971 | C=C1[C@@H](0)C[C@@H]2[C@](C)(CCCIC@]2(C)C(=0)0)[C@H]ICC(=0)0 | -11.0549
4972 | CC(=0)OCI[C@H](C(C)(C)0)CC[C@@]2(C)CCC=C(C)[C@@H]12 -10.8882
4973 | COC(C[C@@H](0C)[C@@H]10[C@@H]1C(C)0)C1C=CCO1 -10.3123
CC[C@H](C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C@
4974 | @H]3CC=CC(=0)03)[C@H]21 -10.1740
4975 | COC1=CC=CC2=C1C(0C)=CC1=C20C(=0)C(C)=Cl -9.9957
CO[C@H]1C[C@H](0)C2=C3C4=CC=CC(0)=C4C(=0)C[C@@H]3C3=C2C1=C(
4976 | 0)C=C3 -9.9260
4977 | COC1=CC=CC2=C1C(0)=CC1=C20C(=0)C(C)=C1 -10.2291
4978 | COCI=CC(0)=C(C1)C2=C1C(=0)0[C@H](C)CCC(=0)CC/C=C/C(=0)C2 -10.5217




CC(CO)[C@@H](C)C=C[C@@H](C)[C@H]1CC[C@H]2C3=CC=CACCCC[C@}4

4979 | (O)[C@H]3CC[C@]12C -10.0186
C[C@@]12C[C@@H](0)C[C@]3(C)C4=CC(=0)0CC4=C[C@@H](OC1=0)[C@

4980 | @H]23 -10.7698

4981 | COCI=CC2=C(C(0)=C10C)[C@]13CC[C@@H](OC)C[C@H]IN(CC3)C2 -11.1568

4982 | CCCC1=CC=CC(0)=C1CO -9.7232

4983 | C/C=C(\C1)C1=CC(=0)[C@@]23C[C@@H]2C(C)(C)O[C@@]3(0)C1=0 -10.9542

4984 | CC(C)CCCCCCCCCCCIC@@H](0)CC(=0)0 -10.6459

4985 | CC(=0)[C@H]1CC[C@@H]2C1C(C(C)C)CC[C@@]2(C)O -10.8334

4986 | C[C@@H]1CCC[C@]2(C)CCIC@@H]3C[C@]120C3(C)C -9.5110
CCCC(0)C/C=C/C1=C(CO)[C@@H]20C(C)(C)[C@@H](0)C[C@@]230[C@H]

4987 | 3[C@@H]10 -10.8941

4988 | 0=C(0)CCCC1=C2C=CC=CC2=CO1 -9.3295

4989 | C[C@@H]1CC[C@H]2C[C@]3(C)CCCAC3[C@]1(CC[C@]4(C)0)C2(C)C -10.1043

4990 | CC(=0)0C[C@H]10[C@@H](0)[C@@H](0)[C@@H](0)[C@Q@H]10 -9.7381

4991 | CCCCCCCCC(CCCCCCCC)COC(=0)CC -10.0614

4992 | CC1CCC2C1[C@H][C@@H](CCC2(C)O)[C@@]1(C)CO -9.9866
CC(=0)0CC12C[C@@H](0)C(C)=CC10C1 [C@H](0)[C@@H](OC(C)=0)C2(C)

4993 | C12C02 -10.8233

4994 | CCCCCCCCOC(=0)CCCCCCCCC(=0)0CC(CCC)CCC -10.1289

4995 | O=C[C@H](0)[C@@H](0)[C@@H](0)[C@H](0)[C@@H](0)CO -9.6006

4996 | C[C@@H]1C=C2C(=0)0[C@@H]3CC[C@H](CH[C@]230 -10.6906

4997 | C=CC1(C)CC[C@@H]([C@H]20[C@@H](C(=C)C)CC2=0)01 -10.2441

4998 | C[C@H]1C2CCIC@](C)(O)[C@H]3CICCC(C)(C)C23 -10.0911
CC(C)C[C@@H](C)[C@H]1C(=0)C[C@H2[C@@H]3CC[C@H]4CCCCIC@]4(

4999 | O)[C@H]3CCIC@]12C -10.3289
CC1=CC[C@@H]2[C@]34CC[C@](O)(OC3)C(C)(C)C@]4(0)CC[C@@]2(C)[C

5000 | @]12CC1=C(C=C(C3=CC=CN=C3)0C1=0)02 -9.4920
NCCCC[C@H](NC(=0)[C@@H]1CCCN1C(=0)[C@@H](N)CC1=CC=CC=C1)C(

5001 | =0)0 -10.8760
CC(C)CCCCCCCCCICC(=0)N[C@@H](CC(N)=0)C(=0)N[C@H](CC2=CC=C(
0)C=C2)C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CCC(N)=0)C(=0)N2CCC[C

5002 | @H]2C(=0)N[C@H](CC(N)=0)C(=0)N[C@@H](CO)C(=O)N1 -10.7945

5003 | 0=C1C=CN=N1 -8.9827

5004 | C[C@H]1CCCIC@@H](C[C@H]2CC3=CC(0)=CC(0)=C3C(=0)02)01 -10.7976

5005 | C[C@H]1CCCCCIC@H](0)[C@@H](0)/C=C\C(=0)01 -10.1359




C/C=C/C=C/C(=0)[C@@H]1[C@@H]([C@@]2(C)OC(=0)C(C)=C20)[C@H]2C(

5006 | =C(0)/C=C/C=C/C)C(=0)[C@]1(C)C(=0)[C@@]2(C)O -9.2313

5007 | COC(=0)[C@]1(C(C)C)OC(=0)/C(=C/C2=CC=CC=C2)01 -9.9919

5008 | CC(=0)0[C@@H]1CC20C3C=C(C)CC[C@]3(C)[C@]1(C)C21CO1 -11.0399

5009 | C=C(C#CC1=C[C@@H](0)[C@@H](0)[C@H](0)[C@@H]10)CCC=C(C)C -10.5992

5010 | COC1=CC(0)=CC(C)=C1CC(=0)0 -10.3802

5011 | C=C(O)[C@H]1CC[C@@]1(C)[C@@H]1CC=C(C)CC1 -9.3305
CCCCCCCC[C@H]10C(=0)C2=C1[C@@H](0)[C@@H]10[C@@H]1 [C@@H]2

5012 | O -10.7602
C=C1CC[C@@H]2C(C)(C)CCCIC@@]2(C)[C@@H]1CC1=C(0)C(=0)C(CO)=C

5013 | C1=0 -10.8639
0=C1C[C@H](0)[C@@H]2C3=C(C=CC(0)=C13)C1=CC=C(0)C3=C1[C@@]2(

5014 | 0)[C@@H](0)CC3=0 -10.3617

5015 | CCC(C)CINC(=0)[C@H](CC2=CC=CC=C2)N2C1=NC1=C(C=CC=CO1)C2=0 -8.9950
CCC(=0)0[C@H]1C[C@@]2(COC(C)=0)C(C=C1C)OC1[C@H](0)[C@@H](OC

5016 | (©)=0)C2(C)C12CO2 -10.6843

5017 | CC1=NC=C2C(0)=C(C)C(0)=CC2=C1C -10.4207

5018 | CC1=C(C)C(=0)C2=CC(0)=CC=C2C1=0 -10.2617

5019 | CC1=CC2=CC(=0)[C@](C)(0)C(=0)C2=CO1 -10.3564

5020 | CC(C)[C@H]1C2C(=0)OC1[C@H]IN(C)C[C@H]3CC[C@@H]2[C@]31C -10.2674

5021 | CC=CC1C=CC2CC(C)CCC2[C@@]1(C)C(0)=C1C(=0)C(CON(C)C1=0 -10.1053
C[C@@]12CC(C3=COC=C3)0C(=0)C1CC[C@]1(C)C2C2C=C[C@@]1(0)C(=0)

5022 | 02 -10.9362

5023 | CC(C)C(C)C=CC(C)C1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)CICC[C@@]21C -9.5734

5024 | CC1=CC2C(CCHC(C)CC[C@@]2(0)C(C)C -10.0164
CC(FO)O[C@@H]1C=C[C@@](C)(O)C(=0)[C@@H](C)CC=C[C@H]2[C@H](O

5025 | )C(C)=C(C)[C@H]3[C@H](CC4=CC=CC=C4)NC(=0)[C@]123 -9.0815

5026 | CC1=C[C@@]2(0)0[C@@]3(CC2=C(C)C)C(C)CCC13 -10.8078
CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@@]23C(
=0)C[C@H]2C[C@]3(0)O[C@H](CC1)[C@H20C(=0)[C@@]12C(=0)N[C@@

5027 | H)(CC(C)O)[C@@H]1[C@H](C)C(C)=C[C@@H]2/C=C(\C)CCCC3=0 -9.1222

5028 | C[C@@H]1C/C=C/CC[C@@H](0)CCCC(=0)01 -10.1355

5029 | CC(C)CC1=CC(=0)C(0)=C(CHC(=O)NI -9.6636
CC1=C[C@@]2(0)C(=0)[C@]34COC[C@]3(C(=0)C(0)=C4C) C@@H](C)[C@

5030 | @]2(0)01 -10.8091

5031 | COCC1=CN(CCC2=CC=CC=C2)C=C1C(C)=0 -8.9120

5032 | COC(=0)CCCN1C=C(CO)C(C(C)=0)=Cl -10.4168




5033 | CC(=0)C1=CN(CCC2=CC=CC=C2)C=C1CO -8.9516
C/C1=C/[C@@H](C)CC=C[C@H2[C@@H]30[C@]3(C)[C@@H](C)[C@H]3C(

5034 | CC4=CNC5=CC=CC=C45)NC(=0)[C@]32C(=0)C=CC(=0)[C@@H]10 -8.6291
CC1=CC2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)C23C(=0)CC[C@

5035 | H](O)C(=0)CCl -10.9108
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(CO[C@](0)(CCCO)C2)C(=0)[

5036 | C@]1(C)0 -11.1473
CC[C@H](C)[C@@H](0)[C@](C)(0)/C=C/C1=CC2=C(CHC(=O0)[C@(C)O)[C@

5037 | H)(O)[C@H]2CO1 -10.4067
CC(C)=C[C@H]1C2=C(C[C@@]3(0)C(=0)NACCC[C@H]J4C(=0)N13)C1=CC=C

5038 | C=CIN2 -9.9815

5039 | COC1=CC(0)=CC(C(=0)C2=CC(OC)=C(0)C(OC)=C2)=C1 -10.1579

5040 | CC1CC[C@H](0)/C=C/C(=0)0[C@H](C)CC[C@H](0)/C=C/C(=0)01 -10.8048

5041 | C[C@H]1CCC/C=C/[C@H](O)[C@H]20[C@H]2[C@H](0)/C=C/C(=0)01 -10.3203
C=C[C@@]1(C)C=C(C)[C@@H]2[C@@H]3[C@H](0C4=CC=C(C=CH)C[C@@
HJ4C(=O)NC(=0)[C@H]4C(=0)[C@H]3)[C@@H]1 [C@@H](C)C[C@@H](C)C

5042 | [C@]12C -9.4519
CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(COC(CCC(=0)0)=C2)C(=0)[C

5043 | @@H]1C -10.8871

5044 | COC1=CC(C)=C2C(=C1)0C(=0)C1=C(0)C=C(OC)C=C12 -10.6559

5045 | C[C@@H]10[C@@H]1C1=C[C@H](0)[C@@H](C)OC1=0 -10.0456

5046 | COC1=CC(0)=C2C(=0)C3=C(C[C@](C)(O)[C@H](0)C3)C(=0)C2=C10 -10.8570

5047 | C/C1=C/CC/C(C)=C/C[C@]2(C(C)C)CCIC@@](C)(02)[C@@H](0)CC1 -10.4826
CC[C@H](C)[C@@H](OC(C)=0)[C@@H](C)C1=CC(=0)C2=C(OC3CC[C@H]4

5048 | O[C@@H](C(C)(C)0)CCIC@]4(C)[C@H]3C2)C1=0 -10.5942
C/C1=C/C[C@]2(C)C(=0)C(0)=C([C@H](C)CO)[C@H]2C/C=C(\C)[C@@H](O)

5049 | CC/C(C)=C\CC1 -10.5187

5050 | CC[C@@H](0)/C=C(C)/C(COC)=C(/C=0)CO -10.5085

5051 | COC(=0)C1=C(CCCCOC(C)=0)0C(=0)C=C10C -10.6602

5052 | COC1=C(0)C(0)=C(C)C2=C1C(=0)0C2 -10.4925

5053 | CC(C)=CCC1=C(0)C=C(0)C(C=0)=C1C(=0)C1=C(0)C=C(C)C=C10 -9.8971
C/C(=C\[C@](C)(0)C1=CC2=CC(=0)[C@@](C)(O)[C@H](0)C2=CO1[C@H]10

5054 | CC[C@@H]IC -10.7835

5055 | CC1=C(0)C(=0)C2=C(0)C=CC=C201 -10.2989

5056 | C=C(C#CC1=C[C@H](0)[C@H](0C)[C@@H](O)[C@H]10)C/C=C/C(C)(C)O -10.6730

5057 | COC1=CC(=0)C=C(/C(C)=C/[C@@H](C)C[C@H](C)CCO)O1 -11.2402




5058 | COC(=0)C1=CC(C)=CC(0)=C1C(=0)C1=C(0)C=C(OC)C=C10C -11.0026
5059 | COC(=0)C1=CC(C)=CC(0)=C1CC(=0)CC1=C(0)C=C(OC)C(C=C10C -10.7219
C=C(C#CC1=C[C@H](OC(C)=0)[C@H](OC)[C@@H](O)[C@H]10)C/C=C/C(C)
5060 | (C)O -10.7140
C=Cl[C@@]23C(=0)O[C@H](O)[C@]240[C@@]2(C(=O)[C@@](CCC)(C(C)(C)
5061 | OC=0)C[C@@H](0C(C)=0)[C@]32C)C(OC(C)=0)[C@@]1(C)OC4=0 -10.3777
5062 | CN1C(=0)[C@](C)(0)C(=0)[C@H]1CC1=CC=C(0)C=C1 -9.7631
5063 | C=C(COC@@]1(0)C[C@@]2(C)[C@H](CCC[C@@H]2C)C[C@H]10 -11.2354
5064 | CC1=CC(0)=C2C[C@@H]3[C@@H](C)CO[C@]3(C)OC2=C1 -10.4832
5065 | CC(=0)C1=CC(C)=C(OCC=C(C)C)C(C)=C10 -11.0036
5066 | CCCCCCCCCCI=CC(0)=CC(0)=C1C(=0)0CC -10.6859
C=C[C@@]1(C)C=C(C)[C@@H2[C@@H]3[C@H](OC4=CC=C(C=C4)C[C@Q@]
4(0)C[C@H](C(FONH)C(=0)[C@H]3D[C@@H]1 [C@@H](C)C[C@@H](C)C[C
5067 | @]12C -9.8578
CC[C@H](C)[C@@H](0)/C(C)=C/[C@](C)O)C1=CC2=CC(=0)[C@@](C)(O)[C
5068 | @H](0)C2=CO1 -10.4552
5069 | COC1=CC=CC(0C)=C1C1=C(0)C=CC=C10 -10.4990
5070 | CS[C@@]1(CO)C(=0)N/C(=C\C2=CNC3=CC=CC=C23)C(=0)N1C -9.6199
5071 | CC1=CC[C@@]2(C[C@@H]10)[C@H](C(C)C)C[C@@H](O)[C@@H]2C -10.7923
5072 | CCC/C=C/[C@H]1C=C[C@@H](O)[C@H](0)[C@H]1C(=0)C(C)O -10.8003
5073 | CC1(C)CCC[C@@]2(C)C(CO)=C[C@@H]1[C@@H]2CCO -10.4779
5074 | COC1=CC(CC2=C(0)C(C)=CC(C(C)=0)=C20)=C(0C)C=C10 -10.6804
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2CCCCIC[C@@H](0)CCIC@]3(C)
5075 | CCC[C@@]21C -9.6867
5076 | CS[C@]1(CNC(=0)[C@](CC2=CNC3=CC=CC=C23)(SC)NC1=0 -9.6684
5077 | CC1(C)/C=C/C[C@](C)(0)[C@@H](0)C[C@@H](O)[C@]2(C)O[C@@H]2C]! -10.4349
5078 | C[C@H]1CC(=0)C2=C(01)[C@H](C)[C@H](0)[C@@H](C)C2 -10.1575
5079 | CC[C@@H]10C2=C(C[C@H](C)[C@@H](0)[C@@H]2C)C1=0 -10.3170
5080 | CC(=0)0[C@H]1C[C@H]20[C@]2(C)C[C@@H]20[C@H]2C(C)(C)C/C=C\IC -10.7124
5081 | CC(=0)0[C@H]1C[C@@H](0)[C@]2(C)C[C@H]2[C@H](O)C(C)(C)C/C=C\IC -11.0026
5082 | CC(=0)C1=CC=C(C2=CC=C(0)C=C20)01 -10.1607




5083 | CC(=0)0[C@@H](C)/C(C)=C/C=C/[C@@]1(C)OC(=0)[C@H](C)[C@H]10 -10.7644

5084 | C/C1=C/C(=0)/C=C(/CO)[C@H]2C[C@@](C)(CO)C@@H]2CC]1 -11.2612
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCC2C34C=CC5(C[C@@H](0)CC[

5085 | C@]5(C)C3=CC[C@@]21C)004 -10.4262
CO[C@@H]1/C(C=0)=C\CC(C)(C)C(=0)[C@@H](OC(C)=0)CC(C)=C[C@H]10

5086 | C -10.4988

5087 | COC1=CC(0)=CC(C)=C1CCI=C(C(=0)0)C=C(C[C@@H](C)0)O1 -10.9344
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](0)C=

5088 | C[C@@H](C)C[C@](C)(0)CC=C[C@H]3[C@@H]10 -9.7903

5089 | C=C10[C@@)](C)(0)CC2=CC=CC(0)=C12 -9.8780

5090 | COC1=CC(C2=CC=C(0)C=C2)=C(0)C(0)=C1C1=CC=C(0)C=Cl -9.4626

5091 | COC1=CC(C2=CC=CC=C2)=C(0C)C(OC)=C1C1=CC=C(0)C=Cl -9.1465

5092 | C=C1C=CC(=0)[C@]1(CO)CC1=C(C)C=C(0)C=C10C -10.4845
C/C(=C/[C@H](O)[C@H](C)C(C)C)[C@H]1CCC2=C3C=CC4=CC(=0)CC[C@]4(

5093 | O)[C@H]3CC[C@@]21C -10.6322

5094 | CC(=0)0[C@H]1[C@@H](C)CC(0)=C2C(=0)C3=C(0)C=CC=C30C[C@]210 -10.4866

5095 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@@H](0)[C@@H]30 -11.0154

5096 | CC(C)(0)CCC[C@]1(C)OC2=CC=C(C(=0)0)C=C201 -10.9744

5097 | COC1=CC(0)=CC(C)=C1CC1=C(C(=0)0)C=C(C)01 -10.4423

5098 | C/C=C/C=C/C(=0)[C@H](OC)C1=CC(0)=C(C)C(0)=C1C -10.5548
C=C[C@]1(C)CC[C@@H]2C(=C[C@H]30C(=0)[C@@]4(C)C(=O0)C[C@@H](O)

5099 | [C@@]2(C)[C@@H]34)C1 -11.0749

5100 | CC(=0)0[C@H]1C/C(C)=C\C(=0)C/C(C=0)=C\CC(C)(C)C1=0 -10.5505
CC1=CC(C)=C(C(=0)0[C@@H]2[C@H](0)[C@@H](CO)O[C@H]2N2C=CC(=0

5101 | )NC2=0)C(0)=C1 -9.3305

5102 | C/C=C(\C)C(=0)O[C@H]1C=CC(=0)0[C@H]1C(0)CC(=0)C(C)O -10.7053

5103 | C/C=C/C=C/C(=0)[C@H](0)C1=CC(0)=C(C)C(0)=C1C -10.6771

5104 | OC[C@H]10[C@H](0OCCC2=CC=CC=C2)[C@H](0)[C@@H](O)[C@@H]10 -9.8953

5105 | CC(=0)N1C2=CC=CC=C2[C@]2(0)CCO[C@H]12 -9.2518

5106 | CCOC(=0)C1=C(0)C=C(0)C=C1CCC(=0)0 -10.7721
CC1=CC2=C(C(0)=C10C(C)(C)[C@H]1CON[C@@H](C1=C(0)C=CC=C10)0C

5107 |2 -10.4370
CC(=0)/C=C/[C@@H](C)[C@H]1 CC[C@H]2[C@H]3CC=C4C[C@@H](0)CC[C

5108 | @]4(C)[C@H]3CC[C@]12C -10.9842




5109 | CC1=C(C=0)[C@H]2[C@@H](C(C)C)CC[C@]1(C)[C@H]2/C=C/C(=0)O -10.5526
5110 | CC(=C\C(=0)0)/C=C(\C)C[C@H](C)CCCCIC@H](O)[C@H](C)C(=0)O -10.6897
5111 | CC(O)[C@@H]1CC[C@](0)(CCH[C@]2(C)C(=0)OCC(C(=0)0)=C[C@@H]12 -10.9968
5112 | 0=C1C2=C(NC3=CC=CC=C3C2=0)[C@H]2CCCN12 -8.9879
5113 | CC[C@@H](C)C(=0)[C@@H](C)C1=CC(0)=C(C)C2=C1C=CC(=0)02 -10.5337
5114 | C[C@H]1CCCI[C@H]2CC(=0)C3=C(C=C(0)C=C302)CC(=0)01 -10.8475
5115 | COC1=CC=CC2=CC=C(CO)C(0)=C12 -9.6454
5116 | CC1=CC2=C3C(=C10)0C1=CC=CC(OCC(0)C(C)(C)0)=C1[C@H]30C2=0 -10.6613
5117 | C=C(C)CHCC1=CC([C@@H](0)[C@@H](C)0)=CC=C10C -10.6870
5118 | COC1=CC=C(CO)C=C1C4CC(C)=0 -10.2147
CC1=CC2=C(C(0)=C10C(C)(C)[C@H]1CO1)[C@H](C1=C(0)C=CC=C10)0C2=
5119 | O -10.4399
5120 | COC1=C(C)C(=0)OC([C@@H](C)[C@H]20C(=0)C=C2C)=C1 -10.5026
5121 | CC1=CC2=C(C(0)=C10C(C)(C)[C@H]1CON[C@H](C1=C(0)C=CC=C10)0C2 -10.4405
5122 | CC/C(C)=C1I/NC(=0)C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=CC=C1C2=0 -9.2007
5123 | CCCCCCCCCCC(CO)N(CC)CCCC -9.0876
5124 | C=C[C@@H]1C[C@@](C)(CO)C/C1=C(\CO)[C@@H](CO)CC(=0)O -11.1354
CC(=0)OC[C@H](C(=0)0)[C@H](0)CCCC[C@@H](C)C/C(C)=C/C(C)=C/C(=0
5125 |)o -10.4657
COC(=0)[C@H](0)/C=C/[C@H]1[C@H]2C(C=0)=C(C)[C@]1(C)CC[C@@H]2C
5126 | (C)C -10.7986
5127 | C=CC(C)(O)[C@@]1(0)C(=0)NC2=C1C=CC1=C2C=CC(C)(C)O1 -9.5274
5128 | COC(=0)C1=C(0C2=C(CO)C=C(0C)C=C20C)C=C(C)C(CC=C(C)C)=C10 -9.9198
5129 | COC(=0)[C@]12[C@@H](C(C)=0)0C(CC(=0)[C@@H]10)[C@H]2C -10.4787
5130 | CCC(=0)/C=C/[C@H]1[C@H]2C(C=0)=C(C)[C@]1(C)CC[C@@H]2C(C)C -10.5556
Cl[C@@H]1[C@@H](O)C[C@@H]2C(=0)0CC2=C2C[C@@](C)(CO)C[C@@H]
5131 | 21 -10.8990
5132 | CC1=C[C@@H](0)[C@]2(C)CC[C@@H](C(C)(C)O)C@H]2CC1 -10.5141
5133 | CC[C@@H](/C=C(\C)C1=CC(OC)=C(C)C(=0)01)CO -11.0560




C=C1[C@]2(C)C(=0)/C(=C(\0)CC/C=C/C)C([C@@H](/C(0)=C3/C(=0)[C@@]4(
C)C5/C(=C(/O)CC/C=C/C)C(=0)C6(C)[C@@H]3[C@]3(C)O[C@@]6(0)[C@@]S

5134 | (O)O[C@]430)C2/C=C/C)[C@]1(C)O -9.2748
5135 | CC1=CC[C@@]2(C)[C@H](CCHC@H](C(C)(C)O)C[C@@H]20 -10.5212
CC(C)[C@H]INC(=0)[C@H](CC2=CC=CC=C2)N2C1=NC1=C(0)C=CC=C1C2=
5136 | O -9.5019
5137 | COC1=C(C)C(=0)OC([C@@](C)(0)/C=C(\C)[C@H](C)0)=C1 -11.2259
5138 | CC(C)/C=C1\NC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=CC=C1C2=0 -9.7589
C/C=C/CCC(=0)[C@@H]1CC(=0)[C@H](/C=C/C)C[C@@H]1 [C@@]1(C)OC(=
5139 | 0)C(C)=C10 -10.7613
5140 | CC1=CC(C(=0)CC[C@H](0)[C@H](C)0)=C(0)C=C10 -11.1358
5141 | C=C(C(=0)0)[C@@H]1C(C)C[C@@H](C)C2CC(=0)C(CO)=CC21 -10.9244
5142 | CC/C(C)=C1\NC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=CC=C1C2=0 -9.1964
5143 | 0=C1C2=C(NC3=CC=CC=C3C2=0)[C@]2(0)CCCN12 -9.2384
5144 | COC1=C(C)C(0)OC([C@@H](C)[C@@H]20C(=0)C=C2C)=C1 -10.5893
5145 | CC[C@H](/C=C(\C)C1=CC(OC)=C(C)C(=0)01)CO -11.0400
5146 | COC(=0)C1=C(OCC=C(C)C)C=C(C)C=C10C1=C(CO)C=C(OC)C=C10C -10.0065
C=C(O)[C@@H]1C[C@@]2(C)C(=C[C@H]10)CC[C@@H](OC(=0)[C@@H](C)
5147 | [C@@H](0)/C=C/C=C/C[C@@H](C)0)[C@@H]2C -10.2806
5148 | CC(C)=CCC1=CC=C(0)C2=C1C(C[C@@H](0)[C@H](C)0)0C2=0 -10.7042
5149 | COC1=CC=C(C=0)C=C1C#CC(C)=0 -9.9918
5150 | COC(=0)C1=C(0)C=C(C)C=C10C1=C(CO)C=C(OC)C=C10CC=C(C)C -9.8731
C[C@H]1CCC/C=C/[C@@H]2C[C@H](0)[C@H](0)[C@H]2[C@H](0)/C=C/C(=
5151 | 0)01 -10.7822
5152 | COC1=CC2=C(0C3=CC(C)=CC(OC)=C3C(=0)0C2)C(0C)=Cl1 -10.0735
5153 | CC1(C)C2=CC[C@@](C)(O)[C@H](C(=0)0)[C@@]2(C)CC[C@@H]10 -11.1427
5154 | CC(C)OC(=0)C1=C(0)C=C(0)C=C1CCCCCCCO -10.8482
5155 | C=C(C(=0)0)[C@H]1C2=CC(C(=0)0)=CC=C2[C@H](C)CCIC -10.6120
5156 | COC1=CC(C2=CC=CC=N2)=NC(C(OC)OC)=C1SC -8.8470
5157 | CC(O)[C@H]1CC[C@]2(C)C(=0)CC[C@](C)(O)[C@HR[C@@H]10 -11.3965




CC(=0)/C=C/[C@](C)(0)C1CCI[C@H]2C3=CC(=0)C4CC(=CC[C@H](0)C4)C3C

5158 | c[c@]12C -10.9385

5159 | C=C1C2=C(C=0)C(0)=C(C)C(0)=C2C(=0)0[C@H]1CO -10.7644

5160 | CCOC(=0)C1=C(0)C=C(0)C=C1CCCCCCCO -10.7082

5161 | CO[C@]12CCCN1C(=0)C1=C2N(C)C2=CC=CC=C2C1=0 -9.2959
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1 CC[C@@]2(0)C3=CC(=0)C4=CC(

5162 | =0)CCIC@]A(Q)[C@H]3CCIC@]12C -10.9490

5163 | CCL(O)[C@@H](CHCCIC@]2(C)C(C(=0)0)[C@](C)(O)CC[C@@]120 -11.1600

5164 | C=C10C(=0)[C@H](C)/C1=C\CCCCC -9.7146
CCC(C)(C)[C@]1(ONC(=0)[C@@H](CC2=CC=CC=C2)N2C1=NC1=CC=CC=C

5165 | 1C2=0 9.1274

5166 | CO[C@@]12CCCN1C(=0)C1=C2NC2=CC=CC=C2C1=0 -9.0699

5167 | CCCC(=0)C1=CC=C20C(0C)=CC2=C10 -10.5441
C=C1C23C(=0)0[C@@H](C)[C@@]240[C@]2(C(=C)[C@@]5(C=CC(=0)OC5(

5168 | C)C)CC(OC(C)=0)C32C)C(0C(C)=0)[C@]1(C)0C4=0 -10.1484

5169 | 0=C1[C@H](0)[C@H](C2=CC=CC=C2)[C@@H]2CCCN12 -9.6639

5170 | CC1=C(0)C=C2C(C)=C(CO)OC(=0)C2=C10 -10.6211

5171 | CO[C@@]12CCCN1C(=0)C1=C2N(C)C2=CC=CC=C2C1=0 -9.3317

5172 | 0=C1C2=C(NC3=CC=CC=C3C2=0)[C@@]2(0)CCCNI12 -9.2732

5173 | CN1C2=C(C(=0)N3CCC[C@@]230)C(=0)C2=CC=CC=C21 -9.5088

5174 | CCCCC/C=C(/C(=0)0)[C@@H](C)C(=0)O -10.1689

5175 | C=C(C(=0)0)[C@@H]1CC[C@@H](C)C2C[C@@H](0)C(C)=CC21 -11.0504

5176 | 0=C10[C@H](0)C[C@@H](0)/C=C/[C@@H](O)C[C@H]10 -9.6857
COC1=C2N3CCC[C@@H]30[C@]2(C)C2=C(CC(=0)C3=C(0)C=C(OC)C=C23)

5177 | C1=0 -10.9946
CO[C@@H]1C2(0)C(=[N+]([O-
1)C3=C2C=CC2=C3C=CC(C)(C)02)C(C)(C)[C@@H]2C[C@@]34CCCN3C(=0)C

5178 | 12NC4=0 -10.0641

5179 | COC1=CC(N2C(=0)CC[C@@H]2C)=C(C(=0)0)C(0C)=C10C -10.0489
CC(=0)0[C@@]1(CO)CC[C@H](C(C)C)[C@H]2C=C(C(=0)0)COC(=0)[C@@H

5180 | ]21 -10.9669

5181 | 0=C(0)C1=CC2=CC3=CC(0)=CC(0)=C3C(0)=C2C(=0)01 -10.2345

5182 | C[C@H](0)C(0)C=CC1=CC=CC(0)=C1CO -10.3159

5183 | CC1=CC(0)=C(C(=0)C2=C(C(=0)0)C=C(0)C(0)=C20)C(0)=C1 -10.6453

5184 | CC1=CC2=C(C)C(0)=C(0)C(0)=C2C(=0)01 -10.5199




5185 | CC[C@@H](C)C(=0)[C@@]1(C)OC(=0)C2=C1C=C(0)C(C)=C20 -10.5962
5186 | CC10[C@@H](C/C=C/CCC(=0)0)C[C@@H](C)O1 -10.0386
5187 | CC/C=C\C=C\[C@@]1(C)O[C@@H](CCCCO)[C@@H](C(=0)0C)C1=0 -10.4390
5188 | C=C1C[C@](C)(O)[C@]2(C)C[C@]12C(C)C -10.5605
5189 | CC(C)(0)CCCI=CC(CC2=C(C3=CC=C(0)C=C3)[C@H](0)0C2=0)=CC=C10 -9.6668
5190 | C=CCCC/C=C(/C(=0)0)[C@H](C)C(=0)O -10.2892
5191 | CC/C=C\C=C\[C@@]1(C)OC(C)=C(C(=0)0C)C1=0 -10.2314
C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(0)C=C3C(
5192 | =0)N(C(CC4=CC=CC=C4)C(=0)0)CC3=C102 -10.0241
5193 | COC1=CC(C2=CC=CC=N2)=NC(CO)=C1[S@@+](C)[O-] -9.0611
5194 | CCOC(=0)CC/C=C/C[C@H](0)C[C@@H](C)O -10.6441
5195 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)[C@H]([C@@H](0)CC(C)=0)CO2 -10.9829
5196 | CC/C=C\C=C\[C@@]1(C)OC(/C=C/CCC)=C(C(=0)0C)C1=0 -9.8334
5197 | CC[C@@H]1CC[C@@]2(C[C@@H](0)CCO2)OC1 -10.4534
5198 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)[C@@H]([C@@H](0)CC(C)=0)CO2 -10.9845
5199 | C[C@H]1CC[C@]2(0)[C@H]1C[C@H]([C@@](C)(0)CO)CC[C@@]2(C)O -10.7013
5200 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=CN=C(C)C=C102 -10.9762
C=C(C)C=C=C1C[C@@H]20[C@H](C(C)(C)0)C[C@]230[C@@H]3[C@@H]1
5201 | O -10.8021
5202 | CC1=C(0)C=C2C(=C10)C(=0)0[C@@H](C)[C@@H]20 -10.4331
C=CC(C)(C)C1=C(/C=C2\NC(=0)[C@@H]3C[C@H](0)CN3C2=0)C2=CC=CC=
5203 | C2N1 -9.7117
CCI=C2C(=0)C[CRE@IR(C)[C@@H2CIC@I3(0)CCICR@HIO[C@@]2(CCT)
5204 | C3(C)C -11.4477
5205 | CC1(C)CCCE=O)C@]2(C)00C3CC12CCC3(0)CO -11.1539
5206 | COC1=CC(0)=CC2=C1C(=0)0[C@H](C)CC(=0)CCCCC2 -10.8260
5207 | C=C(C)COC(=0)C1=CC=CC=C1C(=0)OCC(C)C -10.1548
C/C=C/[C@@H]10C2=C(C(=0)NC=C2C2=CC=CC=C2)[C@@H]2[C@H]1CCC]
5208 | C@H]2C -8.4573
5209 | C/C=C/[C@@H]10C(CC2=CC=CC=C2)=C(O)[C@@H]2[C@H]1 CCC[C@H]2C -8.7246
CC(C)(O)[C@@H]1C[C@@H](0)[C@]2(C)C(CC[C@@]3(O)[C@H]2CC[C@H]2
5210 | CC4=C(NC5=CC=CC=C45)[C@@]23C)01 -10.9069
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2=C3C=CC4=C[C@@H](0)CC[C@]
5211 | 4(C)C3CC[C@@]21C 9.9172
5212 | COC1=CC(=0)0C[C@@H]1[C@H](C)CO -9.9479




5213 | COC(=0)C1=CSC(C2=NC=CC=C20)=N1 -9.4770
5214 | COC1=C(0)C(=0)C=C(CC(C)(C)O)NC1=0 -10.1292
5215 | C[C@H](O)[C@@H](0)/C=C/C1=CC=CC(=0)01 -10.3006
5216 | CC/C=C1/C=CC(=0)[C@@H](0)[C@]12C(=0)N(C=0)[C@](C)(O)[C@@H]20 -10.3318
5217 | COC1=C(0)C(C)=C2COC(=0)C2=C10C -10.5226
5218 | C[C@H]1C[C@H](0)C2=CC=CC=C201 -9.6827
5219 | CC1(C)C=CC(=0)[C@]2(C)O0C3CC12CCC30 -11.0159
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2=C3C=CC4=CC(=0)CC[C@]4(C)C
5220 | 3CC[C@@]21C -9.6239
5221 | C[C@H]1CC[C@@H]2[C@H]1C[C@H]([C@](C)(0)CO)CC[C@@]2(C)O -10.6704
5222 | CC1=C(CO)C(=0)C2=C(0)C=C(0)C=C201 -10.5339
5223 | C[C@H]1CC[C@]2(0)[C@H]1C[C@H]([C@](C)(0)CO)CC[C@@]2(C)O -10.7129
5224 | C[C@H]1CC(=0)C2=CC=CC=C201 -9.3395
5225 | CC(C)=CCCIC@@](C)(O)[C@H]1CC=C(CO)CC]1 -10.4719
5226 | CC(O)[C@H]INC(=0)[C@H](CC2=CNC3=CC=CC=C23)NC1=0 -9.8243
5227 | CC1=CC2=C(C(=0)C[C@@H](0)[C@@H]20)C(0)=C1C “11.1913
5228 | C[C@H]1CCIC@@H]2[C@@]1(0)C[C@H](C(C)(0)CO)CC[C@@]2(C)O -10.6932
5229 | COC(=0)C1=CC(=0)C2=C(C)C=C(0)C=C201 -10.6500
5230 | COC1=CC(=0)0C[C@@H]1[C@@H](C)CO -10.0012
CC1=CC(=0)C2=C(0)C=C(O[C@H]30[C@H](CO)[C@@H](O)[C@H]30)C=C2
5231 | Ol -10.6263
5232 | COC1=CC2=C(C(0)=C1C)C(=0)0C(CO)=C2 -10.9263
5233 | COC1=CC2=C(C(=0)0[C@@H]2[C@@H](C)0)C(OC)=C1C -10.9835
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CCCAC[C@@H](0)CCIC@]4(
5234 | OC3CC[C@@]21C -10.1437
5235 | COC1=C(0)C=C2COC(C)=CC2=C1CC=C(C)C -10.5846
5236 | CC1=C[C@H]2[C@H](C(C)C)CC[C@@](C)OC@H2C[C@@H]10 -10.5675
5237 | CO[C@H](C)CC(=0)C1=C(0)C=CC=C10 -10.4005
5238 | CCCCCC1=C(0)C=CC(O[C@H]20[C@H](CO)[C@@H](O)[C@H]20)=C1CO -11.2505
CC(=0)0CC1=CCC2CC1C21CO[C@@]2(0C(=0)[C@@]3(C)O[C@@H]23)[C@
5239 | @H]10 -10.6955
5240 | COC1=CC(=0)OC([C@H](C)CC(=0)0)=C1 -10.4021
5241 | CC1=C2C[C@@]3(C)C(=CC(=0)C[C@@H]3C)C[C@H]20C1=0 -10.2460
5242 | COC(=0)[C@H](C)/C(=C\CCCOC(C)=0)C(=0)O -10.5331
5243 | COC1C(CO)OC(CO[C@@H]2CCC(=0)C3=C(0)C=CC=C32)C(0)C10 -10.7899




5244 | CCCC(=0)C1=C(C)OC(=0)C=C10C -10.5074
CC(C)C1=C(0)C(=0)C2=C3C4=C(C(=0)CC[C@@]4(C)CC[C@@]21C)C(=O)N3
5245 | CCO -10.9002
5246 | COC(=0)C1=C(0C)C=C(OC)C=C10C1=C(C)C=C(OC)C=C10C -10.1564
5247 | COC1=C(C2=CC=CC=C2)C2=CC(0)=CC=C2NCI=0 -8.8866
CC1=C2[C@H](0)C[C@]2(C)[C@H]2C[C@H]3C(=0)C[C@H](C)C2(CC1)C3(C)
5248 | C 116119
5249 | COC(=0)C1=C(0C)C=C(OC)C=C10C1=C(C)C=C(0)C=C10C -10.4995
5250 | CC(O)[C@@H]INC(=0)[C@@H]2CC3=C(CN2C1=0)NC1=CC=CC=C31 -10.1363
5251 | COC(=0)C1=C(0OC)C=C(OC)C(C)=C10C1=C(C)C=C(0)C=C10C -10.5106
5252 | COC(=0)C1=C(OC)C=C(OC)C(CH=C10C1=C(C)C=C(OC)C=C10C -10.1006
5253 | CC1=CC(0)=C(C=0)C2=C1C(=0)0C1=C(C=C(0)C(C(=0)CC(C)C)=C1C)02 -10.9326
5254 | C/C=C/[C@@H]1C=C[C@H](O)[C@H](0)[C@]12C(=0)0C(C)[C@@H]20 -10.2928
5255 | CCC(=0)CNCCC1=CC=C2C=CNC2=C] 9.2172
5256 | COC(=0)[C@]1(C)C(OC)=C(0)C(=0)[C@@]1(C)O -10.0582
5257 | CC1=C(CO0)COCI=0 -9.7350
5258 | CC1(C)C[C@H](0)C[C@]2(C)[C@H]3[C@H](0)OC[C@Q@]3(0)C=C[C@@H]12 | -11.1187
5259 | COC(=0)C1=CC(=0)C=C(0C)[C@@]120C1=CC(C)=CC(OC)=C1C2=0 -10.5177
5260 | CC[C@@H]1C[C@H](C2=CC(=0)0C=C2)0C1=0 -9.6346
5261 | CC(=0)CC1=CC2=C(CCCO)C=C(0)C=C2C(=0)01 -10.6942
5262 | COC1=CC(0)=CC(C(=0)0)=C10C1=CC(C)=CC(0)=C1C(=0)0 -10.7282
5263 | COC1C(=0)0[C@H](CC2=CC=C(0)C=C2)C1C1=CC=C(0)C=C] -9.2684
5264 | 0=C10[C@H](CC2=CC=C(0)C=C2)C(C2=CC=C(0)C=C2)C10 -9.0665
CC(=0)0C1=CC(0)=C2C(=0)0[C@@H](C[C@H]3CC[C@H](OC(C)=0)[C@H](
5265 | ©)03)CC2=Cl -10.8869
CC(/C=C/C1=CC2=CC(=0)[C@](C)(O)[C@H](0)[C@H]2CO1)=C\[C@@H](C)C
5266 | CO -10.1703
5267 | CC(C)C[C@@H]INC(=0)[C@@H]2CC3=C(CN2C1=0)NC1=CC=CC=C31 -10.2190
5268 | CCCCI=C(CC(=0)OC(=0)NC(=0)CC(=0)0)CCC]1 -10.7597
5269 | C[C@@H]INC(=0)[C@@H]2CC(O)CN2C1=0 -9.9213
0=CIN[C@@H](CC2=CC=CC=C2)C(=0)N2CC3=C(C[C@@H]12)C1=CC=CC=
5270 | CIN3 -9.0388
5271 | C[C@H](0)C(=0)OCCC1=CC=C(0)C=C] -10.2562




C[C@H]1CCO[C@@H]1[C@](C)(0)/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@

5272 | H)(0)[C@@H]2CO1 -10.4700

5273 | CCC(0)CCC/C=C/[C@@H]1CC2=C(CC[C@H](0)C2=0)01 -10.6715
CC(/C=C/C1=CC2=C(C1)C(=0)[C@](C)(O)[C@H](O)[C@@H]2CO1)=C\[C@@H

5274 | 1(C)CCO -10.2960
C=C1[C@@H2[C@H](0C)OCIC@HI3[C@@HI2[C@@H](C(C)O)CCIC@@]13

5275 | C -10.1046

5276 | CC1(C)[C@H](0)CC[C@]2(C)[C@H]3C(=0)0CC3=CC[C@@H]12 -11.2824

5277 | COC(=0)CCC1=CNC(C(C)=0)=C1CC(=0)OC -10.0678
CC(/C=C/C1=CC2=C(C)C(=0)[C@](C)(0)[C@H](O)[C@@H]2CO1)=C\[C@@H

5278 | (O)[C@H](C)O -10.2323
CC[C@@H](/C=C(C)/C=C/C1=CC2=CC(=0)[C@](C)(0)[C@H](0)[C@H]2CO1)

5279 | co -10.1073

5280 | CCC(O)[C@]1(0)NC(=0)[C@H](C(C)C)N2C1=NC1=CC=C(OC)C=C1C2=0 -10.7178
C/C=C/[C@@H]1CC2=C(CO1)C(=0)[C@](C)(0)[C@H](OC(=0)C1=C(C)C=C(O

5281 | )C=C10)C2 -10.7900

5282 | C[C@H](0)C1=CC=C(C(=0)CCC(=0)0)01 -10.0112

5283 | CC(O)CC[C@@H]INC(=0)[C@@H]2CC(0)CN2C1=0 -10.5667

5284 | COC(=0)CCCC1=CC(=0)C2=C(OC)C=C(0C)C=C201 -10.7972
CO[C@@]1(C)C=C[C@@H](0)[C@@]23C(=0)N[C@@H](CC4=CC=CC=C4)[C

5285 | @@H]2C(C)=C(C)[C@@H](0)[C@@H]3C=CC[C@H](C)C1 -9.3305
C[C@H]1CCO[C@@H]1[C@@](C)(0)/C=C/C1=CC2=C(C)C(=0)[C@](C)(O)[C

5286 | @H](0)[C@@H]2CO1 -10.4997
CC1=C\[C@@H](0)C[C@@H](0)CC2=NC(=C0O2)C(=0)N2CCC=C2C(=0)0[C@

5287 | H])(C(C)CO)[C@H](C)/C=C/C(=0)NC\C=C\1 -9.7730

5288 | OC1=CC=C(0C2=C3C(=NN2C2=CC=CC=C2)C=CC2=CC=CC=C23)C=Cl -9.2137

5289 | COCC1=CC=C(C=0)N1CCCCC(=0)0C -9.9521
CC(C)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=C[C@@H](0)[C@@]4(0)C[C

5290 | @@H](0)C[C@@H](C)C4C3CC[C@@]21C -11.1276

5291 | COC1=CC(0)=C2C(=0)[C@@H](C[C@@H](0)C(C)(C)0)C[C@@H](0)C2=C10 | -11.2965

5292 | COC1=CC(C)=CC(OC2=CC(C)=C(0)C(CCCO)=C2)=C1 -10.2984

5293 | CCCCCCIC@H](0)[C@@H]1C[C@@H](0C)C2=C(CC[C@H](0)C2=0)01 -10.9269
C[C@@H]1CC[C@H2[C@@H](C=C[C@@](C)(O)[C@]2(C)C(=0)CCO)[C@H]

5294 | 10 -11.4339
CC[C@H](C)/C=C/C1=CC2=C(C1)C(=0)[C@@]3(C)OC[C@@]4(0)[C@H](C(=O

5295 | YO[C@@H](C)[C@@H]4C)[C@H]3C2=CC]1 -10.7089




5296 | CC1(C)CCCIC@]2(C)C3=COC=C3C[C@H](0)[C@@H]12 -10.6820
CCCCCCCCIC@@H](C)[C@@H]1CC(=0)NCC(=0)N[C@@H](C)C(=0)N[C@H
1(C)C(=ON[C@@H](CCC(N)=0)C(=0)N[C@H](CC2=CC=C(0)C=C2)C(=0)N[C

5297 | @@H]([C@@H](C)CC)C(=0)01 -11.7310

5298 | O=CIN[C@@H](CCO)C(=0)N2CCC[C@@H]12 -9.4265
CC(=C/[C@@H](C)CCO)/C=C/C1=CC2=C(Cl)C(=0)[C@](C)(O)[C@H](0)C2=C

5299 | O1 -9.4858

5300 | CC(=0)N[C@@H](CC1=CC=C(OCC=C(C)C)C=C1)C(=0)0 -10.4165

5301 | CC1=CC(0)=CC(OC2=CC(C)=C(0)C(CCO)=C2)=C1 -10.0583

5302 | COC1=CC(0)=C2C(=0)OC(C[C@@H](C)0)=CC2=C1 -10.8281
CC[C@@H](CC[C@@H](C)C1CCC2C3CCCA4=CC(=0)CC[C@]4(C)CICCIC@@

5303 | 210)C(C)C -10.1656
CC[C@@H](/C=C/[C@@H](C)C1CCC2C3=CC=C4CC(0)CC[C@]4(C)CICCIC@

5304 | @]210)C(C)C -10.3618

5305 | COC1=CC(0)=C2C(=0)0C(C[C@@]3(C(CHCHC[C@H](O)C(=0)03)=CC2=C1 -10.7648

5306 | C[C@@]12CCC[C@]3(C)C(=0)C[C@H](C=C4COC(=0)C[C@@H]4)[C@H]23 -10.8141

5307 | CCC[C@@H](0)[C@H](0)C1CC(0OC)=CC(=0)01 -10.2057

5308 | C[C@@H]1C=C(C[C@@H](0)[C@H](C)0)C(=0)O1 -10.2116

5309 | CC1=CC[C@]2(C)[C@@H](O)[C@@H](O)[C@](O)C(C)C)[C@H]2CC1 -10.8929

5310 | 0=C1CCC2=C3C1=C(0)C=CC3=C1C=CC(0)=C3C(=0)CCC2=C31 -9.9899

5311 | CC(O)[C@@]1(O)C@H](0)C[C@@]2(C)CC=C(CO)CC[C@@H]21 -10.8639
CC1=C[C@@H](C)C[C@H]20[C@H]3C(C)=C(N)[C@H4[C@H](CC5=CC=CC=

5312 | C5NC(=0)[C@@]45[C@H3[C@@H]2[C@H]1C[C@H]50 -10.2358

5313 | COC1=CC(C)=CC(OC2=CC(C)=C(0)C(CCO)=C2)=Cl -10.3085

5314 | 0=C1CCC2=C3C1=CC=CC3=C1C=CC=C3C(=0)CCC2=C31 9.1131

5315 | CC(O)[C@@]1(0)[C@H](0)C[C@@]2(C)CC(=0)C@@H](C)CC[C@@H]21 -11.2065
C/C=C/[C@H]1C(C)=C[C@H]2C[C@@H](C)CC[C@@H]2[C@@]1(C)C/C(0)=C

5316 | 1/C(=0)[C@@H](CON(C)C1=0 -10.2745
CCC(C)CO(C=C(OIC@@H)(O)[C@@H](C)/C=C(C)[C@@HI(O)[C@@H](C)
C=C(\O)[C@@H](0)[C@@H](C)C(=0)OC[C@@H](O)[C@@H](O)[C@H](O)[C

5317 | @H](0)CO)CO -10.4595
COC(=0)C[C@H](C)[C@Q@H](0)[C@]1(C(=0)0C)CC(=0)C2=C(C=CC(C3=CC=
C(0)C4=C30[C@](C(=0)OC)([C@H](0)[C@@H](C)CC(=0)0C)CC4=0)=C20)

5318 | Ol -10.4014

5319 | C[C@@H](0)[C@@H](0)C1=CC2=CC(0)=CC(0)=C2C(=0)01 -10.6826




CCCCCI[C@@H]1CC[C@H](C)CCCCC(=0)N[C@@H](CC2=CC=C(OCC=C(C)C

5320 | )C=C2)C(=0)01 -10.2099

5321 | 0=C1C[C@H](0)CC2=C(0)C(0)=CC(0)=C12 -10.1617

5322 | CC1=CC[C@]2(C)C[C@@H](0)[C@](0)(C(C)C)[C@H]2C=C1 -10.6150
CCC(C)CC(/C=C(\O)[C@@H](0)[C@@H](C)/C=C(\O)[C@@H](O)[C@@H](C)/
C=C(\O)[C@@H](0)[C@@H](C)/C=C/[C@@H](0)[C@@H](C)C(=0)O[C@@H]

5323 | ([C@H](0)[C@H](0)CO)[C@H](0)CO)CC -10.1958

5324 | COC(=0)CC1=C[C@@H](C)OC1=0 -9.9424

5325 | CC1=C(C2(C)O[C@@H](C)[C@H](C)02)C(=0)CC1 -10.3114
CCI[C@@H]10C2=C(C(=0)N(OC)C=C2)[C@@H]2[C@@H](C)C[C@@H](C)[C

5326 | @H])(0)[C@@]12C -10.8254
CC[C@H](C)C1=C(C)C2=C(N1)C(=0)C1=C(O[C@]3(C)CC[C@H]40[C@@H](C

5327 | (C)(C)0)CCIC@]4(C)[C@H]3[C@@H]10)C2=0 -10.8500
C[C@]12CCC(=0)C[C@H]1 CC[C@@H]1 [C@@H]2CC[C@]2(C)[C@@H](C3=C

5328 | C(=0)0C3)[C@@H](0)C[C@]120 -11.3612

5329 | COC1=C(C1)C(C)=C(C)C(0)=C1Cl -10.3899
C[C@]12CCC(=0)C[C@H]1 CC[C@@H]I [C@@H]2C[C@@H](0)[C@]2(C)[C@

5330 | @H](C3=CC(=0)0C3)[C@@H](0)C[C@]120 -11.2936

5331 | C[C@@H](CHCC1=CC(C(=0)0)=CC=C10)CO -10.8188
ClC@]12CC[C@@H](O)C[C@H]1CC[C@@H]1 [C@@H]2C[C@@H](O)[C@]2(

5332 | O[C@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120 -11.2801
CC1=C[C@@H](C)C[C@H]20[C@H]3C(C)=C(N)[C@H]4[C@H](CC5=CC=CC=

5333 | C5NC(=0)[C@@]45[C@H3[C@@H]2[C@H]1 [C@Q@H](0)[C@H]50 -10.1386
COC1=C(C)C(=0)0C([C@@H](0)[C@@H](C)/C(C)=C/[C@@H](C)/C=C(\C)[C

5334 | @@H](C)0)=C1 -10.5640

5335 | CC(=0)[C@@H](C)CCCCCCCCC(=0)C(C)(C)CO -10.7477

5336 | COC1=CC(0)=C2C(=0)C[C@@]3(CC2=C1)C[C@@H](0)C[C@H](C)03 -10.9815
C=C1[C@H]20[C@@H]3C[C@H](C)C/C(C)=C\[C@H]4[C@H]3[C@@H]2[C@

5337 | @]2(CEON[C@@H](CC3=CC=CC=C3)[C@]2(O)[C@@H]1C)[C@@H]40 -10.0018
C=C(C)C[C@@]1(0)C(=0)C2=C(C=C10C)C=C1C=C(/C(C)=C/[C@@H](C)CC)

5338 | CCC1=C20 -9.8070
C=C1[C@@]2(C)CC3=C(C)[C@]4(C=CC(=0)OC4(C)C)CCIC@]3(C)[C@@]13C(

5339 | =0)0[C@H](C)[C@@]3(0)C2=0 -10.7800

5340 | C[C@]1(CC(=0)0)CC[C@H]2C(=CC[C@H]3[C@](0)(CO)CCCIC@]23C)C1 -11.1839

5341 | CC1=C([C@@]2(C)OC[C@H]3[C@@H](C)CC[C@H]302)C(=0)CC1 -10.7495

5342 | COC1=CC(0)=CC2=C(0C)C=C(C)C=C12 -9.9857




CO[C@@H]1/C=C(/C)C[C@H](0)[C@]2(0)[C@H](C[C@]2(C)COC(C)=0)/C(C

5343 | OC(C)=0)=C\l -11.2664

5344 | C[C@@H]1C/C(=C\CC2CC(=0)NC(=0)C2)C(=0)[C@@H](C)C1 -10.6316

5345 | C[C@H]1CCCCCCCCC(=0)C(C)(C)CO[C@@H]1C -10.4960

5346 | CC(=0)O[C@H]1C[C@]2(C)C(0)C=C[C@]2(CO)[C@H]2CC(C)(C)[C@]120 -11.1706

5347 | C[C@@H]1C/C(=C\CC2CC(=0)NC(=0)C2)C(=0)[C@H](C)C1 -10.6316
C[C@]1(CC(=0)0)CC[C@H]2C(=CC[C@@H]3[C@]2(C)C[C@@H](O)C[C@]3(

5348 | O)C(=0)0)Cl -10.8822

5349 | CC1=CC(0)=CC(OC2=CC(0)=CC(C)=C2CC[C@H](0)C(C)(C)0)=C1 -10.3952
C[C@]1(CCO)CC[C@H]2C(=CC[C@@H]3[C@]2(C)C[C@@H](O)C[C@]3(C)C(

5350 | =0)0)Cl1 -11.1903
C/C(C=0)=C\CCC(C)C1=CC[C@@]2(C)0C3=C(C[C@@H]12)C(=0)CC[C@@H]

5351 | 30 -10.8670
CC[C@@H](0)C[C@H]1 CC[C@@H]([C@H](C)C(=0)O[C@@H](C)C[C@@H]2

5352 | CC[C@H]([C@@H](C)C(=0)0C)02)01 -10.8864

5353 | CCC1=C(COC(C)=0)C(=0)C2=C(0)C=C(0C)C=C201 -10.9329
CCC(=0)0CCIC@@]1(C)CC[C@H]2C(=CC[C@@H]3[C@]2(C)C[C@@H](O)C]

5354 | C@]3(C)C(=0)0)C1 -11.2953

5355 | CCCCCIC@H]10C(=0)CC[C@H](0)/C=C/[C@H](0)[C@@H]10 -10.8220

5356 | COC1=CC(C2=CC=C(0)C=C2)=C(0C)C(OC)=C1C1=CC=C(0)C=Cl -9.3343

5357 | CC(=0)0C/C1=C\CC(C)(C)C(=0)[C@@H](C)C/C(C)=C/C(=0)C1 -10.6111

5358 | CCCCCCIC@H](0O)[C@@H]1C[C@@H](0C)C2=C(CC[C@@H](0)C2=0)01 -10.9002
CCCCCCCCCCCCCCC(0)C(0)C(N)CO[C@H]10C(CO)C@@H](0)C(O)C@@

5359 | H]10 -10.6481
CC1=CC(C(=0)CCCCCO)=C(0)C=C10[C@@H]10[C@H](CO)[C@H](0)[C@Q@

5360 | H]10 -11.3069
CC[C@H](C)/C=C/C1=CC2=C(C)C(=0)[C@@](C)(O)[C@@H](CC(=0)[C@H](

5361 | O[C@@H](C)0)C2=CO1 -10.4351

5362 | COC1=CC(0)=C2C(=0)C(CO)=C(CO)0C2=C]1 -10.7789

5363 | COC1C=C[C@]2(CO)[C@H]3CC(C)(O)[C@]3(0)[C@@H](0C(C)=0)C[C@]12C | -11.6836

5364 | COC1=CC(C2=CC=C(0)C=C2)=C(0OC)C(0)=C1C1=CC=C20C(C)(C)C=CC2=C1 -9.4898

5365 | CC(=0)C1=CC=C(O[C@@H]20[C@H](CO)[C@H](0)[C@@H]20)C(C)=C10 -10.9589

5366 | C[C@H](0)/C=C/C(=C/C=C/[C@@H](C)0)CO -10.1823




5367 | COC1=CC(C2=CC=C30C(C)(C)C=CC3=C2)=C(0OC)C(0)=C1C1=CC=C(0)C=C1 -9.4857

5368 | CC1(C)C[C@H]2C=C(COC@]3(O)[C@@H](0)C[C@@]3(C)[C@H]2[C@H]I0 | -11.2879

5369 | C/C=C\C(=C/C=C/[C@H](0)[C@@H](C)O)C(=0)O -10.6070

5370 | C/C(=C\CC[C@@]1(C)O[C@H]2CC[C@@H]1[C@H]2C)CO -10.5161

5371 | CCCCCC[C@H]10[C@]230C1CC[C@H2[C@@H](0)CC[C@H]30 -10.9920

5372 | C[C@@H](0)[C@H]1C=C[C@@H](0)[C@@H](/C=C\C(N)=0)O1 -10.2270

5373 | CC(C)(O)C@@H](0)C1=CC[C@H]2CC=C(C(=0)0)CC2)=CO1 -10.9025

5374 | CSC12CC3=CC=CC(0)=C3N1C(=0)[C@@](CO)(SC)N(C)C2=0 -10.2808
CCCCCCIC@H](0)[C@@H]1C[C@@H](0OCCC2=CC=C(0)C=C2)C2=C(01)[C@

5375 | H)(0)CCC2=0 -10.8964

5376 | COC1=CC=C(C2=C(0C)C=C(C3=CC=C(0)C=C3)C(OC)=C20)C=C1CC=C(C)C -9.4639

5377 | COC1=CC=C(C2=CC(OC)=C(C3=CC=C(0)C=C3)C(0)=C20C)C=Cl -9.7470
CC(C)=C[C@H]1C[C@@]2(C)[C@@H]3CC[C@H]J4CCS(0)C6=CC=CC=C6N5C

5378 | (=0)[C@]4(O)[C@@]3(C)CC[C@]2(C)O1 -10.2686

5379 | 0=C(0)CC1=CC=CC=C10C10[C@@H](0)C(O)[C@H](0)[C@H]10 -10.1333

5380 | COC1=CC=C(C2=C(OC)C=C(C3=CC=C(0)C=C3)C(OC)=C20)C=Cl -9.7182
CC[C@H]1[C@@H](0)CC[C@@H](O)[C@]1(0O)OC[C@@H](O)CCCC[C@H](C

5381 )0 -11.0187
CCC[C@H]10C(=0)/C=C\C=C\[C@H](0)[C@@H](0)C1[C@H](C)COC(=0)C1=

5382 | CC=C(0)C=C1 -10.5648

5383 | CC1=C(0)C=C2C(=0)[C@]3(CCCO3)0CC2=C10 -10.9528
C=C1[C@@H](C)[C@H]2[C@H](CC3=CC=CC=C3)NC(=0)[C@]23[C@H](OC(
C)=0)[C@H]20[C@@H]2[C@@](C)(O)C(=O)[C@@H](C)C/C=C/[C@H]3[C@

5384 | @H]10 -9.1276

5385 | CC(C)CCCCCCCCCC[C@@H](0)C(=0)0 -10.8937

5386 | CS[C@@H]1C(=0)N2C3C(=CC=C[C@@H]30)C[C@@]2(SC)C(=0)N1C -10.6654
CC[C@H](C)/C=C/C1=CC2=C(CHC(=0)[C@@](C)(0)[C@@H](CC(=0)[C@@H

5387 | (O)[C@H](C)0)C2=CO1 -10.7459

5388 | COC1=CC(0)=CC2=C1C(=0)OC(C)=C2 -10.8470
CCI=CC(0)=CC(0)=C1C(=0)OC[C@@H](O)[C@H](O)[C@H](O)[C@@H](0)C

5389 | O -10.5538

5390 | C[C@@]1(CO)C[C@H]2CC(C(=0)0)=C3CC[C@@]3(C)[C@H]2C1 -11.0392




5391 | CCC(=0)CCC[C@H](0)[C@@H]1CCC2=C(CC[C@@H](0)C2=0)01 -10.9279
CCHOC[C@@H]2[C@H](CDH[C@@]1(O)C[C@@]3(0)OC[C@](O)[C@@H]13
5392 | )[C@H]20 -11.4160
5393 | 0=C1CCC2(0C3=CC=CC4=CC=CC(=C34)02)[C@H]2C1=CCC[C@H]20 -10.0817
5394 | CC[C@@H](0)CCC[C@H](0)[C@@H]1CCC2=C(O)[C@H](0)CCC2=0 -11.1841
5395 | C=C1[C@H](0)C[C@@H]2[C@](C)(CCCIC@]2(C)C(=0)0)[C@H]1CC(=0)O -11.3315
5396 | C[C@H]1CC[C@]2(C)C3[C@@]1(C)OC(C)O)C@]3(C)CC[C@Q@]2(C)O -10.9381
CC[C@H](C)/C=C(C)/C=C/C1=CC2=C(CO1)C(=0)[C@@]1(C)OC(=0)[C@@H](
5397 | C(C)=0)[C@H]1C2 -10.3349
5398 | COC1=C(0)C=C2C[C@@H](C)OC(=0)C2=C10 -10.5288
5399 | CO[C@@H]1CCC2(0C3=CC=CC4=CC=CC(=C34)02)C2=CC=CC(0)=C21 -9.3713
5400 | CCCCCIC@@H]1CCCCCIC@@H](0)C[C@H](O)[C@H](0)/C=C/C(=0)01 -11.0590
5401 | CC(=0)0[C@H]1[C@H]20[C@]23CCC30[C@@H]1C(C)(C)OCN=C(C)C -10.8976
C=C(C)O[C@@H]1[C@@H]2COC(/C=C/C(C)=C/[C@@H](C)CCO)=CC2=C(Cl)
5402 | C(=0)[C@]1(C)O -10.0618
5403 | CC(C)=NCOC(C)(C)[C@H]10C2CC[C@]230[C@@H]3[C@@H]10 111128
C/C=C/C(=0)C[C@@H]1[C@H](OC(=0)/C=C/C)[C@H](0)C(=0)/C=C\C(=0)[C
5404 | @@H]10 -10.5935
5405 | CC(C)=N[C@H]10[C@H]2[C@H]30[C@]34CCC40[C@@H]2C(C)(C)O1 -10.8878
5406 | CC1=CC=CC2=C1C(=0)[C@H](0)C[C@H]20 -10.3226
C/CEC\C=C\[C@@H]1[C@H]2[C@H](O)[C@@H](0)[C@@](C)(O)C[C@@H]2
5407 | C=C[C@@H]1C)C(=0)O -11.1356
COC(=0)C1([C@@H]2CCC(=0)02)CC(=0)C2=C(C=C(C)C(C3=CC=C(0)C4=C3
5408 | O[C@]3(C(=0)0C)C(=C(0)C[C@H](C)[C@@H]30C(C)=0)C4=0)=C20)01 -10.1607
5409 | CC[C@@H](C)C1=CC(0)=C(C)C(=0)01 -10.8495
5410 | CC1=CC(=0)[C@H2C[C@@H]1[C@]2(C)CCC(O)C(C)(C)O -11.6477
5411 | COC1=CC(0)=C2C(=0)C[C@@H](CO)[C@H](0)C2=Cl1 -10.8061
5412 | C[C@@H]10C=C2C(=0)0CC=C2[C@H]1CO -10.2744
5413 | C=CC(C)(C)C1=C2C[C@@H]3[C@H](C[C@H](C)CN3C)C3=C2C(=CC=C3)NI -8.5578
5414 | 0=C1C[C@@H](0)[C@H](0)C2=CC(0)=CC(0)=C12 -10.3192
5415 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)O[C@H]30C)C(=0)C2=C10 -11.1430




5416 | COC1=CC(0)=C2C(=0)C3(CO)OC3(CO)[C@@H](0)C2=C1 -10.5266
CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCCC2C3=CC(=0)0[C@@]3(0)C

5417 | C[C@@]21C -11.0149

5418 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)OC3)C(=0)C2=C10 -11.3130

5419 | CCOC(=0)C1=CC(=0)C(0)=CO1 -10.4882

5420 | C[C@@H]10C=C2C(=0)0CC=C2[C@@H]1CO -10.2824
CCI=CC[C@]2(O)C(=0)C(O)=C([C@H](C)CO[C@H]30[C@H](CO)[C@@H](O)

5421 | [C@H](0)[C@H]30)[C@H]2C/C=C(\CO)[C@@H](0)CC/C(C)=C/CC]1 -10.5818

5422 | COC1=CC(0)=C2C(=0)C3(CO)OC3(CO)[C@H](0)C2=C1 -10.5266
CC(FO)O[C@@H]1C[C@@]2(C)O[C@@H]3C=C(C)CC[C@]3(O)[C@]1(O)[C@

5423 | @]21CO1 -11.4088

Table S3: Binding affinities of selected compounds with ALK protein from docking simulations.

ID | SMILES AGock

1 | CCCCCCCCIC@@H](C)[C@@H]1CC(=0)NCC(=0)N[C@@H](C)C(=0) 7347
N[C@H](C)C(=0)N[C@@H](CCC(N)=0)C(=0)N[C@H](CC2=CC=C(0)C
=C2)C(=ON[C@@H]([C@@H](C)CC)C(=0)01

2 | COCIC=C[C@]2(CO)[C@H]3CC(C)(C)[C@]3(0)[C@@H](OC(C)=0)C[C -5.604
@]12C

3 | CC1=CC(=0)[C@H2C[C@@H]1[C@]2(C)CCC(O)C(C)(C)O -5.688

4 | CCI=C2[C@H](0)C[C@]2(C)[C@H]2C[C@H]3C(=0)C[C@H](C)C2(CC1 -8.052
)C3(C)C

5 | CC1=C[C@@H]2C[C@@]3(C)OCAC[C@H]3[C@@](O)(CH[C@]23C(=0) ~7.047
N[C@@H](CC(O)O)[C@@H]3[C@@H]1C

6 | CC(C)=C[C@H]IC[C@H](C)[C@]2(CC[C@]3(C)C[C@H]4[C@H](C(=O) -7.456
C[C@@]4(C)0)/C(C=0)=C\C[C@H]32)01

7 | C=C[C@]1(C)C=C2C(=0)C[C@H]3C(C)(C)CC[C@@H](0)[C@]3(CO)[C -6.161
@@]2(0)CC1

8 | CC(C)=CCCI[C@](C)(O)[C@H]ICCIC@]2(C)[C@@H]1 [C@H](O)C[C@@ 6.272
H]1[C@@]3(C)CC[C@H](O[C@@H]40[C@H](CO)[C@@H](O)[C@H](O
JIC@HJ40[C@@H]40[C@H](CO)[C@@H](O)[C@H](O)[C@H]40)C(C)(
O)[C@@H]3CC[C@]12C

9 | CC1=C[C@@H]2C=C(C)[C@H]3C[C@H](0)C[C@@]3(0)[C@]23C(=0) 7244
N[C@@H](CCO)C)[C@@H]3[C@@H]1C

10 | CS[C@@]12C[C@@H]3C(=0)CC[C@H](0)[C@@H]3N1C(=0)[C@]1(SC -7.43
)C[C@H]3C(=0)CC[C@H](0)[C@H]3N1C2=0

11 | CCI=C2C(=0)C[C@@]2(C)[C@@H]2C[C@]3(0)CC[C@@H](C)[C@@]2 -8.162
(CC1HC3(C)C

12 | CC1=CC(0)=C2C(=0)[C@H]3CC[C@H](0)C[C@@H]3[C@@H](0)C2=C -7.783
10

13 | COC1=CC2=C(C(0)=C1CS(=0)(=0)CCNC(C)=0)C(=0)C=C(C)02 -6.631

14 | CCIC(=0)CC(0)C(C)(C)[C@]12CC=C(CO)CC2 -6.632




15 | C[C@@H]1CC[C@H2[C@@H](C=C[C@@](C)(O)[C@]2(C)C(=0)CCO)[ -5.753
C@H]10

16 | CC(C)=CCCIC@](C)(O)[C@H]ICC[C@]2(C)[C@@H]1[C@H](0)C[C@Q@ -6.828
H]1[C@@]3(C)CC[C@H](O)C(C)(C)[C@@H]3[C@@H](O[C@@H]30[C
@H](CO)[C@@H](O)[C@H](O)[C@H]30)C[C@]12C

17 | CC1(C)C[C@H]2C=C(CO)[C@]3(0)[C@H](0)C[C@]3(C)[C@H]2C1 -6.129

18 | C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(0)C -7.09
=C3C(=0)N(CCO)CC3=C102

19 | C[C@@H]10[C@@H](O[C@H2[C@H](O[C@H]3CC[C@@]4(C)[CQ@ -7.585
H](CC[C@]5(C)[C@@H]4CC=C4C6CC(C)(C)CCIC@]6(C(=0)0)CC[C@]
‘(1)5C)[C@]3(C)CO)0C[C@H](0)[C@@H]ZO)[C@H](O)[C@H](0)[C@H] 1

20 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(O -8.04
[C@H]30[C@H](CO)[C@@H](0)[C@H](O)[C@H]30)C=C3C(=0)NCC3
—C102

21 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(O -7.362
)C=C3CN(CCO)C(=0)C3=C102

22 | CC1O)CIC@@H2[C@HI(CHC@@]1(O)CIC@@I3(0)OCIC@IO)[C@ 6.753
@H]13)[C@H]20

23 | CS[C@@]12C[C@H]3C(=0)CC[C@H](O)[C@H]3N1C(=0)[C@]1(SC)C[ -6.783
C@H]3C(=0)CC[C@H](0)[C@H]3N1C2=0

24 | C[C@@H]1CC[C@H]2[C@](C)(CO)[C@H](O)CCIC@]2(C)[C@@]12CC1 ~6.735
=C(0)C=C3C(=0)NCC3=C102

25 | CC(=0)0[C@@H]1C[C@@]2(C)O[C@@H]3C=C(C)CC[C@]3(C)[C@]1( -6.105
O)[C@@]21CO1

26 ](:3% 1[(é3é[%%@H](CI)CC[C@]2(C)[C@@H](C(=O)O)[C@](C)(O)C[C@@H 6.512

27 | CS[C@@]12C[C@@H]3C(=0)CC[C@H](0)[C@@H]3N1C(=0)[C@]1(SC -6.861
)C[C@H]3C(=0)C=C[C@@H](O)[C@@H]3N1C2=0

28 | CC1(C)[C@@H](0)CC[C@]2(C)[C@H]3CC4=C(0)C=C5C(=0)OCC5=C4 -8.807
0[C@@]3(C)CC[C@@H]12

29 | CC(O)[C@H]1CC[C@]2(C)C(=0)CCIC@](C)(O)[C@H2[C@@H]10 ~6.445

30 | CC1=C(CO)[C@@]2(C)C[C@@H](0)CC(C)(C)[C@@H]2CC1=0 -6.03

31 | C[C@H]I[C@H](0)CC(=0)[C@]2(C)CCIC@HB[C@@HI4[C@@](C)(CO -6.689
)CC[C@]4(C)C[C@]132

32 | CCCCCC[C@@H]10[C@]23CC[C@H](0)[C@@]4(0)0C5=C(C(=0)[C@ -7.239
H](0)CCH[C@H](C[C@@H]102)[C@H]34

33 | C[C@@H]1CC[C@H]2C(C)(O)[C@H](0)[C@H](O)C[C@]2(C)[C@@]12 7122
CC1=C(0)C=C3C(=0)NCC3=C102

34 | C=C1C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@] -6.705
32[C@]2(0)C[C@@H](0O)C[C@H]12

35 | COC(=0)C1=C(0)C=C(OC(=0)C2=C(C)C(O)=C(C)C(OC)=C2C)C(C)=C1 -7.29
C

36 | C[C@H]1[C@H](O)CC(=0)[C@]2(C)CC[C@HI3[C@@H]4C(C)(C)C[C@ 7.126
@H](O)[C@J4(O)C[C@]132

37 | CC1=CC(0)=C2C[C@@H]3[C@@]4(C)CCC(=0)C(C)(C)[C@@H]4CC[C -7.806
@]3(C)0C2=C1C=0

38 | CC1=C2C(=0)C[C@@]2(C)[C@@H]2C[C@@H]3[C@@H](0)C[C@@H] -7.804

O)[C@@]2(CCHE3(C)C




39 | CC1=C[C@H20[C@@H]3C[C@@H](OC(=0)/C=C\C=C\[C@H](O)[C@ ~6.659
@H](C)O)[C@](O)([C@@]2(CO)CCH[C@]31CO1

40 | COC(=0)CC1=C(C)C(0)=C(C)C(O)=C1CC(=0)CC1=C(O)C(C)=C(0)C(C) -6.868
=C1CC(=0)0C

41 | C[C@]12CCC(=0)C[C@H]1CC[C@@H]1[C@@H]2CC[C@]2(C)[C@@H] -6.925
(C3=CC(=0)0C3)[C@@H](0)C[C@]120

42 | CCI=C[C@@HR[C@@H]3[C@H](CC(=0)[C@]24C(=0)N[C@@H](CC( 7572
OO [C@@H4[C@@H]1O)[C@H]IC[C@@H](CO)C[C@]3(C)O1

43 | C=C[C@]1(C)CC[C@]2(C)[C@H](C[C@@H](0)C3[C@]4(C)CCCI[C@@] 7.4
320C4=0)C1

44 | COC1=CC(O)=C([C@@H](CO)[C@H](0)CO)C2=C1C(=0)C1=C(0)C=CC -6.694
=C102

45 | CC(C)=CCCIC@](C)(O)[C@H]1CC[C@]2(C)[C@@H]1[C@H](0)C[C@@ -6.902
HJ1[C@@]3(C)CC[C@H](O[C@@H]40[C@H](CO)[C@@H](O)[C@H](O
MC@H]40)C(C)(O)[C@@H]3CC[C@]12C

46 | COC1=CC(0)=C2C(=0)[C@H]3C[C@@H](O)[C@@](C)(O)C[C@@H]3[ -7.063
C@@H](0)C2=C10

47 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)[C@H](0)C[C@]2(C)[C@@]12 -6.997
CC1=C(0)C=C3C(=0)N(CCO)CC3=C102

48 | C=C1[C@H](0)C[C@@H]2[C@](C)(CCC[C@]2(C)C(=0)O)[C@H]1CC(= ~6.541
0)0

49 | CC1(C)C(=0)CC[C@]2(C)[C@H]3CC4=C(0)C=C5C(=0)OCC5=C40[C@ -8.233
@]3(C)CC[C@@H]12

50 | C[C@@H]1C(=0)CCC(C)(C)[C@]12CC=C(CO)[C@@H](0)C2 6.517

51 | COC1=C2CN3CC[C@@]4(C2=CC2=C10CO2)[C@H]10[C@H]1[C@H]( -6.977
0)C[C@@H]34

52 | C=C[C@]1(C)C=C2C(=0)C[C@H]3C(C)(C)[C@@H](O)C[C@@H](O)[C 6.613
@]3(C)[C@@]2(0)CCl

53 | CC(O)[C@H]ICC[C@]2(O)[C@@H](0O)[C@@H]3[C@@H](C)CC[C@@] -7.386
45[C@@H](CC[C@@H]4C)[C@]5(C(=0)0)[C@@]3(0)C[C@w@H]12

54 | CO[C@H]1CCC[C@@H](0)C=C[C@HR2[C@@H]30[C@@H]3[C@@H]( -7.139
O)[C@H]3[C@H](CC(C)C)NC(=0)[C@]32C(=0)C1

55 | CC1=C(CO)[C@@]2(C)CC[C@@H](0)C(C)(C)[C@@H]2CC1=0 ~6.164

56 | CCCCC(CC)C(CCCC)OC(=0)C1=CC=CC=C1C(=0)0 5411

57 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)OC3)C(=0)C2=C10 -7.299

58 | C=CIC[C@]23C[C@H]1CC[C@H2[C@@]12CC[C@H](O)[C@@](C)(C( 7452
=0)0)[C@H2[C@@H]3C(=0)0

59 | CC1=CC(C(=0)CCCCCO)=C(0)C=C10[C@@H]10[C@H](CO)[C@H](O) -5.901
[C@@H]10

60 | C[C@@H]1CC(=0)C2=C(01)O[C@]1(C)CC[C@H]3C(C)(C)[C@H](O)C] -7.19
C@H]O)[C@3(O)[C@H]1C2

61 | COC1=CC(0)=C2C(=C1)C(=0)[C@H]1C[C@](C)(O)[C@H](O)C[C@@H] -7.179
1[C@H]20

62 | C[C@]12CC[C@@H](0)C[C@H]1C[C@H](0)[C@@H]1 [C@@H]2CC[C -6.866
@]2(C)[C@@H](C3=CC(=0)O0C3)[C@@H](0)C[C@]120

63 | COC1=CC(0)=C2C(=0)[C@@H](C[C@@H](0)C(C)(C)0)C[C@@H](O)C -7.039
2=C10

64 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C(C)=C(C[C@H](C)0)02 6315

65 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C(C)=C(C[C@@H](C)0)02 -6.595




66 | CCC(=0)OCC[C@@]1(C)CC[C@H]2C(=CC[C@@H]3[C@]2(C)C[C@@H -6.697
1(0O)C[C@]3(C)C(=0)O)C1

67 | C[C@]12CCC(=0)C[C@H]1CC[C@@H]1[C@@H]2C[C@@H](O)[C@]2( -8.056
O)[C@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120

68 | CC(=0)[C@]1(O)C[C@H](O)C(C)(C)[C@]12CC=C(CO)CC2 -5.669

69 | CC1(C)C[C@H]2C=C(CO)[C@]3(0)[C@@H](0)C[C@@]3(C)[C@H]2[C 5.84
@H]10

70 | CC(=0)0[C@@H]1C[C@H]20[C@@H]3C=C(CO)CC[C@]3(C)[C@]1(C)[ -6.333
C@]21C01

71 | CCCCCCCCCC[C@@H](C)[C@@H]1CC(=0)N[C@H](CO)C(=O)N[C@ -6.332
@H](C)C(FON[C@H](O)C(=ON[C@@H](CCC(N)=0)C(=O)N[C@H](C
C2=CC=C(0)C=C2)C(=0N[C@@H]([C@@H](C)CC)C(=0)01

72 | C/C=C/C(0)[C@](C)(O)C1CC[C@@]2(0)C3=CC(=0)CACC(=CC[C@H]( -7.642
0)C4)C3CC[C@]12C

73 | CO[C@]120CCN3C(=0)C4=C5C3=C1[C@](C)(CC[C@]5(C)CCC4=0)[C ~7.066
@@H](C(O)O)[C@H]20

74 | CC1=C(CO)[C@@]2(C)CCC[C@@](C)(CO)C@@H]2CC1=0 -5.866

75 | CC1(C)[C@H](O)CCIC@]2(C)[C@H]3C(=0)OCC3=CC[C@@H]12 -6.607

76 | COC(=0)C1=CC(0)=CC2=C1C(=0)C1=C(C[C@H](C)O[C@H]10C)02 -6.585

77 | C=C[C@]1(C)C=C2[C@](O)(CC[C@]13CO[C@@]2(0)C[C@H]1C(C)(C 7.022
)CC[C@H]30

78 | CC(C)(0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(0) 6.771
CO[C@H]3C1

79 | C[C@]12CC[C@@H](0)C[C@H]1CC[C@@H]1 [C@@H]2C[C@@H](O)[ 26.521
C@2(O)[C@@H](C3=CC(=0)OC3)[C@@H](O)C[C@]120

80 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@@H](OC)[C@ ~7.888
@]31C[C@@H](0)C(=0)O1

81 | C[C@@H]1CC[C@H]2C(C)(C)[C@@H](O)[C@H](O)C[C@]2(O)[C@@]1 -7.676
2CC1=C(0)C=C3C(=0)NCC3=C102

82 | C[C@@H]ICC[C@H]2C(C)(CO)[C@H](0O)[C@@H](0)C[C@]2(C)[C@@]1 -7.163
2CC1=C(0)C=C3C(=0)NCC3=C102

83 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CCIC@]2(C)[C@@]12CC1=C(O 7282
)C=C3C(=0)N(CCO)CC3=C102

84 | C[C@@H]1CC(=0)[C@H]2C[C@H]3[C@]4(C)CC[C@@HJA[C@@](C)(O ~6.557
)CC[C@@]13C2(C)C

85 | CC(C)=CCC[C@@H](C)[C@H]1C[C@H](0)[C@@]2(C)C3=C(C[C@@H] -7.865
O)[C@]120)[C@@]1(C)CCCE=O)C(C)O)[C@@H]1CC3

86 | CC1(C)CC[C@H](0)[C@](C)(O)[C@@]12CC=C(C=0)CC2 75.882

87 | C=C(CC[C@@H](C)[C@H]1CC[C@H]2C3=C([C@H](0)C[C@]12C)[C@ -8.166
@]1(C)CCC(=0)C[C@@H]1CC3=0)C(C)C

88 | CC(=0)0[C@H]1C[C@]2(0)[C@@H]3CC[C@@H]4C[C@@H](0)CC[C -6.776
@]4(O)[C@H]3CC[C@]2(C)[C@H]1C1=COC(=0)C=Cl

89 | CO[C@@H]1/C=C(/C)C[C@H](0)[C@]2(0)[C@H](C[C@]2(C)COC(C)= -6.007
0)/C(COC(C)=0)=C\1

90 | CC(C)C(C)/C=C/[C@@H](C)C1CCC2C3CC(=0)[C@@]45C[C@@H](0)C 7734
[C@@H](C)CA[C@]3(CC[C@@]21C)O5

91 | C[C@@H]ICC[C@H]2C(C)(O)[C@H](O)[C@H](O)C[C@]2(C)[C@@]12 -7.5
CC1=C(0)C=C3CNC(=0)C3=C102

92 | C/C1=C/C(=0)/C=C(/CO)[C@H]2C[C@@](C)(CO)[C@@H]2CC]1 6.617




93 | CC1=C[C@H]2C=C(C)[C@@H](C)[C@HI3[C@H](CC(C)C)NC(=0)[C@ 6.919
@]230C(=0)CCC(=0)[C@H](0)CC1

94 | COC(=0)C1=CC(OC)=CC2=C1C(=0)C(C)=C(C[C@H](C)0)02 6.118

95 | C/C(=C\C=C\[C@H]1[C@@H](C)[C@H](0)[C@@H](0)[C@H]2C[C@@ -6.488
H](O[C@H](O)[C@@H](O)[C@H]12)C(=0)0

96 | CCC[C@@H]INC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC2=CC=CC=C2) 7187
NC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC(C)C)NCI=0

97 | CC(O)[C@@H](C)/C=C/[C@@H](C)[C@H]1CC[C@H]2C3=C(CC[C@]12 -7.887
O)[C@@]1(C)CC[C@H](O)C[C@@]120[C@H]2[C@H]30

98 | CCCCCCCCCC1=CC(OC(=0)C2=C(CCCCCCCCC)C=C(0)C=C20[C@@ -6.144
H]20[C@H](CO)[C@@H](O)[C@H](O)[C@H]20)=CC(0)=C1C(=0)0

99 | CC1=CC(0)=C2C(=0)[C@@]3(0)[C@@H](0)CC[C@H](O)[C@]3(C)OC -7.084
2=Cl

100 | 0=C(0)C1CCC[C@@H]2N[C@H]3C(CCC4C5C(0)C(C[C@H]6N[C@@H 9.182
]17CCCC(0)CTNC56)C43)NC12

101 | CCC[C@@H]1C[C@@H](C(=0)N[C@@H]([C@H]20[C@H](SC)[C@H]( -5.609
O0)[C@@H](O)[C@H]20)[C@H](C)CHN(C)CI

102 | CCCCCC1=C(0)C=CC(O[C@H]20[C@H](CO)[C@@H](O)[C@H]20)=C -5.626
1CO

103 | COC1=CC(0)=C2C(=0)[C@H]3C[C@@H](O)[C@@](C)(O)C[C@@H]3[ 726
C@@H](0)C2=C1

104 | CC1(C)CCIC@@H](0)[C@](C)(0)[C@@]12CC=C(C=0)CC2 ~6.095

105 | CC(C)=CCC[C@](C)(O[C@@H]10[C@H](CO)[C@@H](0)[C@H](O)[C ~7.701
@H]10)[C@H]1CC[C@]2(O)[C@@H]1[C@H](O)C[C@@H]1 [C@@]3(C)
CC[C@H](O[C@@H]40[C@H](CO)[C@@H](O)[C@H](O)[C@H]40)C(C
)O)[C@@H]3CC[C@]12C

106 | C=C[C@@]1(C)CC[C@]2(0)C3=C(C(=0)[C@H](0)[C@]2(0)C1)C(C)(C) ~6.605
CC[C@H]30

107 | CC(C)=CCCC(C)(0)CI=CC[C@@]2(C)[C@H]1CC[C@H]1[C@@]3(C)CC -7.668
[C@H](O)[C@](CUC(=0)0)[C@@H]3CC[C@@]12C

108 | CC(=0)0[C@@H]1[C@@H]2[C@@H](C)CC[C@@]34[C@@H](CC[C@ 7342
é@H]3C)[C@]4(C(=O)O)[C@@]Z(O)C[C@H]2[C@@H](C(C)C)CC[C@]12

109 | COC1=CC(=0)C=C(/C(C)=C/[C@@H](C)C[C@H](C)CCO)O1 -6.492

110 | CC(C)=CCC[C@](C)(O[C@@H]10[C@H](CO)[C@@H](O)[C@H](0)[C -7.203
@H]10)[C@H]1CC[C@]2(O)[C@@H]1 [C@H](O)C[C@@H]1 [C@@]3(C)
CCIC@H](O)C(O)YO)[C@@H]3[C@@H](O)C[C@]12C

111 | CC1(C)C[C@@]23[C@@H]4CC(=0)[C@@H]2COC(=0)[C@]3(0)CC[C -6.906
@H]41

112 | C[C@@H]1CC(=0)C2=C(01)0[C@]1(C)CC[C@H]3C(C)(C)[C@H](0)CC -7.609
E0)C@IBO)[C@H]1C2

113 | C=C(CO)[C@@]1(0)C[C@@]2(C)[C@H](CCC[C@@H]2C)C[C@H]10 5711

114 | CO[C@H]![C@@H2[C@@H](0)O[C@]3([C@H](OC(C)=0)C/C(C)=C\[C -6.821
@@H]10C)[C@H]2CC3(C)C

115 | CC1(C)OC2=C(C[C@H]3[C@H]1CC[C@@]3(C)0)C(=0)[C@]1(0)CO[C 7311
@H]2C1

116 | C[C@@H]1C=CC(=0)[C@@]2(C)C[C@@H](0)[C@@H]3[C@H]4C(C)(C -7.052

)CC[C@@]4(C)C[Cw]312




117 | CC1=C[C@H]2C[C@@H](C)C[C@@H](C)[C@@H2[C@@](C)(C(=0)C -6.551
CO)[C@H]1C(=0)0

118 | C[C@@H]1CC[C@H]2C(C)(C)[C@@H](0)CCIC@]2(C)[C@@]12CC1=C -7.685
(0)C=C3CNC(=0)C3=C102

119 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0O)CCIC@]2(C)[C@@]12CC1=C(O 7.12
)C=C3CNC(=0)C3=C102

120 | COC1=C(C)C(=0)OC([C@@](C)(0)/C=C(\C)[C@H](C)0)=C1 -6.267

121 | CO[C@]120C[C@@H](C)[C@H]1C[C@]1(C)[C@@H](C)CC[C@H](O)[C -6.326
@@]130[C@@H]23

122 | C=C(CCCC(C)(C)0)C1=CC=C(C(=0)0)C=C10 ~6.485

123 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(CC(C)(0)OC1)02 -6.29

124 | C[C@H](CC[C@@H](0)C(C)(C)0)C1=CC[C@]2(C)C[C@HI3[C@@H](C -7.61
0)C[C@@]4(0)OC(=0)/C(=C/C[C@@H]12)[C@@H]34

125 | C[C@H]1C(=0)CCC(C)(C)[C@]12CC=C(CO)[C@@H](0)C2 -5.707

126 | CC(=0)0[C@@H]1C2=C3C[C@@H]JA[C@@]5(C)CCC(=0)C(C)(O)[C@ -8.141
@H]5C[C@H](0)[C@]4(C)0C3=CC(0)=C2C(=0)0[C@@H]1C

127 | CC[C@H](CO)C[C@H](C)C=C(C)C1=CC(=0)C=C(OC)O1 -5.981

128 | CC1=C2[C@](C)(CC1=0)[C@@H](0)[C@H]1CC(C)(C)C[C@@]210 -6.638

129 | CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@ -7.107
@]230C(=0)/C=C\[C@@H](0)C[C@@H](CO)C1

130 | CC1=C[C@]230[C@@H]4C[C@@H](0)[C@](C)([C@@]2(C)CC[C@]4 -6.144
(CO)03

131 | CC1=C[C@H]2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)[C@ -7.249
@]23C(=0)C[C@H](O)[C@@H](O)C[C@@H](CO)CI

132 | COC1=CC=C(C=C2NC(=0)[C@@]3(C[C@]4(O)[C@@H](C=C[C@@H]( ~6.837
0)[C@@H]40)S3)NC2=0)C(0)=C10C

133 | COC1=CC=C(C=C2NC(=0)[C@]3(C[C@]4(O)[C@H](C=C[C@@H](O)[C -6.985
@@H]40)S3)NC2=0)C(0)=C10C

134 | C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(0)C -8.495
=C3C(=0)NCC3=C102

135 | C[C@H]1CC[C@H]2C(C)(C)[C@H](O)[C@H](0)C[C@]2(C)[C@@]12CC 7371
1=C(0)C=C3CNC(=0)C3=C102

136 | CC(=0)0[C@@H]1C[C@H]20[C@@H]3C[C@@H](CO)CC[C@]3(C)[C -5.742
@]1(O)[C@]21CO1

137 | C[C@@H]1CC[C@H]2C(C)(C)C(=0)CC[C@]2(C)[C@@]12CC1=C(0)C= -6.899
C3C(=0)NCC3=C102

138 | CC(O)[C@@]1(0)[C@H](0)C[C@@]2(C)CC(=0)[C@@H](C)CC[C@@H ~6.442
121

139 | CO[C@H]1C20[C@@]3(C)C[C@H](OC(C)=0)[C@]450[C@@H](C2[C@ ~6.294
H]4CC5(C)O)[C@@H]13

140 | CC1=C2C(=0)C[C@]2(C)[C@@H]2CC(C)(C)C[C@H2[C@@H]10 7358

141 | CC1(C)CCC[C@@]2(C)C1=CC[C@@](C)(O)[C@@H]2C(=0)O -6.45

142 | CCC1(0)CCIC@@]2(C)[C@@H](CC[C@@H]3[C@@H]2CC[C@]2(C)C( -7.938
=0)CC[C@@H]32)C1

143 | CC1=C[C@H]20C3CC(=0)[C@@](C)(C34CO4)[C@@]2(C)CC1 -6.74

144 | CC1=CC2=C(C(=0)C[C@@H](0)[C@@H]20)C(0)=C1C -6.261

145 | C[C@]1(CCO)CC[C@H]2C(=CC[C@@H]3[C@]2(C)C[C@@H](O)C[C@] -6.586

3(C)C(=0)0)Cl




146 | CC(=0)OC1[C@H](0)C[C@@]2(C)C(CC[C@@H](C)C23CC2=C(0)C=C4 -7.425
C(=0)NCC4=C203)C1(C)C

147 | CC[C@H](C)[C@@H]INC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC(C)C)N -6.131
C(=0)[C@H](CC(C)CNC(=0)[C@H](CC(C)C)NC1=0

148 | CCCCCCCCCCIC@@H](C)[C@@H]1CC(=0)N[C@H]([C@@H](C)0)C(= -7.189
ON[C@@H](C)C(=O)N[C@H](C)C(FON[C@@H](CCC(N)=0)C(=O)N[
C@H](CC2=CC=C(0)C=C2)C(=0)N[C@@H](CC(C)C)C(=0)01

149 | CC(=CCCC(C)(C)0)C1=CC=C(C(=0)0)C=C10 -6.167

150 | CO[C@@H]1C2=C(C)C[C@H](OC(C)=0)[C@]340[C@H2[C@H]([C@H 26.022
110)[C@H]3CC4(C)C

151 | CC[C@@H](0)CCC[C@H](0)[C@@H]1CCC2=C(O1)[C@H](0)CCC2=0 -5.899

152 | C[C@]1(CC(=0)0)CC[C@H]2C(=CC[C@H]3[C@](0)(CO)CCC[C@]23C) ~6.743
Cl

153 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0)C[C@@H](OC)[C@ 7227
@H]30

154 | CCCCCCCCCCIC@@H](C)[C@@H]1CC(=0)N[C@H]([C@@H](C)0)C(= 5473
ON[C@@H](C)C(=O)N[C@H](C)C(FON[C@@H](CCC(N)=0)C(=O)N[
C@H](CC2=CC=C(0)C=C2)C(=0N[C@@H]([C@@H](C)CC)C(0)O1

155 | CC(C)[C@H]1CC[C@@]2(C)CC[C@]3(CO)CC4=C(C(=0)0)CC[C@HJA[ -7.863
C@]4(C)C[C@@HA[C@H]3[C@H]12

156 | CCCCCCCCCCCCCCC/C=C/C(=0)N(O)CCCC[C@H](NC(=0)[C@@H]1 -5.67
COC(C2=CC=CC=C20)=N1)C(=0)0[C@@H](C)CC(=0)N[C@H]ICCCC
N(O)C1=0

157 | C[C@]1(0)CC[C@H2[C@@H](C=C[C@@](C)(0)[C@]2(C)C(=0)CCO)C -6.059
1

158 | CC(C)(0)CCC[C@](C)(0)C1=CC=C(C(=0)0)C=C10 -5.588

159 | CC1=CC[C@H2[C@@](C)(CCC[C@@]2(C)C(=0)0)[C@@H]1CO -6.329

160 | CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(CO[C@@](O)(CCCO)C -6.803
2)CEO)[C@]1(O)O

161 | CC1(C)CC(=0)C[C@]2(C)[C@@H](CO)[C@](C)(O)CC[C@@H]12 -6.136

162 | CC(=0)O[C@H]1C[C@]2(C)C(0)C=C[C@]2(CO)[C@H]2CC(C)(C)[C@]1 -5.881
20

163 | C=C1[C@H](0)[C@@H](0)CC(C)(C)[C@]12CC=C(CO)CC2 -5.774

164 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)O[C@H]30)C(=0)C2=Cl -7.01

165 | COC1=CC(0)=C2C(=0)C(C)=C(C[C@H](C)0)C(=0)C2=C1 -6.937

166 | CC[C@H](C)[C@@H]INC(=0)[C@@H](CC(C)C)NC(=0)[C@@H](C(C) -7.43
C)NC(=0)[C@H]2CSSC[C@@H](NC1=0)C(=0)N2

167 | C[C@@H]1C=CC(=0)[C@@]2(C)CC[C@@H]3[C@H]4C(C)(C)[C@H](O ~7.685
)C[C@@]4C)C[C@@]132

168 | CC1=CC2=C(C)C(0)=C3C(=0)CC[C@@H](0)C3=C201 -7.293

169 | CC1=C(0)C=C20[C@H]([C@@]3([C@@H]4CC=C5CCC[C@H](C)[C@ ~8.008
@]5(C)C4)CO3)0C(=0)C2=C1C

170 | CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1C[C@]2(C)C3C[C@@](C)(CO) -6.592
C[C@H]3C=C(CO)[C@]120

171 | CC1(C)[C@@H](CI)CC[C@]2(C)C(C(=0)0)[C@](C)(0)CC[C@@]120 -5.83

172 | C[C@@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(O -7.736

)C=C3C(=0)N(CCCCC(=0)0)CC3=C102




173 | C[C@H]1CC[C@H]2C(C)(C)[C@H](0)CC[C@]2(C)[C@@]12CC1=C(0)C 7752
=C3CNC(=0)C3=C102

174 | COC1=CC2=C(C(0)=C10C)[C@]13CC[C@@H](OC)C[C@H]IN(CC3)C2 -6.159

175 | CC[C@@H](C)C(=0)[C@@H](C)C1=CC(0)=C(C)C(O)=C1C=0 -6.305

176 | CC1(C)CCC(=0)[C@]2(C)OOC3CC12CCC3(0)CO -6.168

177 | CC1(C)CCC[C@]2(C)C3=C(CC[C@@H]12)CC1(0)C(=0)C(CO)=CC(O)= 734
C1C3

178 | C=C[C@@]1(C)CC[C@]2(0)C3=C(C(=0)[C@H](0)[C@]2(0)C1)C(C)(C) 6272
CCC3

179 | CC(C)[C@@H](C)/C=C/[C@@H](C)C1C[C@@H](0)C2=C3C(=0)C=C4C ~7.909
[C@@H](0)CC[C@]4(C)C3CC[C@@]21C

180 | C=C1CC[C@@]2(0)C[C@]1(0)[C@H](C)C(=0)[C@H]2C=C(C)C 6.174

181 | C=C[C@]1(C)C=C2[C@H](O)[C@H](0)[C@H]3C(C)(C)CC[C@@H](O)] -6.546
C@J3(O)[C@@]2(0)CCl

182 | C[C@H](CCC(=0)0)[C@H]1 CC[C@HR[C@@H]3[C@@H](O)C[C@@H -8.027
JAC[C@H](0)CCIC@]4(C)[C@H]3CC[C@]12C

183 | C[C@@H]1CO[C@@]2(0)[C@@H]1C[C@]1(C)[C@@H](C)CC[C@H](O ~6.404
NC@@]130[C@@H]23

184 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(C[C@@H](C)OC1)02 ~6.429

185 | CC1=CC(0)=CC(0)=C1C(=0)0[C@@H]1CC2=C(CO[C@](0)(CCCO)C2) -6.768
CEO[C@]IL(O)O

186 | CC(C)[C@@H]1CC[C@H](C)[C@@]12C=C[C@@](O)(CO)[C@H](0)C2 -6.178

187 | CC(C)[C@@H](C)C=C[C@@H](C)[C@H]1CC[C@H]2C3=CC(=0)C4(O) -7.887
CC(0)CC[C@]4(C)[C@@]3(0)CC[C@]12C

188 | CC1=C[C@@H]2/C=C(\C)CC[C@@H](0)[C@H](0)[C@@H]30[C@@H] 7412
3C(=0)[C@]23C=ON[C@@H(CC(OO)[C@@H]3[C@@H]1C

189 | C[C@]12CC[C@@H](0)C[C@H]1CC[C@@H]1 [C@@H]2CC[C@]2(C)[C 26.482
@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120

190 | CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CC[C@H]2C3=CC(=0)[C@ -7.848
@]4O0)C[C@@H](O)CC[C@]4(O)[C@@]3(0O)CC[C@]12C

191 | CC1=C(C1)C(0)=CC(0)=C1C(=0)0[C@@H]1C[C@]2(C)[C@@H]3CC(C) 8514
(O)C[C@H]3C=C(C=0)[C@H]12

192 | CO[C@@H]10[C@@]2(0C(=0)[C@@]3(C)O[C@@H]23)[C@H](0)C12 6.714
C1CC=C(C)C2C1

193 | COC1=CC(OC)=C2C(=0)C3=C(C[C@H](C)O[C@H]30C)C(=0)C2=C10 -6.833

194 | CC1(C)C2=CC[C@@)](C)(0)[C@H](C(=0)0)[C@@]2(C)CC[C@@H]10 -6.082

195 | COC1=CC(0)=C2C(=0)C3=C(C[C@](C)(O)[C@H](0)C3)C(=0)C2=C1 7.921

196 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(C[C@@H](C)O[C@@H]1 -6.643
00)02

197 | COC(C=C[C@H](C)[C@H]1CC[C@]2(C)C[C@H]3[C@@H](C(=0)C[C@ ~6.647
@]3(C)0)/C(C=0)=C\C[C@@H]12)C(C)(C)O

198 | CC(C)[C@@H](C)/C=C/[C@@H](C)[C@H]1CC[C@H]2C3=C(CC[C@]12 ~8.458
O)[C@@]1(C)CC[C@H](0)CC1=CC3=0

199 | CC1=CC(C(=0)CC[C@H](0)[C@H](C)0)=C(0)C=C10 -6.141

200 | C/C(=C\C=C\[C@@H]! [C@H2[C@H](C)[C@@H](0)[C@@](C)(O)C[C -7.245
@@H]2C=C[C@@H]1C)C(=0)O

201 | C=C[C@@H]1C[C@@](C)(CO)C/C1=C(\CO)[C@@H](CO)CC(=0)O -5.821




202 | C[C@@H]1C[C@@H]([C@H](0)CC2CC(=0)NC(=0)C2)C(=0)[C@@H]( -7.02
O)Cl1

203 | CC1=C[C@H]20[C@@H]3C[C@@H](O)[C@](C)([C@@]2(C)CCH[C@]3 -6.692
1CO1

204 | CC(=0)0[C@H]1CC[C@]2(C)[C@H]3CC4=C(0)C=C5C(=0)OCC5=C40[ -8.51
C@@]3(C)CC[C@H]2C1(C)C

205 | C[C@@H]1C=CC(=0)[C@@]2(C)CC[C@@H3[C@@HJ4[C@@](C)(CC[ -7.064
C@@]4(C)CO)C[C@@]132

206 | CC1(C)C[C@H2[C@@H](CD[C@@]1(C)C(=0)[C@](C)(C[C@@H]10)[ -6.105
C@H]20

207 | COC1=CC(CO)=CC2=C1C(=0)C1=C(C(=0)0)C(0)=CC=C102 -7.03

208 | CC1(C)C(=0)CC[C@]2(C)[C@@H](CO)[C@](C)(O)CC[C@@]120 -6.137

209 | CC1=CC(=0)[C@H]2/C(CO)=C\C[C@@H]3[C@](C)(CC[C@@]340[C@ -7.894
@H](/C=C(/C)CO)C[C@@H]4C)C[C@H]12

210 | CC(O)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=C[C@@H](0)[C@@]4( -8.648
0)C[C@@H](0)C[C@@H](C)C4C3CC[C@@]21C

211 | C[C@H]ICC[C@H2[C@@H](C=C[C@@](C)(O)[C@]2(C)C(=0)CCO)C1 -6.606

212 | CCC1=C(OC)C=C2C(=C10)C(=0)C[C@@H](OC)[C@@H]20 ~6.466

213 | CCOC1=CC(S(=0)(=0)C2=CC(OCC)=C(OC)C=C20)=C(0)C=C10C -5.385

214 | CC1(C)CCC[C@@](C)(C2=CC=C(C(=0)0)C=C20)01 ~6.876

215 | CC1(C)C[C@H](0)C[C@]2(C)[C@H]3[C@H](0)OC[C@@]3(0)C=C[C@ -5.836
@H]12

216 | CC(O)(CO)CCC[C@]1(C)OC2=CC=C(C(=0)0)C=C201 -6.246

217 | CC1=C(0)C(=0)C2(0)C3(C)C(=0)C(0)=C(C)C24COCC42C(=0)OCC132 -6.128

218 | C/C1=C/C[C@]2(C)C(=0)C(O)=C([C@H](C)CO)[C@H]2C/C=C(/C)[C@@ -7.234
H]2CC[C@@](C)(02)[C@@H](O)CC1

219 | CCC[C@@H]10C/C(=C2/C[C@H](0)[C@@](C)(CC)C2=0)[C@H]1C -6.059

220 | CC(C)CCC[C@](C)(0)C1=CC=C(C(=0)0)C=C10 -5.863

221 | COC1=CC=C2C(=0)C(C)=C(C(C)C(C)0)0C2=C1C -6.363

222 | CCC[C@@H]10C/C(=C2/C[C@H](0)[C@@](C)(CC)C2=0)[C@@H]1C -6.763

223 | COC(=0)[C@@H]1C(=0)C(C)=C20[C@@]3(C[C@]2(C)[C@H]1C)[C@ -7.104
@H](O)[C@@H](O)C[C@H]1C(C)(C)[C@@H](O)CC[C@@]13C

224 | CC[C@@H](C)[C@@H]INC(=0)C2CSSCC(NC(=0)[C@H](CC(C)C)NC( -6.892
=0)[C@H](C(C)C)NCI=0)C(=0)N2

225 | C[C@H](/C=C/[C@H](C)C(C)(C)0)[C@@]1(C)CCIC@@]2(C3=C[C@H]( -7.948
0)[C@@H]4C[C@H](0)CC[C@]4(C)C3=0)0C(=0)CC21

226 | C=C1CC[C@@H]2[C@](C)(CO)[C@H](0)CC[C@@]2(C)[C@@H]1C/C= -7.007
C1/C(=0)OC[C@H]10

227 | CC(C)=NCOC(C)(C)[C@H]10C2CC[C@]230[C@@H3[C@@H]10 -5.864

228 | COC1=CC(0)=C2C(=0)0[C@@]3(C)C[C@@]4(0)C[C@@](O)(C(=0)0) -7.007
O[C@H]4C=C3C2=C]1

229 | COC1=CC=C(C=C2NC(=0)[C@@]34C[C@]5(0)[C@@H](C=C[C@@H]( ~7.546
0)[C@@H]50N3C2=0)S4)C(0)=C10C

230 | C/C(=C/CCC(C)(C)0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(= -7.821
0)[C@]1(0)CO[C@H]3C1

231 | CC(C)(O)[C@@H]1[C@H](0)C[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C -6.589

@]1(0)CO[C@H]3C]1




232 | CC(C)=CCC[C@](C)(0)[C@H]1CC[C@]2(C)[C@@H]1 [C@H](0)C[C@@ -7.644
H]1[C@@]3(C)CC[C@H](O)C(C)(O)[C@@H]3[C@@H](0O)C[C@]12C

233 | CCC1=C2CC(=0)0[C@@H]([C@H](C)[C@H](0)[C@H](C)CC(C)=C[C@ -6.986
H](O[C@@H](O)[C@H](O)[C@@H](O)CC)C/C=C(C)CC(C)(02)C1=0

234 | C/C=C/[C@@H](0)[C@](C)(0)[C@H]1CC[C@H]2C3=CC(=0)[C@@]4(O 7573
)CC(=CC[C@H](0)CH[C@H]3CC[C@]12C

235 | COC(=0)C1=CC(=0)[C@H]2C[C@]1(C)[C@H]ICC[C@]3(C)[C@@H]([C -7.138
%E@I]I({%[()C@@HMO[C@H]4[C@H](C)C(C)C)CC[C@@]34O[C@@]14[C

236 | CC(=0)0[C@H]1CC[C@@]2(CO)C(=CC[C@@H]3[C@@H]2CC[C@]2(C -7.521
)C(=0)CC[C@@H]32)C1

237 | CC(O)[C@@H](C)/C=C/[C@@H](C)C1CCC2C3=CC(=0)[C@Q@]4(0)C[C ~7.088
@@H](0)CC[C@]4O)C@@]3(0)CC[C@@]21C

238 | COC1=CC(0)=C2C(=0)[C@H]3CO[C@@](C)(O)C[C@H3[C@@H](0)C -6.355
2=C10

239 | COC(=0)C1=CC(OC)=CC2=C1C(=0)C1=C(0)C=C(C(=0)0)C=C102 ~7.108

240 | CCCCC/C=C/C1=C(CO)[C@@H]20C(C)(C)[C@@H](O)C[C@@]230[C -6.291
@H)3[C@@H]10

241 | C[C@@H]1C=CC(=0)[C@@]2(C)CC[C@@H]3[C@HI4[C@@](C)(CO)C -6.755
Cl[C@@]4(CO)C[Cw@]132

242 | COC(=0)C1=C(CCO)C(0C)=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -6.72

243 | C[C@@]12CCC3=C(C=CO3)[C@H]1CC[C@@]13C[C@@H](CC[C@H]1 -7.689
2)[C@@](O)(CO)C3

244 | C[C@]12CCC(=0)C[C@H]1C[C@H](0)[C@@H]! [C@@H]2C[C@@H](O ~6.869
NC@]2(O)[C@@H](C3=CC(=0)0C3)[C@@H](O)C[C@]120

245 | CC1=C2C[C@]3(C(=0)0)CC[C@@H](C(C)C)[C@HBC[C@@HR[CQ@] 7174
23CC[C@@H](C)[C@@H]2CC[C@@]13C

246 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(0O)C[C@H](OC)[C@@ -7.561
131C[C@Q@H](0)C(=0)01

247 | C/C(=C/C(C)CC(C)C(=0)0)[C@@H]1CC[C@@](C)(C(C)0)O1 -6.023

248 | COC1=CC(0)=C2C(=0)C3=C(0)C4=C(C=C3C(=0)C2=C1)O[C@@]1(C)C -9.335
CC[C@H]401

249 | C=C[C@@]1(C)C[C@H](0)C2=C([C@H](O)C[C@H]3C(C)(C)CCC[C@]2 7.15
30)[C@H]10

250 | C=C(CCCC(C)CO)C1=CC=C(C(=0)0)C=C10 -6.106

251 | COC1=C(N)[C@](C)(0)C2=C(OC(=0)C3=C(0)C=C(OC)C=C23)C1=0 -7.375

252 | CC(C)=CCC[C@@H](C)C1=CC[C@]2(C)C[C@H3[C@@H](CO)C[C@@ -7.073
14(0)0C(=0)/C(=C/C[C@@H]12)[C@@H]34

253 | CC1(C)CCC[C@](C)(C2=CC=C(C(=0)0)C=C20)01 ~6.461

254 | C[C@@]12CC[C@@H](CO1)C1=C(C=C3C(=0)C4=CC(0)=CC(0)=CAC(= -9.488
0)C3=C10)02

255 | COC(=0)C1=CC(OC)=C(0)C2=C1C(=0)C1=C(C[C@H](C)O[C@@H]10] ~6.534
C@H](O)[C@H](€)0)02

256 | C[C@H](CCC(=0)0)[C@H]1CC[C@H2[C@@H]3CC[C@@H]4C[C@H]( 7.522
O)CC[C@]4(O)[C@H]3C[C@H](O)[C@]12C

257 | CC1(C)CCCI[C@]2(C)[C@@H](C(=0)0)[C@](C)(O)CC[C@@H]12 -6.302

258 | CCOC(=0)[C@@H](C[C@H](OC)C1=C(0)C=CC(C(C)=0)=C10)0C -5.147




259

C[C@]12CCC(=0)C[C@H]1C[C@H](O)[C@@H]1 [C@@H]2CC[C@]2(C)
[C@@H](C3=CC(=0)0C3)[C@@H](0)C[C@]120

-7.42

260 | CC(C)=CCCC1=C2[C@H](C[C@@]3(C)[C@H2CC[C@H2[C@@]4(C)C -8.576
=CC(=0)[C@@H](O)[C@@H]4C[C@@H](O)[C@@]23C)0C1=0

261 | CS[C@@]12CC3=CC=C[C@H](O)[C@H]3N1C(=0)[C@@H]1C[C@@H] -6.774
3C(=0)CC[C@@H](0)[C@@H]3N1C2=0

262 | CC1=C2COC3(0)C4(0)C(=0)C(C)C5COC[C@@]53CC24[C@@H](O)C1= -6.535
0

263 | CC1=CC(=0)C(C)=C20[C@@]3(C[C@]12C)[C@@H](C)CC[C@H]1C(C)( -7.68
O)[C@@H](O)CC[C@@]13C

264 | CC[C@H](C)C(=0)[C@@H](C)C1=CC(0)=C2C(=0)[C@@H3[C@@]4(C -7.137
)CC[C@H](C(C)(C)0)O[C@@H]JACC[C@@]3(C)OC2=C10

265 | CO[C@@H]1CC(=0)C2=C(0)C(C)=C3C=C(C)0C3=C2[C@@H]10 ~6.589

266 | CC1(C)CCC(=0)[C@]2(C)OC3(0)C[C@]12CCC3(0)CO -6.052

267 | COC1=C2CN3CC[C@]4(C=C[C@H](0)C[C@@H]34)C2=CC2=C10CO2 7376

268 | C=C[C@]1(C)CC[C@@H]2C(=C[C@H]30C(=0)[C@@]4(C)C(=0)C[C@ -7.591
@H](O)[C@@]2(O)[C@@H]34)C1

269 | COC1=C(0)C2=C(OC3=C(C=0)C(0)=CC(C)=C3C(=0)02)C(C)=C1C(=0) ~6.835
CC(C)C

270 | C=C(C)[C@@H]1C[C@H](0)[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C -7.678
@]1(0)CO[C@H]3C1

271 | C[C@@H]1CC[C@H]2C(=C[C@@H](0)[C@H](C)[C@@H2CC[C@@H] 5.971
(0)C[C@@H](0)CC(=0)0)C1

272 | COC(=0)C1=CC(OC)=C(C1)C2=C1C(=0)C1=C(0)C=C(C)C=C102 7122

273 | CC1=CC2C=C(C)[C@@H](C)[C@H]3[C@H](CC(C)C)NC(=0)C23C(=0)C 774
=C[C@H](O)[C@H](O)CC1

274 | COC1=CC(0)=C2C(=0)[C@H]3[C@H](0)[C@@H](0)[C@@](C)(O)C[C -6.621
@@H]3[C@@H](0)C2=C10

275 | COC(=0)C1=C(0)C=CC2=C1C(=0)C1=C(0)C=C(CO)C=C102 -7.286

276 | CC1(C)[C@@H](0)CC[C@]2(C)C3=C(CC[C@@H]12)C(=0)OC3 -7.125

277 | C[C@@]120CC(0)[C@@H]1C1=C(C=C3C(=0)C4=CC(0)=CC(O)=CAC( -9.479
=0)C3=C10)02

278 | CC1=C(C)[C@]23C[C@@]45COCC4=C(C)[C@](O)O[C@@]2(05)C1=0) -6.757
[C@@H]30

279 | CC1(C)CC[C@@H](0)[C@](C)(C2=CC=C(C(=0)0)C=C20)01 -6.315

280 | C=C(C)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@]1(0)C 7377
O[C@H]3C1

281 | COC1=CC(0)=C2C(=0)[C@H]3C[C@@H](0)[C@@](C)(O)[C@H](O)[C 7.442
@@H]3[C@@H](0)C2=C!

282 | CCCCC[C@H]1CC2=C(C)C(0)=C(C)C(O[C@@H]30[C@H](CO)[C@@H -7.329
1(0)[C@H](0)[C@H]30)=C2CO1

283 | COC1=CC(OC)=C2C(=0)C(C)=C(CC(C)=0)C(=0)C2=C10 -7.073

284 | C[C@]1(C(=0)CCO)[C@H]2CC[C@@H](CO)C[C@H]2C=C[C@@]1(C)O -5.953

285 | CS[C@@]12C[C@H]3C(=0)CC[C@H](O)[C@H]3N1C(=0)[C@@H]1C[C -6.936
@@H]3C(=0)CC[C@H](0)[C@H]3N1C2=0

286 | COC1=C[C@](C)(0)C2=C(OC(=0)C3=C(0)C=C(OC)C=C23)C1=0 -7.562

287 | C=C(CC[C@@H](C)[C@H]1CC[C@H]2C3=CC(=0)C4[C@H](0)[C@@H ~7.402

1(0)CC[C@]4(C)[C@H]3CC[C@]12C)C(C)COC




288 | CCCCC[C@@H]1CCCCC[C@@H](0)C[C@H](0)[C@H](0)/C=C/C(=0) -6.754
)

289 | CC(=0)[C@]1(0)CCC(C)(C)[C@]12CC=C(CO)CC2 -5.801

290 | COC1=CC2=C(C(0)=C1C)C(=0)C=C(C)02 -6.293

291 | COC1=CC=C(C=C2NC(=0)[C@]3(C[C@]4(O)[C@H](C=C[C@@H](O)[C -6.877
@@H]40)03)NC2=0)C(0)=C10C

292 | COC1=CC=C(C=C2NC(=0)[C@@]3(C[C@]4(0)[C@@H](C=C[C@@H]( -7.286
0)[C@@H]40)03)NC2=0)C(0)=C10C

293 | C/C=C(\C)[C@H]10[C@@](0)([C@@H]2C[C@H](CC(C)O)NC2=0)C[C -6.801
@H]2CC=C(C)C[C@@H]21

294 | CC(C)=CCC/C(C(=0)0)=C1l/[C@@H](0)C[C@@]2(C)[C@H]1C[C@@H] 7513
g%)[C@H] 1[C@@]3(C)CC[C@@H](0)[C@@H](O)[C@@H]3CC[C@@]!

295 | CC[C@@H](/C=C(\C)C1=CC(OC)=C(C)C(=0)01)CO 6.117

296 | C=C1[C@@H](0)C[C@@H]2[C@](C)(CCC[C@]2(C)C(=0)O)[C@H]1CC ~6.452
(=0)0

297 | C=C(CC[C@@H](C)[C@H]1CC[C@H]2C3=C(CC[C@]12C)[C@@]1(C)C 8.17
C[C@H](0)C[C@@H]1C(=0)03)C(C)C

298 | CC[C@H](C)[C@@H](0OC(C)=0)[C@@H](C)C1=CC2=C3C(=C1C)0[C@] 7213
1(C)CCIC@H4O[C@@H](C(C)(C)0)CC[C@I4(C)[C@H]1 [C@@H]30CO
2

299 | C/C=C(\C)C(=0)[C@@H](C)C1=CC(0)=C2C(=0)[C@@HB[C@@]4(C)C -7.758
C[C@H](C(C)(C)0)0[C@@H]4CC[C@@]3(C)0C2=C10

300 | C=C(C(=0)0)[C@@H]1CC[C@@H](C)C2C[C@@H](0)C(C)=CC21 -6.948

301 | CC1(O)[C@@H](0)CC[C@]2(C)[C@@H]3C(=CC[C@@H]12)CO[C@H]3 ~6.872
o)

302 | COC(=0)C1=CC(OC)=CC2=C1C(=0)C1=C(0)C=C(C)C=C102 -6.999

303 | CC1=C2C[C@]3(C)[C@@H](C)CC[C@@H](O)[C@@]3(0)C[C@@]2(0) 7229
0C1=0

304 | C[C@]1(CCOS(=0)(=0)0)CC[C@H]2C(=C[C@H]30C(=0)[C@@]4(C)C -6.908
CC[C@@]2(C)[C@@H]34)C1

305 | CC(C)=CCC[C@]1(C(=0)0)[C@H]2CC=C(C)CCC=C(C)CC[C@H]1[C@ -6.807
@]1(CC2)COl

306 | CC(O)[C@@]1(0)[C@H](0)C[C@@]2(C)CC=C(C(=0)0)CC[C@@H]21 -6.66

307 | CC(O)[C@@H](C)/C=C/[C@@H](C)[C@H]ICC[C@H2[C@@]3(0)C=C] 29.103
C@@]4(0)C[C@@H](O)CC[C@]4(O)[C@H]3CC[C@]12C

308 | C=C(COC(C)=0)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C ~6.834
@]1(0)CO[C@H]3C1

309 | C=C1CO[C@@]2(0)CC3=CC[C@H](0)[C@H](C)[C@@]3(C)C[C@@]12 -5.848
o)

310 | COC1=C(C)C(O)=C(C)C(C(=0)0)=CIC -5.676

311 | CC1=CC(0)=C(C=0)C2=C1C(=0)OC1=C(0)C3=C(C(=0)CC(C)(C)03)C( -7.787
0)=C102

312 | CCCCCCCCCCC[C@H](C)[C@@H]1CC(=0)N[C@H]([C@H](C)0)C(=0) -6.349
N[C@H](C)C(FON[C@H](C)C(=O)N[C@H](CCC(N)=0)C(=O)N[C@H](
CC2=CC=C(C)C=C2)C(=0)N[C@H]([C@@H](C)CC)C(=0)O1

313 | COC1=CC(0)=C2C(=0)OC(C[C@@H](0)C(C)C)=CC2=C1 -7.085

314 | CC1=C20C(=0)C3=C(C)C=C(0)C(CO)=C30[C@@H]2[C@](C)(O)[C@H] -7.35

(0)C1=0




315 | COC1=CC(0)=CC2=C1C(=0)O[C@@H](C)C[C@H](O)CCCCC2 -7.683

316 | CC[C@H](/C=C(\C)C1=CC(OC)=C(C)C(=0)01)CO -6.197

317 | CC(=0)0[C@@H]1CC20C3C=C(C)CC[C@]3(C)[C@]1(C)C21CO1 -6.183

318 | C[C@@H]1C(=0)C=C2[C@@]1(C)[C@@H](0)[C@H]1CC(C)(C)C[C@@ -6.348
210

319 ]C=C1CC[C@@H]2[C@](C)(CCC[C@]2(C)C(=O)O)[C@H]ICC(:O)O ~6.479

320 | CO[C@@H]1CCC[C@H](C)OC(=0)CC2=CC(0)=CC(0)=C2C(=0)C1 -5.751

321 | CC[C@@H](0)C[C@H](C)C10[C@]1(C)/C=C/C(=O)N[C@H](CO)[C@@ 5172
H](C)CC

322 C[é(a);@]1(CO)C[C@H]2CC(C(—O)O)—C3CC[C@@]3(C)[C@H]ZC1 -6.881

323 | COC1=CC(=0)C2=C(C)C(C)=C(C[C@@H](C)0)C(0)=C2C1=0 -6.719

324 | C=C(CO)[C@]12C[C@H](0)[C@H]3C[C@H](0)C[C@H](C)[C@]3(C)[C -5.91
H]102

325 E@[C]@H]10[C@H](O[C@@H]ZC(CO)O[C@H](O[C@@H]3C(CO)O[C@H ~6.958
1(0)C(0)C30)C(0)C20)C(0)C(0)[C@@H] IN[C@H]1C=C(CO)C(0)C(0)
C10

326 | CC(C)C(0)CC[C@](C)(0)C1=CC=C(C(=0)0)C=C10 -6.542

327 | CC1(C)CCC(=0)[C@@]2(C)O0[C@HI3C[C@@]12CC[C@]3(0)CO -5.93

328 | CC(C)(O)[C@H]10[C@H]2CCIC@@]3(C)[C@@](O)(CC[C@H]4CC5=C( -7.509
NC6=CC=CC=C56)[C@@]43C)[C@]230[C@@H3[C@@H]10

329 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@H](C)C[C@@H]30 7274

330 | COC1=CC2=C(C(0)=C1CI)C(=0)C1=C(C)C=C(0)C=C102 -7.389

331 | C=C1[C@H](0)[C@@H](0)CC(C)(C)[C@]12CC=C(C=0)CC2 -6.188

332 | CCCCC[C@H]1CC2=C(C)C(0)=C(C)C(O[C@@H]30[C@@H](C)[C@H]( 7252
0)[C@@H](0)[C@H]30)=C2CO1

333 | COC1=CC2=C(C(=0)0[C@@H](C)[C@@H]20)C(OC)=C1C 6.14

334 | CC(=0)O[C@H]1C2=CC3=C(CO)C(=0)CC[C@@]3(C)CC[C@]2(C)[C@ -5.767
@H](C(O)C)[C@H]10

335 | CC[C@H](C)[C@H](N)C(=0)N1CCC[C@H]1C(=0)N[C@H](C(=0)0)[C -5.592
@@H](C)CC

336 | COC1=CC(0)=C2C(=0)C3=C(C)C=C(0)C=C30C2=CICl 7354

337 | COC1=CC(0)=C2C(=C1)C(=0)[C@@H]1[C@H](C[C@@H](0)[C@@](C) -7.55
(O)[C@@H]10)[C@H]20

338 | CC(=CCCC(C)CO)C1=CC=C(C(=0)0)C=C10 -6.456

339 | CCC(C)C(=0)C[C@H]1C[C@@]2(CCC(C)=0)[C@@H](C=C1C)0[C@@ 26.204
H]1[C@H](O)[C@@H](OC(C)=0)[C@@]2(C)[C@]12CO2

340 | COC(=0)C1=CC(0)=CC(OC)=C1C(=0)C1=C(0)C=C(C)C=C10C 6.163

341 | C/C1=C/C[C@]2(C)C(=0)C(O)=C([C@H](C)CO)[C@H]2C/C=C(/C)[C@H -7.047
2CC[C@](C)(02)[C@H](0)CC

342 | C=C(CO)[C@@]1(0)C[C@]2(C)C(=CC1=0)[C@@H](0)CC[C@H]2C 5.57

343 | CO[C@@H]1/C=C(/C)C[C@H](OC(C)=0)[C@]2(0)[C@H]3/C(=C\1)C(=O -6.863
)O[C@H]3C2(C)C

344 | CC[C@H]1[C@@H](0)CC[C@@H](O)[C@]1(0)OC[C@@H](O)CCCC[C 5.16
H](C)O

345 (@Oc](l=)CC(O)=C2C(=O)C[C@@H](CC(C)=O)[C@H](O)C2=C1 -7.028

346 | COC1=CC(0)=C2C(=0)[C@]34COC[C@]3(04)C(=0)C2=C1 -6.877




347 | C=C(O)[C@@H]1CC[C@@]2(C)OC3=C(C[C@@H]12)C(=0)[C@@H]1C[ -6.729
C@@]3(0)CO1

348 | CC1=C20C(=0)C3=C(C)C(Cl)=C(0)C(C=0)=C30C2=CC2=C1C(=0)CC( -8.308
C)(C)02

349 | CC[C@H](C)C(=0)[C@@H](C)C1=CC(=0)C2=C(O[C@]3(C)CC[C@H]4 ~7.206
O[C@@H](C(C)(C)O)CC[C@]4(C)C3C2)C1=0

350 | CC1(C)C=CC(=0)[C@]2(C)00C3CC12CCC30 -6.821

351 | C[C@@]120C3=CC(CO)=CC(0)=C3C(=0)[C@@]1(0)[C@@H](O)CC[C -6.68
@@H]20

352 | COC1=CC(0)=C2C(=0)0C3=C(C2=C1)[C@@](C)(O)C[C@@H](0)[C@ 7313
@H]30

353 | CC(O)[C@@H](C)/C=C/[C@@H](C)[C@H]1CCCC2C3=CC(=0)0[C@@] -7.393
3(0)CC[C@@]21C

354 | CCCCC(C)[C@@H]1CC(=0)NCC(=0)N[C@@H](C(C)C)C(=0)N[C@H]( 7435
CC(C)C)C(=0)N[C@@H](C)C(=0)N[C@@H](CC2=CC=CC=C2)C(=0)01

355 | CC[C@@H](0)C[C@@H]1CC[C@@H](0)[C@@H](C)C(=0)O[C@@H]( -6.468
O)C[C@H2CC[C@H](02)[C@H](C)C(=0)01

356 | C[C@]12C=C[C@H]3C[C@H](CO)CC[C@H]3[C@@]1(C)C(=0)CCO2 ~6.884

357 | CC[C@@H]1C[C@H](C)[C@H](C(C)(0)/C=C/C(=0)N[C@H](CO)[C@@ -5.988
H](C)CO)01

358 | CO[C@H]1C[C@H](0)C2=C(C[C@H]3[C@H](C(C)(C)O)CC[C@@]3(C) -6.933
02)C1=0

359 | C=C1[C@@H](O)C[C@H](0)C(C)(C)[C@]12CC=C(CO)CC2 ~6.599

360 | COC1=CC(OC)=C2C(=0)0C(CC(0)CO)=CC2=C1 5532

361 | CC1=C(C)C2=CC(=0)C3=C(0)C4=C(O[C@@H](C)C4)C(0)=C3[C@@]2( -8.529
C)CCl

362 | CCC(0)CCC=CC1=C(CO)[C@@H]20C(C)(C)[C@@H](0)C[C@@]230[C 6.24
@HB3[C@@H]10

363 | CCCCCCCCCCIC@@H](C)[C@@H]1CC(=O0)N[C@H]([C@@H](C)0)C(= 7.141
ON[C@@H](O)C(=ON[C@H](C)C(FON[C@@H](CCC(N)=O)C(=O)N[
C@H](CC2=CC=C(0)C=C2)C(=0)N[C@@H](C(C)C)C(=0)01

364 | CCCCCC[C@H](O)C1=CC(OC)=C(COCC2=C(C)CCC2=0)C(=0)01 -5.928

365 | CC(=0)C1=CC(C)=C(OCC=C(C)C)C(C)=C10 -5.958

366 | CC1=C2[C@@H]3CC(C)(C)C[C@@H]3[C@H](0)[C@@]2(C)CC1=0 -6.456

367 | COC(=0)C1=CC(C)=CC(0)=C1C(=0)C1=C(0)C=C(OC)C=C10C -5.577

368 | CC(=0)0[C@H]1C[C@@H](O)[C@]2(C)C[C@H]2[C@H](O)C(C)(C)C/C -5.598
=C\IC

369 | CC1(C)C[C@H](0)C[C@]2(C)[C@@H]3C(=CC[C@@H]12)CO[C@H]30 -7.055




Table S4. Steered molecular dynamics results for co-crystallized ALK ligands: average pulling
work (kcal/mol), experimental ICso (uM), and corresponding experimental binding free energy

(AGexp, kcal/mol).
PDB The co-crystallized ligand Average Work ICso, exp AGexp
IDs (kcal/mol)
4ANS 3-[(1R)-1~(2,6-dichloro-3- 156.4976 0.64 -10.2429

fluorophenyl)ethoxy]-5-(1-piperidin-4-
yl-1H-pyrazol-4-yl)pyridin-2-amine

4CCB | 3-[(1R)-1-[5-fluoranyl-2-(1,2,3-triazol- 177.9176 60 -10.7348
2-yl)phenyl]ethoxy]-5-(3-methyl-1H-
pyrazol-4-yl)pyridin-2-amine

4CCU 2-(5-(6-amino-5-((R)-1-(5-fluoro-2- 150.7011 27 -11.0571
(2H-1,2,3-triazol-2-
yl)phenyl)ethoxy)pyridin-3-yl)-4-
methylthiazol-2-yl)propan-2-ol

4CMO 2-[(1R)-1-{[3-amino-6-(2- 192.3206 16 -12.9846
methoxypyridin-3-yl)pyrazin-2-
yl]oxy}ethyl]-4-fluoro-N-
methylbenzamide

4CTC (10R)-7-amino-3-cyclopropyl-12- 195.9077 5.8 -11.7735
fluoro-1,10,16-trimethyl-16,17-
dihydro-1H-8,4-
(metheno)pyrazolo[4,3-
h][2,5,11]benzoxadiazacyclotetradecin-
15(10H)-one

4FOB N-{1-[cis-4- 150.2736 5 -12.0882
(hydroxymethyl)cyclohexyl]-5-
(piperidin-1-ylmethyl)-1H-
benzimidazol-2-yl}-3-(prop-2-en-1-
ylsulfamoyl)benzamide

4FOC methyl cis-4-[2-(benzoylamino)-6- 229.1187 3 -13.7563
(piperidin-1-ylmethyl)-1H-
benzimidazol-1-
yl]cyclohexanecarboxylate

SAAC 3-[(1R)-1-(2,6-dichloro-3- 187.3371 0.64 -12.4754
fluorophenyl)ethoxy]-5-(1-piperidin-4-
yl-1H-pyrazol-4-yl)pyridin-2-amine

SFTO Entrectinib 166.2761 1.6 -11.3466

SFTQ | N-[5-(3,5-difluorobenzyl)-1H-indazol- 195.5729 10 -11.911
3-yl]-2-[(4-hydroxycyclohexyl)amino]-
4-(4-methylpiperazin-1-yl) benzamide




Table S5. Hydrogen bond interactions between studied compounds and ALK protein residues
during MD simulations (% occupancy).

Amino acid 100 248 254 277 307
ARG1253 53.08 0 - 42.75 4.07
ASP1203 45.84 1.57 18.84 68.84 0.3
LEU1256 33.12 2.2 4.67 12.05 0.07
VALI1130 10.86 3.48 2.91 2.44 0.08
LYS1150 8.45 4.49 0.2 0.96 0.82
LEU1122 4.18 19.97 18.92 13.05 7.22
ASN1254 1.67 - - 0.98 0.01
GLY1123 1.1 0.1 16.46 5.18 0.26
ASP1270 0.73 0.23 0.02 4 0.1
GLY1128 0.28 0.05 5.91 4.16 26.88
GLY1202 0.28 12.24 15.29 - 0.28
GLY1269 0.04 1.68 3.59 0.11 0.09
SER1206 0.03 0.01 0.01 - 0.17
GLU1129 0.02 0.28 - - 0.09
LYS1205 0.01 - - - -
MET1199 0.01 102.47 62.75 - 14.75
ALA1148 0.01 1.15 2.13 - 0.34
LEU1198 0.01 30.54 8.68 - 0.03
LEU1196 0.01 8.19 5.6 0.06 0.05
MET1328 0 - - - -
ARG1209 0 - - - 0
VALI1180 0 0.66 2.49 - -
GLU1197 - 74 16.64 - 2.01
ALA1200 - 16.67 22.76 - 4.86
ARG1120 - 0.16 0.67 - 4341
GLU1132 - 0.09 3.15 - 0.83
GLY1201 - 0.04 - - 0.49
GLY1121 - 0 - - 0.18
GLU1210 - 0 - - 0.85
VAL1149 - - 0 - 0
GLN1146 - - - - -
GLN1217 - - - - 2.94
PRO1260 - - - - 2.46
ARG1264 - - - - 1.22
SER1219 - - - - 0.93
PRO1262 - - - - 0.77
SER1220 - - - - 0.75
GLY1261 - - - - 0.23
SER1216 - - - - 0.14
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Figure S1. Steered molecular dynamics analysis of ALK-ligand complexes: average pulling max
force (left) and pulling work (right) profiles of co-crystallized ligands along the dissociation

pathway.
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Figure S2. Plots of RMSD of the protein backbone (left) and ligand (right) in studied complexes
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Figure S3. Number of hydrogen bonds in studied complexes
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Figure S4. Steered molecular dynamics analysis of ALK-ligand complexes: average pulling max
force (left) and pulling work (right) profiles of studied compounds along the dissociation

pathway.
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Figure S5. The structural information of the five screened potential compounds
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Figure S6. Plot of RMSF of the heavy-atoms of ligand in studied complexes
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Figure S7. Three-dimensional binding modes of MD-refined structures of candidate molecules
with potential ALK inhibitory activity after 200 ns molecular dynamics simulations



