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Table S1. Training set compounds in SMILES format

S. No. Compounds SMILES Activity (nM)
CC(O)[C@@H]INC(=O)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=
1 1 O0)C[C@@H](/C=C(\F)CCS)OC1=0 0.41
O=C(CCCCCC(=O)N(Cclcce(Br)sl)clecce(OCCN2CCOCC2)e
2 3 cl)NO 1.14
C[C@@H]1CN(C(=O)Nc2ccce(-
3 4 c3nc(N4CCOCC4)c4cnn(CCCCCCC(=0)NO)c4n3)cc2)CCO1 1.28
4 5 0O=C(CCCCCCCC(=0)cleccc(-c2ccc(Br)cc2)cc1)NO 2
5 6 O=C(CCCCCCC(=0)NcIn[nH]c2cc(-c3cccee3F)eccc12)NO 24
COclec(OC)ec(-
6 8 c2nnn([C@@H](Cc3cecece3)C(=0)NO)c2CHCC2CC2)cl 3
7 9 COclcece(-c2ccc3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)cl 3
CNI1CC(C(=O)N[C@@H](CCCCCC(=0)c2ccon2)c2nec(-
8 10 c3cceec3F)[nH]2)C1 3
COclccc(-
9 11 c2ccc3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)cclOC 3.2
10 13 COclccee(-c2ccc3c(NC(=0)CCCCCCC(=O)NO)n[nH]c3n2)cl 33
CCOclccecc(-
11 14 c2ccc3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)cl 3.4
12 15 COclccec(-c2ccc3c(NC(=0)CCCCCCC(=O)NO)n[nH]c3c2)ccl 3.6
13 16 O=C(CCCCCCC(=0)NcIn[nH]c2cc(-c3ccee(Cl)e3)cec12)NO 3.8
14 18 O=C(CCCCCCC/C(=N\O)clcce(-c2cceec2)cc1)NO 4
15 19 O=C(CCCCCCC(=0O)NcIn[nH]c2cc(-c3ccccc3Clcec12)NO 4
O=C(CCCCCCC(=O)NclIn[nH]c2cc(-
16 20 c3ccec(C(F)(F)F)e3)cec12)NO 4.1
17 21 COclcccecl-cleecc2c(NC(=0)CCCCCCC(=0)NO)n[nH]c2cl 4.2
COclcc(OC)ce(-
18 23 c2ccc3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)cl 4.4
19 24 COclccee(-c2cec3c(NC(=0)CCCCCC(=0)NO)n[nH]c3c2)cl 4.5
20 25 O=C(CCCCCCCC(=0)clcecc(N2CCN(c3cecee3)CC2)ecl)NO 4.5
21 26 COclcc2nene(Ne3ceee(Br)ee3)c2ec10CCCCCCC(=O)NO 4.6
22 28 O=C(CCCCCCCC(=0)clcce(-c2ccecc2)cc )NO 5
23 29 COclec2nene(Ne3ceee(Clee3CHe2cc10CCCCCC(=0)NO 5.2
CCCCCCNNC(=0)clenc(N2CCN(Cce3ce[nH]c4cceec34)CC2)n
24 30 cl 5.9
CC1(C)CC(=0O)Nc2cec(C(=O)NC[C@H]3CC[C@H](/C=C/C(
25 31 =0)NO)CC3)cc21 6
O=C(NO)[C@H](Cclc[nH]c2cceee12)n1nne(-
26 33 c2cceec2)c1CHCCICCH 7
27 34 COclcce(-c2ccc3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3n2)ccl 7.2
0O=C(NO)[C@H](Cclccececl)nlnnc(-
28 35 c2ccec(Cl)c2)c1C#CCICCI 8
29 36 C=C(CCCCCCCC(=0)NO)clccc2ceccc2cel 8
CC(O)[C@@H]INC(=0O)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=
30 38 O0)C[C@@H](/C(F)=C/CCS)OC1=0 8.5
31 39 O=C(CCCCCCC/C(=N\O)clccc2eceee2cl)NO 8.5
O=C1CCC[C@@H](C(=O)N[C@@H](CCCCCS)C(=0)NCc2
32 40 ccec(OCc3cecccc3)c2)N1 9
33 41 0O=C(CCCCCCnlcc(Ne2nee3cen(CedceccecdF)ce3n2)enl )NO 9.2
34 43 O=C(CCCCCCCC(=0)clcce(N2CCCCC2)ccl)NO 9.5
35 44 O=C(NO)[C@H](Cclccceel)nlnne(-c2cceecc2)c1 CHCelecccecl 10
C/C=C1\NC(=0O)[C@H]2CSSCC/C=C/[C@@H](CC(=O)N[C
36 45 @H](C(C)C)C(=O)N2)OC(=O)[C@H](C(C)C)NC1=0 10
37 46 N=C1Sc2ccccc2C2=NCCCN12 11
COclcce(-
38 48 c2¢c(OCCN(C)c3nce(C(=0)NO)en3)c3nenc(C)e3c2)enl 12




39 49 0O=C(CCCCCCC(=0)Ncln[nH]c2cc(-c3cceee3)ecc12)NO 12.6
40 50 0O=C(CCCCCCCOclcccc(-c2nc3ccecec3[nH]2)c1)NO 12.88
COclec(OC)ec(N(CCNC(C)C)c2ecc3ncece(-

41 51 c4cnn(CCCCCCC(=0)NO)c4)nc3c2)cl 13

42 53 CC(O)(C)eleee(S(=0)(=0)Nc2eee(C(=0)NO)cc2)cel 13.3
CCCCCCNNC(=0)clene(N2CCN(Cce3en(C)cdeccee34)CC2)ne

43 54 1 14

44 55 0O=C(NO)clccc(NC(=0)c2c(F)e(F)c(F)e(F)c2F)ccl 14

45 56 COclcee(C(=0)CCCCCCCC(=0)NO)ccl 15

C[C@@H](cleccceel)nle(-
46 58 c2ccee(/C=C/C(=O)NO)c2)nc2cccec2 16
47 59 CCCCCCNNC(=0)clenc(NCe2cccec2)nel 16
Cclee(C(=O)CCCCC[C@H](INC(=0)C2CN(C)C2)c2ncce(-

48 60 c3cceec3F)[nH]2)nol 16

49 61 Cclc(Cc2ccccc2)nc(-c2ccec(/C=C/C(=0)NO)c2)n1CCclcceccd 16
Ccleeee(CCNC(=0)[C@H](CCCCCS)NC(=0O)[C@@H]2CCC

50 63 C(=0O)N2)cl 17

51 64 COclnce(-c2cc(OCCCCCCC(=0O)NO)c3nenc(C)e3c2)cclF 18

52 65 COclcec(CC2C=Cc3cc(C(=0)NO)ccc32)ccl 18.3

53 66 CCCCCCNNC(=0)clenc(NCe2cec(CNC(C)=0)cc2)ncl 19

54 68 Cclnc(-c2ccee(/C=C/C(=0)NO)c2)n(CCc2ccccc2)clCeleceecl 20

55 69 Ccle(-c2ccecc2)ne(-c2ccec(/C=C/C(=0)NO)c2)n1CCclecceel 20

56 70 0O=C(/C=C/clcce(Cc2ecc(CO)ec2)cc1)NO 20

57 71 0O=C(NO)clccc(NC(=O)c2ccc(C3CC3)ec2)ecl 20.4
CC(C)(C)OC(=O)N[C@@H](Cclcee(O)cel)C(=O)N1CC2(C[

58 73 C@H]1C(=O)NCCCCCC(=0)NO)SCCS2 21

59 74 Cclcec(C(=0)Nc2cec(C(=0)NO)cec2)ceel 21.6

CN(Cclnc2¢(N3CCOCC3)nc(-

60 75 c3cenc(N)nc3)ne2nl C)elnee(C(=0O)NO)cnl 22
0O=C1CC/C=C/CCC(=0O)N(Cc2cccc(/C=N/NC(=0)c3cccc(C(=

61 76 0O)NO)c3)c2)C[C@@H](c2cceec2)01 23
O=C1CCC[C@@H](C(=O)N[C@@H](CCCCCS)C(=0)NCc2

62 78 ccc(C(F)(F)F)cc2)N1 23

63 79 CCCCCCNNC(=0)clcec(CNC(C)=0)ccl 23

CN(Cclnc2¢(N3CCOCC3)nc(-

64 80 c3ccc(N)ee3)ne2nl1 C)elnee(C(=0)NO)cnl 24
CC1(C)CC(=0)Nc2ecc(C(=O)NC[C@H]3CC[C@@H](CCC(=

65 81 O)NO)CC3)cc21 24

66 83 O=C(NO)c1cnc(N2CCN(S(=0)(=0)c3cccdeccecdc3)CC2)ncel 24.92

67 84 Cclne(-c2ccec(/C=C/C(=0)NO)c2)n(CCc2ccccc2)cl-clcceccd 25

68 85 O=C(CCCCCCCCclcce2eccec2e])NO 25

69 86 O=C(/C=C/clcccc(-c2nc3cceee3n2CCc2cecccc2)c1)NO 25

70 88 COclcec(C(=0)NO)ccl1OCclcccecl 25.40275576
C/C=CI\NC(=0)[C@@H](CS)NC(=0)[C@@H](C(C)C)NC(=

71 89 O)C[C@@H](/C=C/CCS)OC(=0)[C@H](C(C)C)NC1=0 25.49509757

72 90 Cnlcc(CNCC2CCN(e3nce(C(=0)NO)cen3)CC2)c2ccccc2 ] 25.55597765

73 91 O=C(CC[C@@H](CCCC(=0)Nclccceel)Celececec1)NO 27

74 93 COclcce(/C=C/C(=0)NO)c(-c2cce(-c3ccecc3)ec2)cl 27.04986171
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=

75 94 O0)C[C@@H](/C(F)=C/CCS)NC1=0 27.14
CC(C)(O)cleec(CN(C(=0O)CNS(=0)(=0)c2ccc(F)ec2)c2ece(C(

76 95 =0)NO)cc2)ccl 28

77 96 CCCCCCNNC(=0)clenc(NCCc2cccec2)ncl 28

[N-

78 2035 J=[N+]=Nclcee(Cn2ec(NC(=0)CCCCCCC(=0)NO)cn2)ccl 28

79 98 C#CCOcl cec(/C=N/NC(=0)c2ccec(C(=0)NO)c2)ccl 29
O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2c(F)c(F)c(F)c(F)c2F)

80 99 ccl 29




81 100 0O=C(NO)clenc(N2CCN(C(/C=C/c3ccc(F)ce3)CO)CC2)ncl 30
O=C(NO)clccc2e(c1)CN(Celcee(-c3cecec([N+](=0)[O-
82 2036 Dc3)o1)CC2 30
83 101 Ccleec(C(=0)NO)ccINC(=0O)clcec2eccee2nl 30.3
CCNICCC[C@@H](n2¢(-c3ccec(/C=C/C(=0)NO)c3)nc(-
84 103 c3cceec3)c2C)Cl 31
Ccle(-c2cceec2)nce(-
85 104 c2ccec(/C=C/C(=0)NO)c2)n1 [C@@H]ICCCN(C(C)C)C1 31
O=C(CCCCC[C@H](NC(=0)[C@H]ICCC(=O)N1)C(=O)NC
86 105 Cclcceec])NO 31.6
CN1CC(C(=ON[C@@H](CCCCCC(=0)c2ccon2)c2nec(-
87 106 c3ccecc3F)o2)Cl 32
88 108 O=C(CCCCCCC(=0O)NcIn[nH]Jc2cc(-c3cesc3)cec12)NO 32.5
O=C(CCCCC[C@H](NC(=0)[C@H]1CCC(=O)N1)C(=0O)Nc1
89 109 ccee(C(F)(F)F)c1)NO 32.94996206
90 110 CC1(C)CC(=0)Nc2ccc(NC(=0)CCCCCCC(=0)NO)cc21 33
91 111 CC(C)(C)clecee(C(=0)Nc2cec(C(=0)NO)ec2)cl 33.7
92 113 Cclcec(C(=O)NO)ccINCelcee(CheelCl 35
93 114 O=C(CCCCCCC(=0)clcecc2cccec2c])NO 35
94 115 O=C(CCCCCCCC(O)clcec2eccec2el)NO 35
Nclcee(-
95 116 c2nc(N3CCOCC3)c3enn(CCCCCCC(=0)NO)c3n2)ccl 35.67
96 118 CCCCCCNNC(=0)clcee(-c2ccc(CNC(C)y=0)cc2)ecl 36
97 119 0=C(/C=C/clcccc(C(=0)NO)c1)Nclecceel 37
CN(CC(=O)N(Cclcec(C(C)(C)C)ecl)clecec(C(=O)NO)ccl)S(=
98 120 0)(=0)clcce(F)ecl 37.9
99 121 0O=C(Cclccc(-c2cse(NC(=0)COc3cccee3)n2)s1)NO 38
100 123 O=C(/C=C/clccc(CN(CCO)CCc2c[nH]c3ccecc23)ecl )NO 39.19183588
O=CINC[C@@H](c2cccee2)[C@@H]1C(=O)N[C@@H](CC
101 124 CCCS)C(=0O)Nclcceecl 40
102 125 O=C(/C=C/clcccc(-c2nc3cceee3n2Ce2ccecc2)c1)NO 40
103 126 CC(C)nlc(-c2ccec(/C=C/C(=0)NO)c2)nc2cccec2 1 40
104 128 0O=C(Ccleccc(-c2cse(NC(=0)Cc3ccccc3)n2)s1)NO 41
O=C(NO)clccc(NC(=0)C2(c3c[nH]c(-
105 129 c4cccec4)n3)CCCC2)ccl 41
106 130 COclccce(-c2ccc3c(NC(=0)CCCCC(=0)NO)n[nH]c3c2)cl 41
107 131 COclccc(-c2cc(-c3cen(Cedecc(C(=0)NO)cc4)n3)cen2)ccl 41.6
108 133 CC(C)(C)clece(NC(=0)c2ecc(C(=0)NO)cc2)cel 43.9
109 134 0O=C(NO)clccc(NC(=0)C2(c3cccdeccec4c3)CCOCC2)ecl 44
110 135 O=C(CCCCNI1CCc2ccccc2Clcleccec] )NO 44
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=
111 136 O)C[C@@H](/C=C/C(F)(F)CS)OC1=0 44.09
112 138 O=C(CCCCCCCC(=0)cleccc(C(F)(F)F)ccl)NO 45
113 139 CCCCCCNNC(=0)clceee(NCe2cccec2)el 46
114 140 COclcee(/C=C/C(=0)c2nnn(-c3ccc(Cl)ece3)c2C)ec10C 47
115 141 O=C(/C=C/clccc(NC(=0)Cc2cccc3cceec23)en] )NO 47
116 143 O=C(CCCCCCC(=0)Nclcce2[nH]c(=0)ccc2c1 )NO 48
CCI1(C)CC(=0)Nc2cec(C(=0O)NCce3cce(/C=C/C(=0)NO)cc3)c
117 144 c21 49
118 145 O=C(/C=C/clcccc(-c2nc3cccce3n2-c2ecccc2)c )NO 50
CCNICCC[C@@H](n2c(-
119 146 c3ccee(/C=C/C(=0)NO)c3)nc(Cc3cccec3)c2C)Cl 50
120 148 Cclne(-c2ccecc2)n(CCc2ccccc2)cl-clecec(/C=C/C(=0)NO)c1 50
Cclc(Cc2ccccc2)ne(-
121 149 c2ccec(/C=C/C(=0)NO)c2)nl CCN1CCOCC1 50
122 150 0O=C(/C=C/clcccc(-c2nc3cceec3n2C2CCCCC2)c1)NO 50
Cclc(-c2cceec2)ne(-
123 151 c2ccec(/C=C/C(=0)NO)c2)n1[Cw@H]1CCCN(C)C1 50




124 153 CHCCN(C)CCCOclec(NC(=0)CCCCCCC(=0)NO)ccelCl 50

125 154 0=C(/C=C/clccecc(-c2nc3cccee3n2-c2cec(Cl)ec2)c 1 )NO 50
CC(C)N(C(=O)clec(C(F)(F)F)ec(C(F)(F)F)cl)cleee(C(=0)NO

126 155 )eel 51.42178527

127 156 COclcc(NC(=0)NOCCCCCC(=0)NO)c2nc(OC)cc(C)c2cl 51.76485294

128 158 0O=C(NO)clcccc(C(=O)N/N=C/c2cccec2)cl 52

129 159 O=C(NO)clccce(-c2nc(CSc3ceccc3)n[nH]2)cl 53

130 160 O=C(CCCCCCNC(=0)clccec2e(c1)CCC(=0)N2)NO 53

131 161 O=C(/C=C/clcccccl C)NO 54

132 163 C/C(=N\N(C)C(=0)clccc(N(C)C)ecl)clecc(C(=O)NO)ccl 54

133 164 CCI1(C)CC(=0)Nc2ccc(C(=O)NCCCCCCC(=0)NO)cc21 55

134 165 O=C(CCNI1CCc2ccccc2Clclcee(-c2cceec2)ccl )NO 55

135 166 Cclcec2¢(c1)C1=NCCCNIC(=S)S2 57
O=C1CC[C@@H](C(=O)N[C@@H](CCCCCS)C(=0)Nc2ccc

136 168 cc2)N1 59

137 169 CN1C(=0)CC(C)(C)e2ec(C(=O)NCCCCCCC(=0)NO)cce21 59

138 170 O=C(NO)clccc(NC(=0)C2(c3cce(Br)cc3)CCOCC2)ccl 59

139 171 C=C(clcc(0C)c(OC)c(OC)c1)cleee(OC)ccl/C=C/C(=0)NO 60

140 173 COclcec(CS(=0)(=0)Nc2cce(/C=C\C(=0)NO)cc2)ccl 60
O=C(CCCCCCC(=0)Ncleccc2e(c1)/C(=C/cleec[nH]1)C(=O)N

141 174 2)NO 60.2

142 175 COclcec(/C=N/NC(=0)CCCCCCCC(=0)NO)ccl 60.32

143 176 CC(C)N(C(=0)clccee(C(F)(F)F)clF)cleee(C(=0)NO)ccl 60.82187107

144 178 O=C(NO)clccc(N(CC2CC2)C(=0)c2ccee(C(F)(F)F)c2)ecel 61.68306088
O=CINCCC[C@H]1C(=O)N[C@@H](CCCCCS)C(=0)Nclcc

145 179 cccl 62
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=

146 180 O)C[C@@H](/C=C/CCS)OC1=0 62.06632659

147 181 CC(C)(C)clecee(C(=O)N(CC2CC2)c2ccc(C(=0)NO)cc2)cl 62.2430719

148 183 O=C(/C=C/c1ccec(-c2nc3ceece3n2CCN2CCCC2)e1)NO 63

Cclnc(-

149 184 c2ccee(/C=C/C(=0)NO)c2)n(CCN2CCOCC2)c1Cclceeccl 63
COclcee(NC(=0O)[C@H](Cc2ccc(OCC(=0)NO)cc2)NC(=0)C

150 185 c2cceec2)cecl 63

151 186 Cclnc(Cc2ccecc2)n(CCe2ccecc2)cl-clecee(/C=C/C(=0)NO)cl 63

152 188 COclcce(-n2¢(-c3ccee(/C=C/C(=0)NO)c3)nc3cceee32)ccl 63

153 189 CCCCCCNNC(=0)clenc(NCc2ccec3ecccc23)nel 63

154 190 CC(CN(C(=0)clccec(C(F)(F)F)cl)cleee(C(=0)NO)ccl 63.78675411

155 191 O=C(NO)clccec(Cn2sc3cceec3c2=0)ccl 64

156 193 COclcec(C(=0)NO)ccl1C(=0O)Nclcee2e(cl)ee(C)e(=0)n2C 65

157 194 O=C(CCCCCCCC(=0)clcceccl)NO 65

COclcce(-

158 195 c2nc(N3CCOCC3)c3sc(CN(C)cdnec(C(=0)NO)cnd)ce3n2)enl 65.16278326
O=C(/C=C/clccc(C(=O)NC(Cc2c[nH]c3cccec23)C(=0)Nc2cce

159 196 3cceeee3c2)ccl)NO 65.7

O=C(NO)clccc(NC(=0)C2(c3cce(-

160 198 c4cen[nH]c4)cc3)CCCCC2)ccl 69

161 199 CC(C)N(C(=0)clceec(OC(F)(F)F)cl)cleec(C(=0)NO)ccel 69.05360237

162 200 COclecc(C(=0)NO)ccINCcelcecceel 69.49820142

163 201 Nclnc2ece(-c3nn(CCCCCCC(=0)NO)c4ncnc(N)c34)ccc2ol 69.6491206

164 203 CCOclcec(C(C)=0)ccINC(=0)c1cc(C(=0)NO)ccclC 70

165 2037 O=C(/C=C/clccc(/C=N/OCc2ccc(IN+](=0)[O-])cc2)cc] )NO 70

166 204 CN(CO)clcecee(C(=0)NO)cl 70.2

CC[C@H](Nclnenc2[nH]enc12)clnc2ccec(-

167 205 c3ccc(C(=0)NO)cc3)c2¢(=0)nl-clcecccl 71

168 206 O=C(NO)clcec(CN2C(=0)c3cceec3S2(=0)=0)ccl-cleecccl 71

169 208 O=C(CCCCCCCNI1C(=0)c2cccec2C1=0)NO 71.4

170 209 Cnlc(=0)ccc2ec(C(=0)NCCCCCCC(=O)NO)cee21 72




CC(C)C[C@H](NC(=0O)[C@H](Cclccecec )NC(=O)clencenl)

171 210 B(O)O 72

172 211 O=C(NO)clccc(F)c(NCc2cceec2)cel 72

173 213 O=C(CCCCCCNC(=0)clcec2[nH]c(=0)cec2c1)NO 73

174 214 CCCCC(CCCC(=0)Nclceeecl)CCC(=0)NO 74

175 215 CC(C)(O)cleee(CC(=0O)Nc2cec(C(=0)NO)cc2)cel 74.3

COclecc(-c2cc(-

176 216 c3cceee3)[nH]c2C(=0)NCc2ccc(C(=0)Nc3cceen3)ec2)ecl 74.8

177 218 O=C(/C=C/clccc(NS(=0)(=0)c2ccc(Cl)cc2)cc1)NO 75

178 219 CCI(Nc2cee(C(=0)NO)cc2)CCN(c2cce3nceec3c2)C1=0 76

179 220 O=C(CCCCCCC(=0O)Nclcnn(Cc2ccccc2)c] )NO 76

180 221 S=C1Sc2ccec(I)c2C2=NCCCN12 76

Ccle(-c2cceec2)nce(-
181 223 c2ccec(/C=C/C(=0)NO)c2)nl CCN1CCOCC1 79
Cclne(-c2ccee(/C=C/C(=0)NO)c2)n(CCN2CCOCC2)cl-
182 224 cleccecl 79
183 225 CCCCCCC(CCCC(=0)Nclceeec])CCC(=0)NO 79
Cclc(Cc2ccccc2)ne(-

184 226 c2ccec(/C=C/C(=0)NO)c2)n1[Caw@H]1CCCN(C)C1 79

185 228 C#Cclceec(Ne2nenc3ec(OC)e(OCCCCCCC(=0O)NO)cc23)cl 79.8

186 229 0O=C(NO)clccce(S(=0)(=O)NCc2cccec2)cl 80

187 230 CH#HCCN(C)CCCOclec(NCc2cee(/C=C/C(=0)NO)cc2)ceclCl 80

188 231 COclcee2ec(C(=O)NCCCCCCC(=0)NO)cce2nl 80

189 233 CCN(cleee(C(=0)NO)cc1)S(=0)(=0)clcecc(C(CYC)C)el 80.43693182

190 234 COclcee(C2ce3ccecc3CCN2CCC(=0O)NO)ccl 82

O=C(CCCCCCC(=0O)Nclenn(Cc2ccc([N+](=0)[O-

191 2038 Dec2)c)NO 82
CC(C)N(Cclcee(CC(=0)NO)cc1)S(=0)(=0)clcc(F)c(F)e(F)cl

192 235 F 84.6

193 236 Cclcee2nc3cdceceecdc(NCCCCCCC(=O)NO)nn3c(=0)c2cl 85.4
Ccl[nH]c2cceec2c1 C1=CCC(NCc2ccc(OCC(=0O)NO)cc2F)CC

194 238 1 86
COclcecc(NC(=0)[C@H](Cc2ccc(OCC(=0)NO)cc2)NC(=0)C

195 239 CCc2ccccc2)ccl 86

196 240 CC(C)C(C(=0O)Nclecee(C(=0O)NO)ccl)cleceeel 87
COclcec(NC(=0)[C@H](Cc2ccc(OCC(=0O)NO)cc2)NC(=0)c2

197 241 cceee2)ecl 87

198 243 0=C(NO)clccc(CN2C(=0)c3ccec(F)e3C2=0)ccl-clcecccl 88

199 244 COclcec(C(=0)NO)ccINC(=0O)clcceecl 88.3

200 245 CN(C)cleee(C2(C(=0)Ne3cee(C(=0)NO)ce3)CCCC2)ccl 89

201 246 COclcec(C(C)=0)ccINC(=0O)clec(C(=0)NO)ccclC 90

202 248 0=C(COclccc(CNCCc2c[nH]c3ccccc23)e(F)c1)NO 90

203 249 COclcec(C(C)=0)ccINC(=0O)clec(C(=O)NO)cccl Cl 90
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

204 250 )c1[nH]e2nc1C(=0)NCCC/C=C\clccce-2¢cl 90
COclece(NC(=0)[C@H](Cc2ccc(OCC(=0)NO)cc2)NC(=0)C

205 251 Cc2cccec2)ccl 90
COclcc2cee(c1)COcleceec INC(=0)[C@@H](CCCCCC(=0)N

206 253 0)0CCC2 90.7

207 254 COclcee(Cn2ccc3cc(C(=0)NO)cce32)ccl 92
CCN(C(=0)clec(C(C)C)C)ec(C(CYC)C)el)cleece(C(=0)NO)e

208 255 cl 92.8353381

COclcce(-

c2nc(N3CCOCC3)c3nc(CN(C)cdnec(C(=0O)NO)cn4)n(C)c3n2)

209 256 ccl 92.92

210 258 CCN(C(=0)cleccee(C(F)(F)F)cl)cleee(C(=0)NO)ccl 94.71641885
0O=C(NO)clccc(Cn2c(=0O)n(CCc3cccee3)c(=0)c3ccc(F)ec32)e

211 259 cl 95




212 260 COclcceccl C(=0)CCCCCCCC(=0)NO 95

213 261 Cclcee2nc3cdeccecdc(NCCCCCCCC(=0)NO)nn3c(=0)c2cl 96.2

214 263 0O=C(NO)clcce(Cn2c(=0)n(CCc3cccee3)e(=0)c3ceecc32)sl 97

215 264 C[C@@H](N)C(=O)NCclnnc(-c2ccccc2)ol 98

216 265 CCclnc2cec(Cc3eec(C(=0)NO)ce3)ce2e(=0)n1CCcleccecl 99
O=C(NO)clccc(CNC(=O)N2CCC(N3CC(c4ccceed)(cdeccecd)

217 266 C3=0)CC2)ccl 99

CC(C)Oclcee(C(C)(C)O)ecl -

218 268 clen(C)e(=0)c2[nH]c(C(=O)NCCCCCCC(=0)NO)ccl2 99.6

219 269 Cnlc(-c2ccec(/C=C/C(=0)NO)c2)nc2cceec2 100

220 270 O=C(/C=C/clccc(NS(=0)(=0)c2cccc(C(F)(F)F)c2)cc1 )NO 100

221 271 CC(O)(C)eleee(CS(=0)(=O)Nc2cee(/C=C\C(=0)NO)cc2)ccl 100

222 273 O=C(/C=C/clcccc(-c2nc3cecec3n2CCN2CCCCC2)c1)NO 100

223 274 O=C(CCclccc(NS(=0)(=0)c2ccccc2)ccl )NO 100

224 275 Cclnc(C)n(CCce2cccec2)cl-clecee(/C=C/C(=0)NO)cl 100

CN1CC(C(=ON[C@@H](CCCCCC(=0)c2ncco)c2nec(-
225 276 c3cec(F)ee3)[nH]2)Cl1 100
CCN1CCC[C@@H](n2¢(Cc3cccee3)nc(C)e2-
226 278 c2ccec(/C=C/C(=0)NO)c2)Cl1 100
227 279 O=C(/C=C/clccc(NS(=0)(=0)c2ccc(Che(Cle2)cc1)NO 100
Cclnc(-
c2ccec(/C=C/C(=0)NO)c2)n([C@@H]2CCCN(C)C2)c1-

228 280 cleccecl 100

229 281 0O=C(NO)clccce(-c2en(CCce3ccsc3)nn2)cl 100
Ccleec(CN(Ce2ceee(C(=0O)NO)cc2)S(=0)(=0)c2c(F)c(F)c(F)c(

230 283 F)c2F)ccl 101
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2cenc(c2)CNC(

231 284 =0)C[C@@H](/C=C/CCS)OC1=0 101.8
COclecce(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=

232 285 O)[C@H](Cc2ccccc2)NC(=0)OC(C)(C)C)ecl 103

233 286 O=C(CCCCCCNI1C(=0)c2cccec2C1=0)NO 103

234 288 CCC(C(=0O)Nclcee(/C=C/C(=0O)NO)ncl)clcceecl 104

235 289 Ccleec(C(=0)NO)ccINCICCCCCI 104.3
Cclecce(NC(=0)[C@H](CCCCCS)NC(=0)[C@@H]2CCC(=

236 290 O)N2)cl 106

237 291 COclcee(-c2cc(C(=0)NCc3ccc(C(=0)NO)cc3)cen2)ccl 107

238 293 Cnlc(CCCC(=0)0O)nc2cc(N(CCCHCCCleec21 107
CCC(=0)CCCCC[C@@H]INC(=0O)[C@@H](C)n2nncc2[C@

239 294 H](CC(C)C)NC(=0)[C@H](Cc2c[nH]c3cecec23)NC1=0 107.4709263
O=C(NO)clccce(CN(C2CC2)S(=0)(=0O)c2c(F)c(F)c(F)c(F)c2F

240 295 )cl 108
COcleec2e(cl)c(CC(=0)NCCCCCCC(=0)NO)c(C)n2C(=0)cl

241 296 ccc(Cl)ceel 109

Cclee(C)e(CNC(=0)c2cec(-

c3ccc(N4CCN(cS5nee(C(=0)NO)cn5)CC4)nc3)cc3c2enn3C(C)

242 298 C)c(=0)[nH]1 110

243 299 C/C(=EN\NC(=0)clcec(N(C)C)eel)eleee(C(=0)NO)ccl 110

244 300 O=C(NO)clccc(NC2CCN(c3cec(C(F)(F)F)ce3)C2=0)ccl 110

Cclee(C)e(CNC(=0)c2ee(C)n(-

245 301 c3ccee(NC(=0)CCCCCCC(=0)NO)c3)c2C)c(=0)[nH]1 110
0O=C1CN(Cc2ccc(C(=0)NO)cc2)C(=0)[C@H](Cc2¢[nH]c3cce

246 303 cc23)N1 112
O=C(CCCCC[C@H](NC(=0)[C@@H]1CC(=0O)N1)C(=O)Ncl

247 304 cccec1)NO 112.8760382
O=C(CCCCC[C@H](NC(=0)[C@@H]1CCC(=O)N1)C(=O)N

248 305 clceceec])NO 112.8760382

249 306 O=C(CCCCCCC(=0)Nclcccc(C(F)(F)F)c1)NO 113

250 308 Cclec2ce(NC(=0)c3ce(C(=0)NO)cec3Clece2n(C)e1=0 113




COclee2c(cc10C)C(=0)C(CCICCN(Ce3ccc(/C=C/C(=0)NO)

251 309 cc3)CC1)C2 113
COclece(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=
252 310 0O)CCCc2ccccc2)ecl 114
253 311 O=C(NO)clcccc(C(=O)Nc2ceeee2)cl 114.8912529
COclecc2e(c])e(CC(=0)0)c(C)n2Ccelcece(-
254 313 c2en(CCCCCCC(=0)NO)nn2)ccl 116
0=C(O)clccee(-
255 314 c2ccc(C3(C(=0)Ncdcee(C(=0)NO)cc4)CCCC3)cc2)cl 118
O=C(CCCCC[C@H](NC(=0)C1CCNC1=0)C(=0O)Nclcccccl)
256 315 NO 118
COclcc2ece(c1)COclececc INC(=0)C(CCCCCC(=0)NO)OC/C
257 316 =C\2 119
258 318 CC(CN(C(=0)clccc(F)c(C(F)(F)F)cl)cleee(C(=0)NO)ccl 119
259 319 Ccleec(C(=0)NO)ccINCclcee2cceec2cel 119
260 320 CC(Cclnc2ec(/C=C/C(=0)NO)ccec2n1 CCCO)clceeeel 119
261 321 O=C(NO)clccec(C(=0O)NCCc2ccccc2)cl 120
262 323 0O=C(NO)clccc(Cn2cc(Nc3nee(Cle(Nedece(F)eed)n3)en2)ecl 120
263 324 COclcec(C(=0)NO)ccl1OCclceecclCl 120
COclcee(NC(=0O)[C@H](Cc2ccc(OCC(=0)NO)cc2)NC(=0)O
264 325 Cc2cccec2)cecl 120
265 326 0=C(/C=C/clccecc(-c2nc3cceee3n2[C@@H]2CCCNC2)c1)NO 120
266 328 CS(=0)(=0)clccc(N2CCC(Nc3cec(C(=0)NO)cc3)C2=0)ccl 120
CC(C)C[C@H]1CC(=O)N[C@@H](C)C(=O)N[C@@H](CCC
267 329 CCC(=O)NO)C(=O)N[C@@H](Cc2cc3cccee3[nH]2)C(=O)N1 120
268 330 0O=C(NO)clccc(NC2CCN(c3cce(Cl)ee3)C2=0)ccl 120
269 331 Cclcee(-c2nne(CNC(=0)[C@@H](C)N)o2)ccl 121
COclcce(-c2cc(-
270 333 c3cccee3)[nH]c2C(=0)NCc2ccc(C(=0)Nce3ceecc3N)ee2)ecl 124.2
271 334 O=C(NO)clccc(N(Cc2cccec2)C(=0)c2eccc(C(F)(F)F)c2)ceel 125.4368367
272 335 O=C(CCCCCCNC(=0)clene(N(c2eecece2)c2cccec2)ncl )NO 129.5118259
CN(C)CCCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC(=0)c4
nc(NC(=0)CCCNC(=0)c5cc(NC(=0)c6cc(NC(=0)c7cc(NC(=
0)c8nc(NC(=0)CCNC(=0)CCNC(=0)CCCCCCC(=0O)NO)cn8
273 336 C)en7C)en6C)en5C)en4C)en3C)en2C)enlC 130
N#Cclcec2e(=0)n(CCc3cecce3)c(=0)n(Ce3ccc(C(=0)NO)cc3)
274 338 c2cl 130
275 339 Cclceec2c1C1=NCCCNIC(=S)S2 130
276 340 O=C(/C=C/clcccc(S(=0)(=0)c2ccc3cceee3n2)c )NO 130
277 341 CN(/N=C/clccc(C(=0)NO)cc1)C(=0)clccc(N(C)C)ecl 130
O=C(NO)clcec(CN2CC(=O)N(Cc3cce(Cl)ce3)[C@H](Cce3cce
278 343 cc3)C2=0)ccl 130
279 344 Ccleec(C(=0)NO)ccINCCclccececcl 130
280 345 CCN(C(=0)clecee(C(CYC)C)el)elecc(C(=O)NO)ccl 130.1940859
CC(C)C[C@H]ICC(=O)N[C@@H](C)C(=O)N[C@@H](CCC
281 346 CCC(=0O)NO)C(=O)N[C@@H](Cc2c[nH]c3cceee23)C(=0)N1 130.9924048
282 348 O=C(CCCCCCNclInn2c(=0)c3ccecee3nc2e2ececc12)NO 131
0O=C(/C=C/clccc(C(=O)NO)ccl)N[C@@H](Cclc[nH]c2cccce
283 349 12)C(=0)Nclccee(Cl)cl 132.3
CC(C)(C)clece(-
284 350 c2nnn([C@@H](Cc3cecece3)C(=0)NO)c2CHCC2CC2)ccl 133
CC(C)(C)cleec(CN(C(=0)CN(Ce2e(F)e(F)e(F)c(F)c2F)S(C)(=
285 351 0)=0)c2ccc(C(=0)NO)cc2)ccl 133
286 2040 NCC(=O)NCclnnc(-c2ccc([N+](=0)[O-])cc2)ol 134
287 353 O=C(CCCCCCCCC(=0)clcceccl)NO 135
COC(=0)Ccle(C)n(Cc2cce(-
288 354 ¢3en(CCCCCCC(=0)NO)nn3)cc2)c2eec(0OC)ccl2 135
289 355 NCC(=O)NCclnnc(-c2ccc(F)cec2)ol 135
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Celeece(NC(=0)[C@H](CCCCCS)NC(=0)[C@@H]2CCCC(

290 356 =0)N2)cl 135
291 358 0O=C(NO)clccc(Cn2¢(=0)[nH]c(=0)c3ccee(Cl)c32)ccl 137
CC[C@H](Nclncnc2[nH]encl2)clnc2eccc(CNC(=0)c3cee(C(
292 359 =0)NO)cc3)c2¢(=O)nl-clcceccl 138
CC[C@H](C)[C@H](NC(=0)OC(C)(C)C)C(=O)N1Cc2cc(OC
293 360 C(=O)NO)cec2C[C@H]1C(=0)Nclcec(OC)cel 139
294 361 Cclcce(-c2nnc(CNC(=0)CN)o2)ccl 139
295 363 O=C(/C=C/clccc(CN(CCO)CCc2cc3cccec3[nH]2)cc1)NO 140
296 364 CCCOclcee(C(C)=0)cc1C(=0)Nclec(C(=0)NO)ccclC 140
297 365 O=C(/C=C/clccc2c(cl)nc(-clcceen] )n2CCCO)NO 141
COclcee(NC(=0)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
298 366 0)Cc2cccec2)ccl 141
299 368 0O=C(NO)clccce(NCc2cccec2)cl 143.4
300 369 O=C(/C=C/clccc2c(cl)nc(COCclcccec])n2CCCO)NO 145
O=C(NO)clcec(CN2CC(=O)N(Cc3cceee3)[C@H](Cc3eccec3)
301 370 C2=0)ccl 145
CC[C@H](O)[C@H](NC(=0O)CC(C)(C)C)C(=0O)N1Cc2cc(OC
302 371 C(=0)NO)cec2C[C@H]1C(=0)Nclcec(OC)ccl 146
CC[C@H](O)[C@H](NC(=O)C1CCN(C(=0)OC(C)(C)C)CCT)
C(=O)N1Cc2cc(OCC(=0)NO)ccc2C[C@H]1C(=0O)Nclcec(OC
303 373 )eel 147
304 374 COclcec(C(=O)NO)ccINCclcee(Cl)eel 147
NclcecccINC(=0O)clcec(CNC(=0)c2[nH]c(-c3ccsc3)cc2-
305 375 c2ccc(O)cee2)ecl 148
306 376 Cnlc(CCc2ccccc2)nc2ec(/C=C/C(=0)NO)ccc21 148
CCC(=0O)CCCCC[C@@H]INC(=O)[C@H](CCCCNC(C)=0)
NC(=0)C[C@H](CC(C)C)NC(=0)[C@H](Cc2c[nH]c3ccecc23
307 378 )NCI1=0 150
O=C(CCCCCNC(=0)Cnlenc2e(N3CCOCC3)nc(Ne3cecee3)ne
308 379 21)NO 150
309 380 COclecc(N(C)c2ec(C#N)nc3cceee23)cel/C=C/C(=0)NO 150
310 381 COclcec(C(=O0)NO)ccINC(=0)clccec2cl/C(=N/O)clcecccl-2 150
CCC(=0)CCCCC[C@@H]INC(=O)[C@H](CCCCCNC(C)=0
INC(=0)C[C@H](CC(C)C)NC(=0O)[C@H](Cc2c[nH]c3cccec2
311 383 3)NC1=0 150
0O=C(NO)clcec(CN2CC(=O)N(Cc3ccee(Cl)e3)[C@H](Cc3cce
312 384 cc3)C2=0)ccl 150
313 385 CN(CCclceceel)S(=0)(=0)clecce(/C=C/C(=0)NO)c1 150
COclcce(-c2cce(-
314 386 c3ccoc3)c(C(=0)NCc3ccc(C(=O)NO)cc3)[nH]2)ccl 150
315 388 O=C(NO)clccce(-c2esc(CSc3ececc3)n2)cl 150
O=C(NO)clccc(CN(Cc2cceec2)S(=0)(=0)c2c¢(F)c(F)e(F)c(F)e
316 389 2F)ccl 150
317 390 O=C(CCCCCCNC(=0)clcnc(N(c2ceeee2)c2ecccc2Chnel )NO 150.6542939
O=C(COclccc(C[C@H](NC(=0)CCc2ccccc2)C(=0)Nc2cccee
318 391 2)ccl)NO 151
319 393 0O=C(CCclccc(Oc2cees2)c(O)c1)Neleec(C(=0)NO)ecl 152
320 394 O=C(CCCCCCCC(=0)clccencl)NO 153
321 395 COclcee(-c2nnc(CNC(=0)[C@@H](C)N)o2)ccl 153
322 396 0O=C(NO)clccc(Cn2¢(=0)[nH]c(=0)c3ccc(F)ec32)ccl 154
O=C(NO)clccc(CN(Cec2ceecc2)S(=0)(=0)c2cce(F)e(F)c(F)c2F)
323 398 ccl 155
324 399 0O=C(NO)clccc(Che(NC(=0O)c2cccc3ceesc23)cel 155
Cclecc(NC(=0)[C@H](CCCCCC(=O)NO)NC(=0)[C@H]2CC
325 400 C(=0)N2)ccl 156
COclcec(C(=0)NO)ccl1CS(=0)(=0O)Nclcece2e(el)ec(C)e(=0)n
326 401 2C 158
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327 403 CCCCCcle(-c2ccccc2)nnnl [C@@H](Cclececee1)C(=0)NO 160
328 404 O=C(NO)clccc(NC2CCN(c3cee(Cl)e(Ce3)C2=0)ccl 160
329 405 CN(C)CCnlc(-c2ccee(/C=C/C(=0)NO)c2)nc2cccec2 1 160
CN1CCC[C@H](n2c¢(-
330 406 c3ccee(/C=C/C(=0)NO)c3)nc3ccccc32)Cl 160
331 408 Cclenc(Ne2eec(OCCN3CCCC3)ec2)ncINeleee(C(=0)NO)ccl 160
COclce(C(=0)NO)ccclCnleec2ec(C(=O)NCC34C[C@H]5C[
332 409 C@@H](C3)C[Caw@H](C4)C5)cce21 160
COclccce(-
333 410 c2nc(NC(=O)NCCCC(=O)NO)cc3c2[nH]c2ccecc23)ccl 160
334 411 N#Cclcecc(N2CCC(Ne3eee(C(=0)NO)cc3)C2=0)ccl 160
335 413 O=C(/C=C/clccc2c(cl)nc(-clcenccl )n2CCCO)NO 161
336 414 CC(C)(C)cleec(C(=O)NCc2cce(C(=0)NO)cc2)cel 162
O=C(NO)cleccc(CN2CC(=O)N(Cc3cceec3Cl)[C@H](Ce3cccce
337 415 3)C2=0)ccl 162
COclcee(NC(=0O)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
338 416 O)[C@H](CC(C)CNC(=0)OC(C)(C)C)ccl 163
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=
339 418 O)C(F)(F)[Caw@H](/C=C/CCS)NC1=0 165.5
340 419 O=C(/C=C/clcccc(S(=0)(=0)Nc2ccecec2)c1)NO 166.8977948
Cclec(-
c2nc3sc4ce(c3¢(=0)[nH]2)CCN(C)C4)cc(C)c10CCCCCC(=0)
341 420 NO 167
342 421 COclcecec(CNe2ec(C(=0)NO)cecc20C)cl 167
343 423 CC(C)C(C(=0O)Nclcce(/C=C/C(=0)NO)ncl)clcecccl 168
344 424 O=C(NO)clccc(Cn2¢(=0)n(CCc3cccee3)e(=0)c3cesc32)ccel 169
345 425 0O=C(CCCCCCCNc1nn2¢(=0)c3cceee3nc2e2ccecc12)NO 170
346 426 N#Cclcec2e(c1)SC(=S)N1ICCN=C21 170
347 428 CCOclcee(C(=O)NO)ccINC(=O)clecceel 171.5
348 429 CCclnc2ce(Ce3ecc(C(=0)NO)cc3)cee2e(=0)n1CCcleccecl 173
NclcecccINC(=0)cleec(CNC(=0)c2[nH]c(-c3ccc(O)ce3)ec2-
349 430 c2ccoc2)ccl 174
CN1CCN(CCc2en(CC3=CCC(C(=0)NO)C=C3)c3cccce23)CC
350 431 1 174
COcleec([C@HR2[C@H](COC(=0)c3cce(C(=0)NO)ce3)C(=0
351 433 IN2¢2¢c(0C)c(0C)c(0C)c2)cc10 177
352 434 O=C(NO)clccc(Che(C(=O)Nc2cee(Clee2)el 177.4823935
353 435 O=C(/C=C/clccc(CNc2ccc3ncdn(c(=0)c3c2)CCCCCH)ccl)NO 178
354 436 O=C(NO)clccc(NC2CCN(c3ccee(Cl)e3)C2=0)ccl 180
355 438 O=C(CCCCCCNC(=0O)clcsc(Br)n1)NO 180
COclecec2c(C(CCCCCC(=0)NO)c3c[nH]c4c(OC)ccee34)c[n
356 439 H]cl2 180
357 440 C[C@]1(Nc2cee(C(=0)NO)cc2)CCN(c2cee(Cl)ee2)C1=0 180
358 441 0O=C(NO)clccee(-c2en(CCce3ccecc3)nn2)cl 180
0O=C(NO)clcec(CNC(=0O)c2[nH]c(-c3ccc(O)ce3)ec2-
359 443 c2ccoc2)ccl 180.6
360 444 COclcec(C(=0)NO)cc10Cclcee(Cleel 181
COclcee(NC(=0)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
361 445 O)[C@H](CNC(=0)OC(C)(C)C)ccl 182
362 446 O=C(/C=C/clccc(NC(=0)Cc2ccccc2)enl )NO 183
Nclcee(-
363 448 c2nc(N3CCOCC3)c3nen(CCCCCCC(=0)NO)c3n2)enl 184
364 449 O=C(/C=C/clccen(CCCc2ccc3ccecc3c2)c1=0)NO 188
365 450 CC(=0)SCC(=0)CCCCCCC(=0)Nclccecel 190
366 451 O=C(NO)clccc2e(c1)CCINS(=0)(=0)clcec(Clcec1CHCC2 190
367 453 0O=C(NO)clccc(Br)c(NC(=0)c2cccec2)cl 191.4
368 454 CCnlc(C)nc2ec(/C=C/C(=0)NO)ccc21 192
369 455 CC[C@H](O)[C@H]INC(=O)[C@@H]ICCCNI1C(=0)OC(C)( 192
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C)C)C(=O)N1Cc2cc(OCC(=O)NO)ccc2C[C@H]1C(=0O)Nclcc
¢(0OC)ccl

370 456 Ccl[nH]c2cceec2c1 CCNCelcee(/C=C/C(=0)NO)ccl 193.4091649
371 458 Nclnn(-c2cceee2)nc1 C(=0)NCclcec(C(=0)NO)ccl 195
O=C(COclccc(C[C@H](NC(=0)OCc2cccec2)C(=0)Nc2ccece
372 459 2)cc1)NO 197
CC(C)N(CCnlc(-
373 460 c2ccec(/C=C/C(=0)NO)c2)nc2ccccc21)C(C)C 200
374 461 Cclne(-c2ccee(/C=C/C(=0)NO)c2)n(CCN2CCOCC2)c1C 200
375 463 Cclnc2cccec2nl Celecc(C(=0)NO)cclF 200
N[C@H](Cclccee(Cl)el)C(=O)N1CCN(C(=0)c2cc(F)cee2F)C
376 464 Cl 200
COclccce(-
377 465 c2nc(NC(=O)NCCCCC(=0)NO)cc3c2[nH]c2cceec23)ccl 200
0O=C(CCCCCNC(=0)Cnlenc2c(Nce3ceccee3)nce(Ne3ceceee3)nc2
378 466 1)NO 200
COclcee2[nH]e(C)e(CC(=O)N[C@@H](CCCCCC(=0)NO)C(
379 468 =0)NCCc3c(-c4cccccd)[nH]c4cceee34)c2cl 200
380 469 0O=C(NO)clccc(CNCc2nc(-c3cccec3)no2)ccl 200
381 470 0=C(/C=C/clcccc(S(=0)(=0)c2ccec3cecec(F)e3n2)c1)NO 200
382 471 Cnlenc2ce(/C=C/C(=0)NO)ccc21 201
O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2c(F)cc(F)c(Cl)c2F)ce
383 473 1 201
384 474 COclccc(C(=0)NO)ccINCeleeec(Oc2ceccc2)cl 202
385 475 CCS/C(Ncleecee])=CACH#N)C(=O)N/N=C\clccc(CheelCl 202
386 476 0O=C(/C=C/clccc2c(cl)nc(CCcelecceec])n2Cclecenc] )NO 202
387 478 O=C(/C=C/clccc2c(cl)nc(C1CCCCC1In2CCCO)NO 203
388 479 Cclcec(C(=O)NO)ccINC(=0)clceeecl 204
CC[C@H](Nclncne2[nH]ene12)cInc2ccec(NCe3cee(C(=0)N
389 480 0)cn3)c2c(=0)nl-clceeccl 204
CC(C)CCN(CCCCCCC(=0)NO)clnce(C(=O)NCCCn2cenc2)s
390 481 1 204
391 483 0O=C(NO)clccc(NC(=0)c2ccc(C3CCCCC3)cc2)ccl 208
392 484 CCN(cleec(C(=0)NO)cc1)S(=0)(=0)clcecc(C(F)(F)F)cl 209.4277919
393 485 O=C(NO)clccc(NC2CCN(c3cceee3)C2=0)ccl 210
394 486 0O=C(NO)clcccc(C(=O)NCc2cccee2)cl 210
395 488 O=C(NO)clccc2e(c1)CCINS(=0)(=O)clccc(F)cclF)CC2 210
396 489 CCOclcec(C2c3ccccc3CCN2CCC(=0)NO)ccl 210
397 490 C#HCCN(C)Ccleecc(NC(=0)CCCCCCC(=O)NO)cl 210
CCI[C@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)OC)C]
C@@H](C)C2=NCCN3C(=0)O[C@@]1(C)[C@H]3[C@H]2
398 491 C 210
399 493 O=C(CCCCCCC(=0)NclccceclCNICC[C@H](O)CI)NO 211
400 494 COclcec(C(=0)NO)ccINC(=0O)clccccclCl 211.16
401 495 N[C@@H](CCCCCC(=0)clcconl)clcen(-c2ccc(F)ec2)nl 212
COclcee(NC(=0)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
402 496 O0)[C@@H]2CCCN2C(=0)OC(C)(C)C)ccl 212
O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2c(F)c(Clc(F)c(Cl)c2
403 498 F)ccl 214
404 499 O=C(NO)clccc(Cle(NC(=0)c2ccec(OCc3eccece3)e2)el 214.4
CC(C)(C)el[nH]c2cccee2c [C@H]1CCCN(Ce2eec(/C=C/C(=
405 500 O)NO)cc2F)C1 217
COclcce(-
c2nc(N3CCOCC3)c3nc(CN(C)cdnee(C(=0)NO)cnd)n(C)c3n2)
406 501 cnl 217
407 503 O=C(clccc(-c2nc(COc3cee(-c4nncod)ce3)no2)s1)C(F)(F)F 220
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408 504 CCOclcee(C(C)=0)ccINC(=0)clce(C(=0)NO)ccclCl 220

409 505 0O=C(NO)clccc(NC(=0)c2ccc(C(F)(F)F)ce2)ecl 220

410 506 CSclcec(C(=0)NO)ccINC(=0)clcee(-c2cceec2)ccl 220

411 508 0O=C(CCCCCCNclnn2c(=0)c3cc(Br)cce3nc2c2ccecc12)NO 222

412 509 0=C(NO)clccc(Cn2¢(=0)[nH]c(=0)c3cc(F)eccc32)ccl 222
CN(C(=O)CN(Ccle(F)e(F)c(F)c(F)c1F)S(=0)(=O)clccc(F)ccl)

413 510 cleec(C(=O)NO)ccl 224
CC(C)(C)clee(C(=0)N(CC2CC2)c2cecc(C(=0O)NO)ce2)cc(C(C)

414 511 (C)CO)cl 225

415 513 Ccleec(C(=0)NO)ccINCclcee(-c2cccec2)ccl 227

COclcce(-c2ce(-

416 514 c3cceee3)[nH]c2C(=0)Nc2ccec(CC(=0O)NO)c2)ccl 227
CC(CYC)OC(=O)N[C@@H](Cclcee(OCC(=0O)NO)ccl)C(=0)

417 515 Nclceeecl 227
O=C(/C=C/clccc(C(=O)NC(Cc2c[nH]c3cceec23)C(=0)Nc2cece

418 516 (Dec2)cc)NO 229.2
CC[C@H](O)[C@@H]INC(=0)[Ca@@H](Cc2ccc(OC)cc2)NC
(=O)[C@H](CCCCSCC(=0)C(F)(F)F)NC(=0)[C@H]2CCCN2

419 518 C1=0 230

420 519 CN(C)cleee(C(=0)N/N=C/c2ccc(C(=0)NO)cc2)ccl 230

421 520 CCOclcee(C(=0)NO)cc INC(=0)clcee(ClyeclCl 230
COC(=O)[C@@H]1Cc2cccc(c2)C[C@H](INC(C)=0)C(=O)N[

422 521 C@@H](CCCCCC(=0)NO)C(=O)N1 231

423 523 CC(C)Ccelnc2ec(/C=C/C(=0)NO)ccec2n1CCcleccenl 234

424 524 O=C(/C=C/clccc(/C=N/OCCN2CCOCC2)ccl)NO 235

425 525 COcleccc(C(=0)Nc2ce(C(=0)NO)cee2Cleel 235.6

426 526 O=C(/C=C/cleccc2c(c1)NCN2CCC1=CCCC=NI1)NO 237

427 528 0O=C(CCCCCCNclnn2c(=0)c3cc(Cl)ecce3nc2c2ccecc12)NO 239

428 529 COclccc(C(=0)NO)ccINC(=0)clcee(Cleel 239.7
N=C(N)NCCC[C@@H]INC(=0O)C[C@H](Cc2ccc(O)cc2)NC(
=0)[C@H](CC(=0)O)NC(=0)[C@H](CCCCCC(=O)NO)NC1

429 530 =0 240
C=C(clcc(OC)c(OC)c(OC)cl)clcee2e(cl)e(/C=C/C(=O)NO)cn

430 531 2C 240

431 533 O=C(CCCCCC(clc[nH]c2cceccl2)clc[nH]c2cceec12)NO 240
O=C(NO)clccc(CN(Cc2ceecc2F)S(=0)(=0)c2ce(F)c(F)c(F)c2

432 534 F)ccl 241
O=C(/C=C/clecc(C(=O)NC(Cc2c[nH]c3cceec23)C(=0O)Ne2ece

433 535 (Chee2)ec1)NO 243.1

434 536 CC(C)(O)cleec(C(=0)Nc2ceee(C(=0O)NO)cc2)cecl 245

Cclc(NC(=O)NCCN2C(=0)S/C(=C\c3cce([N+](=0)[O-

435 2041 Dee3)C2=0)c(=0)n(-c2cccec2)nlC 245

436 538 Ccleec(C(=0)NO)ccINCCCclceecccl 248

437 539 O=C(/C=C/C1CCN(CCc2¢c[nH]c3ccccc23)CCI)NO 250
CC[C@H](Nclnene2[nH]enel2)clne2cecc(NCe3cee(C(=0)N

438 540 0)cc3)c2e(=0)nl-clcccccl 250
CN1C(=0)C2CN(Cc3c2c2cccec2n3Cc2ecc(C(=0)NO)cc2)Cl=

439 541 O 250
CC(CY(C)Oclcee(C[C@@H]2C(=0)Nc3ceccee3N2Ce2ecc(C(=

440 543 O)NO)cc2)ccl 250

441 544 0O=C(/C=C/clccc2c(cl)nc(CCelceecc] )n2CCCO)NO 251
O=C(CCCCC[C@H](NC(=0)C1CCCNC1=0)C(=0O)Nclcccecc

442 545 1)NO 251

443 546 O=C(NO)clccc(CN2CC3(CCCCC3)c3cccce32)ccl 253

444 548 0O=C(/C=C/clccc2c(cl)nc(CCelceccc] )n2CCNICCCCC1)NO 254

445 549 0O=C(NO)clccc(Cle(NCc2cceee2)cl 254
CCCCCCCC(=0)SCC/C=C(\F)[C@@H]1CC(=0O)NCc2nc(cs2)

446 550 C2=N[C@@](C)(CS2)C(=O)N[C@@H](C(C)C)C(=0)01 255
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O=C(NO)clcce(Cn2c(=0)n(CCc3ccccce3)c(=0)c3ccecc32)c(F)

447 551 cl 255
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=
448 553 O)C[C@@H](/C=C/CCS)NC1=0 255.3
449 554 COclceccel-clene(C(=0)NCCCCCCC(=0)NO)s1 255.89
450 555 Ccleee(C(=0)NO)ccINCclcceeeel 260
451 556 0O=C(NO)clccc2c(c1)CC(Nelneee(-c3cec(F)ee3)n1)CC2 260
Cclcec(CN2CCC(e3noc(CN(C)cdnec(C(=O)NO)cn4)n3)CC2)c
452 558 cl 260
453 559 S=C1Sc2cce(Br)cc2C2=NCCN12 260
CN(CCOclno[n+]([O-
454 2042 Dcl1S(=0)(=0)cleccecl)C(=0)clcec(/C=C/C(=0)NO)ccl 260
455 2043 CNCCOclno[n+]([O-]DeclS(=0)(=0)clcecceel 260
456 560 COclcce(-c2ne3cc(/C=C/C(=0)NO)ccc3n2CC(O)CO)ccl 262
CC[C@H](C)[C@@H](CN1Cc2cc(OCC(=0O)NO)ccc2C[C@H]
457 561 1C(=0)Nclcec(OC)ccl )NC(=0)OC(C)(C)C 263
458 563 CC(C)(C)cleec(C(=O)N(Cc2ccc(C(=0)NO)cc2)C2CC2)ccl 269
459 564 COclccc(NC(=0)c2cc(C(=0)NO)ccc20C)ccl 270
Nclnce(-
460 565 c2nc(N3CCOCC3)c3cen(CCCCCCC(=0)NO)c3n2)enl 270
461 566 O=C(CCCCCCNC(=0)NC(=0)clcceccl )NO 270
462 568 O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2cc(F)c(F)c(F)c2)cel 273
463 569 CC(C)CCclc(OCCCCCCCC(=O)NO)cee(CCC(=0)NO)c10 279.5
464 570 N[C@@H](CCCCCC(=0)clcconl)clnec(-c2ccccc2F)[nH] 1 280
465 571 COclecce(N(C)e2ne(Chne3eccee23)ecl/C=C/C(=0)NO 280
466 573 COcleccc(C(=0)NO)cc1C(=0)Nelceee(Clel 280
467 574 O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2ccc(F)ec2)cel 281
468 575 0O=C(NO)clccc(Cn2¢(=0)[nH]c(=0)c3c(Cl)ceec32)ccl 281
469 576 CCN(C(=0)clece(C(C)(C)C)ecl)eleec(C(=O)NO)ccl 281
470 578 O=C(CCCCCCNC(=0)clnce(-c2cceec2)ol)NO 281.32
471 579 0O=C(CCCCCCclnc2cce(Br)cc2[nH]1)NO 282
472 580 CCclnc2c(Cc3cec(C(=0)NO)ce3)cccc2e(=0O)n1CCclcccecl 282
473 581 O=C(/C=C/clccc(CNC(=0)c2c(F)c(F)c(F)c(F)c2F)cc1)NO 283
474 583 O=C(CCCCCC10CCCCCCCOc2ccccc2NC1I=0)NO 286
475 584 Cclcee(C(=0)NO)cclINCclceeeclCl 286
COclcec([C@H2[C@H](COC(=0)CCC(=O)NO)C(=0)N2c2c
476 585 c(0C)c(0C)c(0OC)c2)cclO 288
COclec(OC)ec(N(CCNC(C)C)c2ecce3ncece(-
477 586 c4enn(CCOcScec(C(=0)NO)ccS)cd)nc3c2)cl 288
O=C(NO)clccc(CN2CCC(CN[C@@H]3C[C@H]3c3cccee3)C
478 588 C2)ccl 290
479 589 O=C(CCC(CCCC(=0O)Nclccceel)cleeeccl)NO 290
480 590 CCOclce(C)nc(NC2CCc3cec(C(=0)NO)cec3C2)nl 290
481 591 C#CCOclcce(/C=N/NC(=0)CCCCCCC(=0)NO)ccl 290
482 593 0O=C(NO)clccc(Che(NC(=0O)c2ccc(Clyec2)cl 292
483 594 CCS/C(Nclceeecl )=CACH#N)C(=0O)Nclcec(OC)ecl 295
484 595 O=C(/C=C/clccc2c(cl)nc(COCcleccec])n2CCelecenc] )NO 300
485 596 Ccleee(S(=0)(=O)Nc2cce(/C=C/C(=0)NO)cc2)ccl 300
486 598 0O=C(NO)clccc2e(c1)CC(Nelnece(-c3cccee3CHn1)CC2 300
487 599 O=C(/C=C/clccc(NS(=0)(=0)c2ccc(Cl)cc2Clycc )NO 300
488 600 O=C(NO)clccc2e(c1)CC(Nelneec(C(F)(F)F)n1)CC2 300
489 601 0=C(NO)clccc(Cn2¢(=0)[nH]c(=0)c3ccc(C(F)(F)F)cc32)ccl 302
490 603 0O=C(NO)clccc(Cn2¢(=0)n(CCc3ccccc3)c(=0)c3ccece32)cecl 309
491 604 0O=C(/C=C/clcce(-c2ccc(O)cc2)ccl)NO 309.1601527
CCI[C@H]1O0C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3ccee(-
c4cen(CCCCCCC(=0)NO)nn4)c3)[C@H]20)[C@@](C)(OC)C[
492 605 C@@H](C)C2=NCCN3C(=0)O[C@@]1(O)[C@H]3[C@H]2 310




15

C
493 606 O=C(/C=C/clccecc(-c2nc3ceece3n2CC2CCNCC2)ec1)NO 310
0O=C(CCCCC(=0)Nclcec2e(cl)/C(=C/clecc[nH]1)C(=0)N2)N
494 608 (0] 312
495 609 O=C(CCCCCCN(clcceenl)cleec2eccee2nl)NO 312
496 610 COCCCnlc(CCc2ccccc2)nc2ec(/C=C/C(=0)NO)ccc21 313
CCI[C@H]10C(=0)[C@@H](O)[C@H](O[C@H]2C[C@@](C
)(0O)[C@@H](0)[C@H](C)02)[C@H](O)[C@H](O[C@H]2
O[C@@H](C)C[C@@H](N(C)Cc3cce(-
c4cn(CCCCCCC(=0)NO)nn4)cc3)[C@@H]20)[C@@](C)(O)
497 611 C[C@H](O)CN(O)[C@@H](O)[C@H](O)[C@@]1(C)O 314
O=C(NO)clccc(CN(Cc2ccenc2)S(=0)(=0)c2cc(F)c(F)c(F)c2F)
498 613 ccl 316
O=C1CC[C@H](C(=O)N[C@@H](CCCCCS)C(=0)Nc2ccece(
499 614 C(F)(F)F)c2)N1 316
500 615 0O=C(NO)clccc(Cn2cc(CN3CCCC3)c3cecec32)ccl 316.23
501 616 0O=C(NO)clccc(F)c(NC(=0)c2cccec2)cl 317.8
CC[C@H](Nclncene2[nH]ene12)cInc2ccec(CNe3nec(C(=O)N
502 618 0)cn3)c2c(=0)nl-clcceccl 320
503 619 0O=C(CCCCCCNCclccc2eccec2e])NO 320
O=C(CCCCCCnlenc2c¢(N3CCOCC3)nc(-
504 620 c3ccec(CO)c3)nc21)NO 320
505 621 0O=C(/C=C/clccecc(-c2ccc(0)cc2)c1)NO 320
0O=C(NO)clcecc2e(c1)CC(Nclneece(-
506 623 c3ccc(N4CCOCC4)nc3)n1)CC2 320
507 624 0=C(NO)clccc(Cn2nne(-c3nccen3)n2)ccl 320
508 625 C#Cclnc(C(=O)NCCCCCCC(=0O)NO)csl 320
509 626 0O=C(NO)clccc(Cn2cc(Ce3ccccc3)c3cecec32)cecl 324
510 628 O=C(CCCCCN(CCCcleccecl)C(=O)NC(=0O)clcccecl )NO 328
511 629 O=C(/C=C/clccc2c(cl)nc(CCclcecce]l )n2CCcelecenc )NO 329
512 630 CH#HCCN(C)CCCOclecc(NC(=0)CCCCCCC(=0)NO)celCl 330
513 631 COclcee(COC(CCCCCC(=0)NO)C(=0O)Nc2cecee2)ccel 331
CC[C@H](C)[C@@H](CN1Cc2cc(OCC(=O)NO)cec2C[C@H]
514 633 1C(=0)Nclcee(OC)ccl )NC(=0)CC(C)(C)C 333
515 634 O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2cc(F)c(F)e(F)c2F)ccl 334
516 635 CNC(=0)CCCCCCCnlnc(-c2ccc3oc(N)ne3c2)c2¢(N)nene2 1 334
517 636 Ccleec(C(=O)NO)ccINCcle(ClyeeeclCl 335
COclcc(-
518 638 c2nc3cc(/C=C/C(=0)NO)ccc3n2CC(0O)CO)cceclOCclcceecl 336
519 639 O=C(CCNI1CCc2ccccc2Clclcecec(C(F)F)F)c ) )NO 340
520 640 C=C(clccc(OC)c(/C=C/C(=O)NO)cl)clec(OC)c(OC)c(OC)cl 340
0O=C(NO)clccc(CNC(=0O)c2[nH]c(-c3ccc(O)ce3)ec2-
521 641 c2cesc2)ccl 340.1
522 643 O=C(NO)clccc(C(F)(F)F)c(NC(=O)c2cceec2)cl 342.2
COclce(/C=C2\SC(=O)N(CCNC(=0O)Nc3c(C)n(C)n(-
523 644 c4cecec4)c3=0)C2=0)cc(0C)c10C 344
524 645 O=C(/C=C/clccc2c(cl)nc(-clcceen )n2CC(O)CO)NO 344
COclcee2e(c])e(CC(=0)NCCCCCC(=0)NO)c(C)n2C(=0)clc
525 646 cc(Cl)eel 345
526 648 O=C(CCCCCC(=0O)NCCCNIc2cceec2CCe2ecec(Clycc21)NO 345
O=C(/C=C/clccc2c(c1)NC(CCclcceec])N2CCNICCOCCI)N
527 649 O 345
528 650 Cclcee(-¢2ne(CNe3cec(C(=0)NO)cc3)n(-c3cccec3)n2)s 349
CC(C)(C)OC(=O)NCCCC[C@H](NC(=0)OC(C)(C)C)C(=O)N
529 651 1CC2(C[C@H]1C(=0)NCCCCCC(=0)NO)SCCS2 350
530 653 CCCCCNNC(=O)clcee(-c2ccc(CNC(C)=0)cc2)ccl 350
531 654 O=C(NO)clccc2c(c1)CCINS(=0)(=0)clcccc(F)c1)CC2 350
532 655 0O=C(NO)clccece(-c2en(Cc3ccececc3)nn2)cl 350




16

O=C(CCCCCCN(Cclccc(F)cel)clnee(C(=O)NCCCn2ccnc2)sl

533 656 NO 351
CN(C)CC(C)(C)Cnle(CCc2ceccec2)nc2ec(/C=C/C(=0)NO)cec2

534 658 1 353
CC[C@H](Nclncene2[nH]enel2)c1ne(CCCCCC(=0)NO)c2cce

535 659 cc2nl 353
0O=C(/C=C/clccc(C(=O)NO)ccl)N[C@@H](Cclc[nH]c2cccce

536 660 12)C(=0O)Nclcce(Br)ccl 354.2
COclcce(Cn2c¢(CCce3cccec3)ne3cc(/C=C/C(=0)NO)cce32)cc(O

537 661 C)c10C 355
CCCCCCCC(=0)SCC/C=C/[C@@H]1CC(=0)NCc2nc(cs2)C2

538 663 =N[C@@](C)(CS2)C(=O)N[C@@H](C(C)C)C(=0)01 357.9944134

539 664 CCCCNNC(=0)clcee(-c2ccc(CNC(C)=0)cc2)ccl 360
Ccleece(NC(=0)[C@H](CCCCCS)NC(=0)[C@@H]2CCCC(=

540 665 O)N2)ccl 360

O=C(NO)[C@@H]1[C@H](c2cccee2)[C@H]1clcee(-

541 666 c2cnco2)cel 360

542 668 O=C(/C=C/clccc2c(cl)nc(CCceleeccec])n2Ccleececenl )NO 366
O=C(NO)clccc(CN(Ce2cec(F)ec2)S(=0)(=0)c2c(F)c(F)c(F)c(

543 669 F)c2F)ccl 367
O=C(NO)clccc2e(cl)CC(NS(=0)(=0)clccee(C(F)(F)F)c1)CC

544 670 2 370
CC[C@H](O)[C@@H]INC(=0)[C@@H](Cc2ccc(OC)cc2)NC
(=O)[C@H](CCCCCC(=0)C(F)(F)F)NC(=0)[C@H]2CCCN2

545 671 Ci1=0 370

546 673 N#Cclcec2e(c1)SC(=S)N1ICCCN=C21 370

547 674 CN(C)Ccle(C(=O)NCCOc2ccc(C(=0)NO)cc2)oc2cceccl2 370

548 675 O=C(NO)clccc(Cn2c(=0)[nH]c(=0)c3cc(Br)cce32)ccl 371

549 676 O=C(CCCCCCS)NCclcce(C(F)(F)F)ccl 373

550 678 O=C(NO)clcec(CC(=O)N(CCO)C(=0)Cc2ccccc2)cecd 376

551 679 O=C(NO)cleccc(CN(C2CC2)S(=0)(=0)c2c(F)c(F)cc(F)c2F)ccl 378

COc1ce(OC)c2c(N3CCN(C)CC3)nc(-

552 680 ¢3cc(C)c(OCCCCCC(=0)NO)c(C)c3)nc2cl 378.2

COcleccc2c1C(=0)cle(0)c3e(c(0)c1C2=0)C[C@@](O)(C(C)
=0)C[C@@H]30[C@H]1C[C@H](NCc2ccc(-

553 681 c3en(CCCCCCCC(=0)NO)nn3)cc2)[C@H](O)[C@H](C)O1 379
COclcec2[nH]ee(Cn3ec(COc4cec(/C=C/C(=0)NO)cc40C)nn3

554 683 )c2cl 380

CN1CCC(C(=O)N[C@@H](CCCCCC(=0)c2nces2)c2nece(-

555 684 c3cec(F)ec3)[nH]2)CCl1 380

556 2045 0O=C(NO)clccc(CNCc2nc(-c3ccc([N+](=0)[O-])cec3)no2)ccl 380
CC[C@H](Neclncene2[nH]enel2)cInc2ccec(CCCCC(=0)NO)c2

557 685 c¢(=0)nl-clcccecl 385

558 686 COclcee(S(=0)(=O)NC2CCc3ccc(C(=0)NO)cec3C2)cc10C 390
COclcec2ce(C(=0)c3cc(0OC)c(0OC)c(0OC)c3)en(Ce3cec(C(=0)N

559 688 O)cc3)c2cl 390

560 689 O=C(CCNI1CCc2ccccc2Clclceec2eccec12)NO 390

COC(=0)Cclc(C)n(Cc2cce(-

561 690 c3en(CCCCCCCC(=0)NO)nn3)cc2)c2eec(OC)ecl2 394

562 691 Cclec2cecccc2nlCeleec(C(=0)NO)ccl 397

563 693 CN(C)Cclen(Ce2eec(C(=O)NO)cc2)c2eccecl2 398.11

564 694 Cnlcnccl-clen(Ce2cee(C(=0)NO)cc2)c2cccecl2 398.11
COclec2een(CCOc3cec(NC(=0)CCCCCCC(=0)NO)cc3)c2ec

565 695 10C 398.3

566 696 0=C(Ccleccc(CCCCc2cccc(C(F)(F)F)c2)cc1)NO 400

CCNI1CCC[C@@H](n2¢(-c3ccecc3)ne(C)c2-

567 698 c2ccec(/C=C/C(=0)NO)c2)Cl1 400

568 699 O=C(CCCCCCCNC(=0)clc(-c2ccec(0)cc2)sc2ec(O)ecc12)NO 400

569 700 O=C(/C=C/clcccc(-c2nc3cccec3n2CCN2CCOCC2)c)NO 400
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O=C(NO)clcce(Cn2c(=0)n(CCc3cccec30)c(=0)c3ceccc32)ce
1

570 701 400
COclce(OC)c2¢(N3CCS(=0)(=0)CC3)nc(-
571 703 c3cc(C)c(OCCCCCC(=0)NO)c(C)c3)nc2cl 403.5
572 704 O=C(CCCCCCCNC(=0O)NC(=O)clcceeccl)NO 405
O=C(CCCCCCC(=0O)Nclccee(-

573 705 c2cnnn2CC(0O)c2ccce(Br)c2)c1)NO 406

574 706 O=C(NO)clccc(CNc2ncee(-c3ccenc3)n2)ccl 410

575 708 0O=C(Cclccc(CCCCc2ccc3[nH]ccc3c2)cc1)NO 410
CCN(clece(C(=0O)NO)ccl)S(=0)(=0)clcc(C(F)(F)F)cc(C(F)(F

576 709 )F)cl 410.4582805
O=C(NO)clccc(CN(Cc2ccee(F)c2)S(=0)(=0)c2cc(F)ce(F)c(F)e

577 710 2F)ccl 412

578 711 O=C(/C=C/clccc2c(cl)ncn2Cclcccec])NO 412

579 713 0O=C(NO)clccc(Cn2ccc3ccceec32)cecd 417
O=C(NO)clcec(CN2c3ccccc3ANC(=0O)[C@H]2Cc2ccc(F)c(F)c2

580 714 )eel 420

581 715 O=C(NO)clcccc(C(=O)NCCc2ccenc2)cl 420

582 716 CCCCCCC(CCCC(=0)NO)CCC(=0O)Nclceeccl 420
CC(C)clee(C(=0O)N2Cc3cce(NCce4cee(C(=O)NO)ccd)ee3C2)e(

583 718 O)cclO 420

584 719 O=C(/C=C/C1CCN(Cc2cccc3ccecec23)CCINO 420
O=C(/C=C/clccc(CN(C(=0)c2c(F)c(F)c(F)c(F)c2F)C2CC2)ccl

585 720 NO 420

586 721 Cclnc2¢(/C=C/C(=0)NO)cccc2c(=0)nl-clcecccl 420

CC(CNC(=0)clcce(/C=C/C(=0O)NO)cc1)Oclno[nt+]([O-

587 2046 DelS(=0)(=0)clcecccl 420

588 723 CN(C)CCclen(Ce2cee(C(=0)NO)cc2)c2cecccl2 422
CC(C)clec(C(=0)N(C)c2ccc(NC(=0)CCCCCCC(=0O)NO)ce2)

589 724 c(O)cclO 422
O=C(/C=C/clccc(C(=O)NC(Cc2c[nH]c3cccec23)C(=0)Nc2cce

590 725 (Br)cc2)cc1)NO 423.1
O=C(NO)clcce(Cn2e(=0)n(CCc3cccc(F)c3)c(=0)c3cceec32)e

591 726 cl 429

COclcee(-

592 728 c2nc(NC(=0O)NCCC(=0)NO)cc3c2[nH]c2cccec23)ecl 430

593 729 O=C(NO)C1=CCCCC1 431

594 730 O=C(CCCCCCC(=0O)Nclccee(-c2ennn2Cc2ccccc2)c )NO 433

595 731 CCOclcec(C(=0)Nc2ec(C(=0)NO)ccc20C)ccl 438.4

O=C(CCCCCCC(=0O)Nclccee(-

596 733 c2cn(CC(O)c3ccce(Br)c3)nn2)c1)NO 440

597 734 0O=C(NO)clccc2c(cl)ne(CCcleccec] )n2CCCO 441

598 735 O=C(/C=C/clccc(CNCc2ccc3ccccc3n2)ec1)NO 442
COclcec(C(=O)NO)cc1S(=0)(=O)Nclcec2e(cl)ce(C)e(=0)n2

599 736 C 443

600 738 O=C(NO)clccc(Cle(NC(=0O)c2ccec(Oc3cccee3)c2)cl 448.6

601 739 O=C(NO)clccc(Cl)e(NC(=0)c2cce(-c3cccec3)cc2)cl 450
O=C1CCC[C@@H](C(=O)N[C@@H](CCCCCS)C(=0)NC2C

602 740 CCC2)N1 450

603 741 COclcee(C(=0)CCCCCCC(=0)NO)ccl 450

604 743 0=C(CCnlc(=0)n(CCc2ccccc2)c(=0)c2ccccc21)NO 454

605 744 0=C(/C=C/clcce(Cc2ecc(0)c(Cl)e2)ecl)NO 460

O=C(/C=C/clccc(C(=O)NCCCOc2no[n+]([O-

606 2047 1e2S(=0)(=0)c2cccec2)ccl)NO 460

607 745 CCC/C=C/clc(-c2cceec2)nnn] [C@@H](Ccleceee1)C(=0)NO 464

608 746 Cclcc2ee(NS(=0)(=0)Cc3ccec(C(=0)NO)c3)cee2n(C)ec1=0 465

609 748 O=C(CCCCCCnlce(-c2nenc3[nH]cec23)enl)NO 469

610 749 O=C(NO)clccc2e(c1)CCINS(=0)(=0)cleccc(Clc(Clhe1)CC2 470
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611 750 0=C(/C=C/clccccclOclc(Cl)ccecCIHINO 470
612 751 O=C(/C=C/C1CCN(Cc2cccc(Cl)c2)CC1)NO 470
COclec(C(=O)NO)cccICN(C(C)C)S(=0)(=0)clcc(F)c(F)e(F)e
613 753 IF 474
614 754 0O=C(NO)clccc(CN(CCCCO)C(=0)Nc2cceee)cecl 478
615 755 0O=C(NO)clccc2e(c1)CC(Nelneee(-c3encdeccecdce3)nl)CC2 480
616 756 CC(C)(C)cleee(C2e3ccecc3CCN2CCC(=0)NO)cecl 480
617 758 COclecec(C(=0)NO)ccINCclcee2eeccc2nl 481
[N-]=[N+]=NCclcc(N=[N+]=[N-
Dec(C(=0)Nc2cee(Cn3ec(NC(=0)CCCCCCC(=0)NO)cn3)cc2
618 2048 )cl 487
CCN(CC)Cclcee(Cn2e(=0)c(0OCc3ccc(C(=0)NO)ce3)e(-
619 759 c3ccenc3)c3cccec32)ccl 490
620 760 NCclece(NC(=0)N(CCCCO)Cc2ccc(C(=0)NO)cc2)ccl 498
621 761 O=C(CCCCCCC(=0)clceccc] )NO 500
622 763 S=c1[nH]cc(-c2cencc2)[nH]1 500
COclcee(NC(=0)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
623 764 0)CCc2ccccc2)ccl 502
624 765 0O=C(NO)clcc(F)c(Cn2nne(-c3nccen3)n2)c(F)cl 504
625 766 CCN(C(=0)clecc(C(=0)NO)ccl)elecee(C(CYC)CO)cel 508.7573095
626 768 O=C(NO)clcce(-c2cnnn2CC23CC4CC(CC(C4)C2)C3)s1 510
627 769 COclcec(C(=0)NO)ccINC(=0)Cclcceeel 512.2
COclcee(NC(=0)[C@@H]2Cc3ccc(OCC(=O)NO)cc3CN2C(=
628 770 0)CNC(=0)OC(C)(C)C)ccel 514
COclcec(/C=C2\SC(=0O)N(CCNC(=0)Nc3c(C)n(C)n(-
629 771 c4cecec4)c3=0)C2=0)ccl 517
630 773 COclence(-c2ecenc(NC3CCc4cecc(C(=0)NO)cc4C3)n2)cl 520
Cclcce(-c2ec(C(=O)NCCCCCCC(=0)NO)nn2-
631 774 c2ccc(S(N)(=0)=0)cc2)ccl 520
632 775 S=C1Sc2ccec(Br)c2C2=NCCCN12 520
633 776 Cclence(-c2cenc(NC3CCe4cec(C(=0)NO)cc4C3)n2)cl 520
634 778 Cclecce(NC(=0)CCCCCCC(=0)NO)cl 523
COclcecec1CCnle(=0)c2ccece2n(Ce2eec(C(=0)NO)cc2)cl=
635 779 O 525
636 780 0O=C(CCCCCCC(=0O)Nclccee(-c2ecnnn2Cc2ccc(F)ec2)c1 )NO 529
C[C@H](NC(=O)[C@H](CC(=O)NCC(C)(C)C)NC(=O)clcce(
637 781 C(=0)NO)cc1)C(=0O)NCclccceel 530
CC(C)C[C@H]ICC(=O)N[C@@H](Cc2ccecc2)C(=O)N[C@
@H](CCCCCC(=0)O)C(=0)N[C@@H](Cc2ccce3ceccc23)C(
638 783 =0)N1 530
O=C(/C=C/clccc(CNCCCN2c3cceee3CCe3ecc(Cl)ec32)ecl)N
639 784 0] 533
640 785 O=C(CCCCCCNC(=0)clc(-c2ccc(0)cc2)sc2ec(O)cecc12)NO 536.2835071
641 786 O=C(/C=C/clccc2e(cl)nc(-clcesc1 )n2CCCO)NO 537
642 788 S=C1Sc2ccc(Cl)cc2C2=NCCCN12 540
CC(C)(C)OC(=0)nlenc(C[C@@H]2NC(=0)[C@]3(C)CSC(=
643 789 N3)c3csc(n3)CNC(=0)C[C@@H](/C=C/CCS)OC2=0)cl 540
Cclcee(-c2cc(C(=O)NCCCCCC(=O)NO)nn2-
644 790 c2cce(S(N)(=0)=0)cc2)ccl 544
CN1C(=O)CC[C@@H]1C(=ON[C@@H](CCCCCS)C(=0O)Nc
645 791 Iceececl 545
646 793 O=C(CCCCCCNCclcce(-c2ccccc2)s1)NO 550
CCN(CC)Cclcee(Cn2e(=0)c(OCc3cec(C(=O)NO)ce3)e(-
647 794 c3cceee3)c3cecee32)cecd 550
648 795 CCN(C(=0)clcccecl C(F)(F)F)cleee(C(=0)NO)ccl 550.3308096
649 796 O=C(CCCCCCC(=0)Nclccee(-c2en(Ce3ccc(F)ee3)nn2)cl)NO 552
650 798 COclcec(C(=0)NO)ccl1CNelceee2e(cl)ec(C)e(=0)n2C 555
651 799 CCCNNC(=0)clcece(NC(=0)[C@H](Ce2c[nH]e3ceccc23)NC( 557.3
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=0)c2ccc(0C)cc2)ccl
COclcce(-c2cc(-
652 800 c3cceee3)[nH]c2C(=0)NCc2ccc(C(=0)Nc3cceee3S)cc2)ccl 559
653 801 Cclec2ec(NS(=0)(=0)c3cc(C(=0)NO)ccc3Clcee2n(C)e1=0 560
CC12CC3CC(C)(C1)CC(NS(=0)(=O)clccee(/C=C/C(=O)NO)
654 803 c1)(C3)C2 562
655 804 Oclceen(CCCCCCCn2cc(-c3cccce3)nn2)c1=S 565.2114649
656 805 O=C(NO)clccc(NC(=0)c2ccc(F)ec2)cecl 567
COclccce(-
657 806 c2nc(NC(=O)NCCCC(=O)NO)cc3c4cceecdn(C)e23)ccl 570
658 808 CN(C(=0)CN(C)S(=0)(=0)clcec(F)eel)eleee(C(=0)NO)ccl 573
659 809 Ccl[nH]c2ccccc2c1/C=C/clcccccl-clecc(/C=C/C(=0)NO)ccl 580
CCIC@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3cece(-
c4cn(CCCCCCCC(=0)NO)nn4)ce3)[C@H]20)[C@](C)(OC)C
[C@@H](C)C2=NCCN3C(=0)O[C@@]1(C)[C@H]3[C@H]2
660 810 C 580
O=C(COclccc2e(c1)CN(C(=0)OCclcceecl)[C@H](C(=O)NC
661 811 Cclcceecl)C2)NO 580
662 813 Nclnc2nee(CNe3eee(C(=0)NO)ce3)nc2c(=0)[nH]1 581
663 814 0O=C(NO)clcccc(NC(=0)c2cceec2)cl 582
664 815 0O=C(NO)clccc2eccee2nl 582.3
Cclee(F)ee(C)el1Ocleee(C(C)(C)O)ecel -
665 816 clen(C)e(=0)c2[nH]c(C(=O)NCCCCCCC(=0)NO)ccl2 583
666 818 CCOclcee(C(C)y=0)ccINC(=0)cleccc(C(=0)NO)cl 590
C#Cclccee(Ne2nenc3ceec(S(=0)(=0)ndcee(/C=C/C(=0O)NO)c4
667 819 )ce23)cl 590
668 820 CCclnc2cec(/C=C/C(=0)NO)ccc2c(=0)n1CCclcec(OC)ccl 594
669 821 O=C(NO)clccc(CN2CCCc3ccenc32)c(F)cl 597
CC(C)C[C@H](NC(=0)OC(C)(C)C)C(=O)N1CC2(C[C@H]1
670 823 C(=O)NCCCCCC(=0O)NO)SCCS2 600
CC(C)clee(C(C)C)e(C(C)C)ecl1CS(=0)(=0O)Nclcee(/C=C\C(=
671 824 O)NO)ccl 600
672 825 CC(CCCCCC(=0)clcee2ececec2e)C(=O)NOCCCCC(=0)NO 600
673 826 0O=C(/C=C/clccc(NS(=0)(=0)c2ccc(OC(F)(F)F)cc2)cc1)NO 600
674 828 S=C1Sc2ccec(Cl)c2C2=NCCN12 600
675 829 O=C(/C=C/clccc2c(=0)n(CCc3ccccc3)enc2ec )NO 600
676 830 CC(C)Cclnc2cc(/C=C/C(=0)NO)ccc2n1CCclccceel 601
677 831 N[C@@H](CCCCCC(=O)clcconl)clec(-c2eccec2F)onl 603
CC[C@@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@]
(C)(O0)[C@H](0)[C@@H](C)02)[C@Q@H](O)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3ceec(-
c4cn(CCCCCC(=0)NO)nn4)c3)[C@H]20)[C@](CYO)C[C@
678 833 @H](OCN(O)[C@H](O)[C@@H](O)[C@]1(C)O 604
CC(C)C[C@H]ICC(=O)N[C@@H](CCCNC(=N)N)C(=O)N[C
@@H](CCCCCC(=0)0)C(=O)N[C@@H](Cc2cccec3cccec23)
679 834 C(=O)N1 607
680 835 O=C(CCCCCNC(=0O)NC(=0)clcccccl)NO 608
681 836 Cclnc2ccc(/C=C/C(=0)NO)cc2¢(=0)nl-clceeccl 609
682 838 0O=C(CCCCSclnc(-c2ccc(-c3ccece3)cc2)cc(=0)[nH]1)NO 610
683 839 0=C(Cclccc(CCCCc2ccccc2C(F)(F)F)cc1)NO 610
684 840 0O=C(/C=C/clccc(NC(=0)C(Cc2ccccc2)c2cccec2)enl)NO 610.6659394
685 841 CCCCN(Cclcee(C(=0)NO)cc1)C(=O)Nclcee(CN)ccel 614
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](O)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCCCC(=0)NO)nn4)ce3)[C@H]20)[C@](C)(OC)
C[C@@H](C)C2=NCCN3C(=0)O[C@@]1(C)[C@H]3[C@H]
686 843 2C 620
687 844 O=C(CCCCCCNCclcc2ccecc2[nH]1)NO 620
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688 845 O=C1CCSc2ccc(C(=O)NO)cc2N1 620
O=C(CCCCCNI1C(=0)c2cccc3c([N+](=0)[O-

689 2050 Deee(e23)C1=0)NO 620

690 846 CC(O)(O)eleee(S(=0)(=O)NCc2ccc(C(=0)NO)cc2)ecl 622

691 848 0O=C(NO)clccec(C(=O)NOCc2ccc(Clcc2Clel 630

692 849 CCCCclnc2cc(/C=C/C(=0)NO)cec2nl CCN(CC)CC 630
CC(C)(C)OC(=O)N(Ccelece(C(C)(C)C)ecl)elece(C(=O)NO)ce

693 850 1 635

694 851 0O=C(NO)clccc(CNc2ccee3nceee23)ecl 636

695 853 O=C(NO)clccc(CN2c3ccecc3INC(=0)[C@H]2CCc2ccccc2)ccl 640

696 854 O=C(CCCCCC10CCCCCOc2ccccc2NC1=0)NO 643
CCIC@H]10C(=0)[C@@H](O)[C@HI(O[C@HI2C[C@Q@](C
NOO)[C@@H](0)[C@H](C)O2)[C@H](O)[C@H](O[C@H]2

O[C@@H](C)C[C@@H](N(C)Cc3cce(-
c4en(CCCCCC(=0)NO)nn4)cc3)[C@@H]20)[C@@](C)(O)C[

697 855 C@H]J(O)CN(O)[C@@H](O)[C@H](O)[Ca@]1(C)O 644

698 856 COclcec(C(=0)c2ccc3e(cen3Ce3cec(C(=0)NO)cc3)c2)ccl 646

699 858 NC(=0)clcee2e(c1)CCCN2Ccleec(C(=0)NO)ccl 651

[N-]=[N+]=NCclcc(N=[N+]=[N-])cc(C(=O)Nc2ccc(-

700 2051 c3cc(C(=O)NCCCCCCC(=0)NO)no3)cc2)cl 651
CC(C)N(Ccleee(C(=0)NO)cc1)S(=0)(=0)clc(F)c(F)e(F)c(F)c

701 859 IF 653

702 860 0O=C(NO)clcccc(Cn2¢(=0)n(CCc3cccce3)c(=0)c3ccccc32)cl 653
COclcec(NC(=0)[C@H](Cc2ccc(OCC(=0O)NO)cc2)NCCe2ccc

703 861 cc2)ccl 660

COC(=0)Ccle(C)n(Cc2cce(-

704 863 c3en(CCCCCC(=0)NO)nn3)cc2)c2cec(OC)ccl2 672

705 864 CC(C)clec(C(=0)N2Cc3ccc(/C=C/C(=0)NO)cc3C2)c(O)cclO 675

706 865 O=C(NO)clccc2e(c1)CC(Neleee(Br)ecl)CC2 680

707 866 O=C(NO)clccc(NC(=0)c2cc(C(F)(F)F)cc(C(F)(F)F)c2)cecl 682

708 868 0O=C(NO)clccc(C(=O)Nc2cceee)cecl 689
O=CN(O)CCCCCC(C(=0O)Nclcnc2cccec2cl)C(=0O)Nclenc2cee

709 869 cec2el 690
CN1c2cce(F)ec2C(=0)N2CCc3c([nH]c4ccc(OCcScee(/C=C/C(

710 870 =0)NcbeceecbHN)cecS)ce34)C21 690

711 871 O=C(NO)cleccc(CN2c3ccece3INC(=0)[C@H]2Cc2cccs2)ccl 690

712 873 0O=C(CS)CCCCCCC(=0)Nclceceel 690
O=C(COclccc2e(c1)CN(C(=0)CCclecceel)[C@H](C(=0O)NC

713 874 Cclcceec])C2)NO 692

714 875 0O=C(NO)clccc(CNC(=0)c2c¢(F)c(F)e(F)c(F)c2F)ccl 696.9935437

Cclcce(-c2cc(C(=O)NCCCCCCCC(=0O)NO)nn2-

715 876 c2ccc(S(N)(=0)=0)cc2)ccl 697

716 878 O=C(/C=C/clcccc2ecccc12)NO 700
CCI12CC3CC(C)(C1)CC(NCcleece(NC(=0)CCCCCCC(=0O)N

717 879 O)c1)(C3)C2 703
COclcec2e(cl)c(CC(=O)NCCCCCCCC(=0)NO)c(C)n2C(=0)

718 880 clcee(Clyecl 707

CCI12CC3CC(C)(C1)CC(NC(=0)CCCCCCCCC(=O)NO)(C3)

719 881 C2 707

720 2052 [N-]=[N+]=Nclcce(-c2cc(C(=O)NCCCCCCC(=0O)NO)no2)ccl 707

721 883 CCCCCC[C@H](CCCCCC(=0O)Nclceeeel )C(=O)NO 710

722 884 O=C(CCCCCCclne(-c2ccecec2Chnol )C(F)(F)F 710
COclceec2c1C(=0)clc(0)e3c(c(0)c1C2=0)C[C@@](O)(C(C)

=0)C[C@@H]30[C@H]1C[C@H](NCc2ccc(-

723 885 c3en(CCCCCCC(=0)NO)nn3)cc2)[C@H](O)[C@H](C)O1 710
CC[C@@H]10C(=0)[C@@H]|(O)[C@H](O[C@H]2C[C@@]
(COOO)[C@@H](O)[C@H](C)02)[C@H](O)[C@H](O[Ce@

H]20[C@H](C)C[C@H](N(C)Cc3ccc(-
724 886 c4cen(CCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@@](C)(OC) 713
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CIC@H](O)CE0)[C@@H](O)[C@@H](O)[C@@]1(C)O0

CC(C)[C@H](NC(=0)0C(C)(C)C)C(=0)N1CC2(C[C@H]1C(

725 888 =0)NCCCCCC(=0)NO)SCCS2 720
0O=C(/C=C/clccc2c(cl)nc(CCelceccc] )n2CCCN1CCCC1=0)
726 889 NO 724
0O=C(/C=C/clccc(C(c2c[nH]c3ccecc23)c2e[nH]c3cceee23)cecl)
727 890 NO 730
O=C(NO)clcec(CN2c3ccccc3NC(=0)[C@H]2Cc2ccc(O)cc2)e
728 891 cl 730
COclcec2e(=0)n(CCc3ccece3)e(=0)n(Cc3cec(C(=0)NO)cc3)e
729 893 2cl 731
730 894 Nclcee(F)eccINC(=0)clcce(CNC(=0)/C=C/c2ccenc2)ccl 733
731 895 Nclnenc2clce(-clene3[nH]cee3¢1 ) nn2CCCCCCCCC(=O)NO 733
O=C(CCCCCCC(=O)Nclcce(-
732 896 c2cnnn2CC(O)c2ccce(Br)c2)ccl)NO 737
733 898 0O=C(NO)clccc(CN2C(=0O)CCc3cc(Br)cce32)ccl 743
CCCNI1CC(=O)N2Cc3c(c4ccececdn3Ce3cec(C(=0)NO)cee3)CC
734 899 2C1=0 747
CC[C@H]10C(=0)[C@@H](C)[C@H](O[C@H]|2C[C@@](C
NOOC@IO)NCN(CO)O)[C@H](CYO2)[C@H](O)[C@H](O[C
@H]20[C@@H](C)C[C@@H](N(C)Cc3ccc(-
c4cn(CCCCCCC(=0)NO)nn4)ce3)[C@@H]20)[C@@](C)(O)
735 900 C[C@H](C)CN(O)[C@@H](O)[C@H](O)[C@@]1(C)O 749
CCC(=0O)CCCCC[C@@H]INC(=O)[C@H](CCCNC(=N)N)N
736 901 C(=0O)CCN(CC(C)C)C(=O)CN(CCc2c[nH]c3cccec23)C1=0 750
COclec2een(CCCCOC3ccee(NC(=0)CCCCCCC(=O)NO)c3)c2
737 903 c(0C)c10C 752
738 904 COclcee(C(=0)c2ccc3e(cen3Ce3cec(C(=0)NO)cc3)c2)cc10C 756
739 905 O=C(/C=C/clcccccl)NO 759
0O=C(COclccc2e(c1)CN(C(=0)CCcleccee])[C@H](C(=O)Ncl
740 906 cceecl)C2)NO 759
741 908 0O=C(NO)clccc(NC2CCN(Cc3cceec3)C2=0)ccl 760
CC(C)(C)OC(=O)N1CCC[C@H]IC(=O)N1CC2(C[C@H]1C(=
742 909 O)NCCCCCC(=0)NO)SCCS2 760
743 910 CCCCCCCCclnc2cc(/C=C/C(=0)NO)ccc2n1 CCCO 763.4788799
744 911 CCclnc2cc(F)c(/C=C/C(=0)NO)cc2c(=0)n1CCclcceecd 766
745 913 0O=C(NO)clccc(Cl)e(NC(=0)c2cce(-c3ccececc3)cc2Clel 780
746 914 CCclnc(N)nc(N)cl-clcee(-c2en(CCCCCCC(=O)NO)nn2)ccl 780
CC[C@H](O)[C@@H]INC(=0)[Ca@@H](Cc2ccc(OC)cc2)NC
(=0)[C@H](CCCCCC(=O)C(F)(F)C(F)(F)F)NC(=0O)[C@H]2C
747 915 CCN2C1=0 780
748 916 O=CN(O)CCCCCCCC(=0O)Nclcec2eceec2el 780
COclec2ce(ccl-
749 918 clc(C)noclC)[nH]clnenc(NCCCCCCC(=0)NO)c12 784
CC[C@@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@]
(O(OO)[C@@](O)(CN(C)Ce3cce(-
c4en(CCCCCC(=0)NO)nn4)ce3)[C@@H](C)02)[C@@H](C)[
C@@H](O[C@@H]20[C@H](C)C[C@H](N(C)O)[C@H]20)
[C@)(CHO)C[C@@H](C)CN(O)[C@H](O)[C@@H](0)[C@]
750 919 1(C)O 786
751 920 CCOC(=0O)Nclccee(-c2csc(NC(=0)CCCCCC(=O0)NO)n2)cl 787
COclcc(-
752 921 c2nc3cc(/C=C/C(=0)NO)ccc3n2CCCO)cccl1OCclcccccd 790
CC(C)C)OC(=O)NCCC[C@@H]INC(=0)[C@]2(C)CSC(=N
753 923 2)c2csc(n2)CNC(=0)C[C@@H](/C=C/CCS)OC1=0 790
754 924 CC(/C=C/C(=0)NO)=C\[C@H](C)C(=0)clccc(N(C)C)ccl 790
755 925 O=C(NO)clccc(CN2CCCc3cc(-c4cc[nH]n4)cce32)ccl 792
756 926 0O=C(NO)clcce(Cn2c3c(cdcceccd2)COCC3)ccl 794.33
757 928 CC[C@H]10C(=0)[C@H](C)C(=0)[C@H(O)[C@@H](O[C 796.2
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@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCC(=0)NO)nnd)ce3)[C@H]20)[C@](C)(OC)C[C
@@H](C)C2=NCCN3C(=0)0[C@@]1(O)[C@H]3[C@H]2C

758 929 O=C(CCCCCCC(=0O)Nclcce(-c2en(Cce3ccc(F)ee3)nn2)ccl )NO 797
COclce(C(=0O)c2esc(-
759 930 c3ccc(NC(=0)/C=C/C(=0)Nc4cccccdN)ce3)n2)cec(OC)c10C 800
760 931 Cclcce(-c2cenc(NC3CCedecc(C(=0)NO)cc4C3)n2)ccl 800
O=CN(O)CCCCCC(C(=0O)Nclccc2nccec2el)C(=0O)Nclcee2ne
761 933 ccc2cel 800
762 934 CN(C)clccee(-c2cenc(NC3CCe4cec(C(=0)NO)cc4C3)n2)cl 800
763 935 Nclce(F)eecINC(=0)clcec(CNC(=0)/C=C/c2ccenc2)ccl 801.6280283
CCC(=0O)CCCCC[C@@H]INC(=0)[C@H]2CC23CCN(CCC
764 936 OCCCn2ccc4cc(cec4c2=0)-c2encl [nH]2)CC3 808
765 938 0O=C(NO)clccc(Cn2cnc(-c3cceec3F)n2)c(F)el 813
CC[C@H]10C(=0)[C@@H](C)[C@H]|(O[C@H2C[C@@](C
)(OO)[C@](O)CN(C)Cc3cee(-
c4cn(CCCCCCC(=0)NO)nn4)cc3)[C@H](C)O2)[C@H](C)[C
@H](O[C@H20[C@@H](C)C[C@@H](N(C)O)[C@@H]20
IC@@ICO)O)C[C@HN(C)CN(O)[C@@H](C)[C@H](O)[C@
766 939 @]1(C)0 817
767 940 CNI1CCc2c¢(c3cceec3n2Cc2ccc(C(=0)NO)cc2)Cl1 817.2153476
CC(C)C[C@H](NC(=O)CNC(=0O)clcecc(/C=C/C(=0O)NO)c1)B
768 941 10[C@@H]2[C@@H]3C[C@H](C[C@]2(C)O1)C3(C)C 819
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](O)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCCCCC(=0)NO)nn4)ce3)[C@H]20)[C@](C)(O
O)C[C@@H](C)C2=NCCN3C(=0)0[C@@]1(C)[C@H]3[C@
769 943 H]2C 825
770 944 O=C(NO)clccce(NC2CCCCC2)cl 830
O=C(NO)[Ca@@H]1[C@H](c2ccccc2)[C@H]1clce(Cl)c2e(cl)
771 945 0OCCO2 830
772 946 0O=C(NO)clccc2c(c1)CC(Nelneee(-c3ccene3)nl)CO2 830
773 2053 O=C(CCCCCCclnc(-c2ccec([N+](=0)[0-])c2)no1)C(F)(F)F 830
774 948 CCI12CC3CC(C)(CHCC(NC(=0)CCCCCCC(=O)NO)(C3)C2 831
775 949 Ccleee(C(=O)NOCCCCCC(=0)NO)cclC 833
776 950 COclcee2e(c])e(CCNC(C)=0)cn2Ccleec(C(=0)NO)ccl 834.8741702
777 951 CCN(CCO)Ccleee2ec(COC(=0)Nc3cec(C(=0)NO)cee3)cec2el 837
778 953 O=C(/C=C/clccc(NC(=0)Nc2ccc(Cl)cc2)ccl )NO 840
779 954 COclccc(C(=0)NO)cc1OCclcee(CheclCl 840
COclce2ce(cc10C)C(=0)C(CCICCN(Ce3ccc(NC(=0)CCCCC
780 955 CC(=0)NO)cc3)CC1)C2 842
O=C(NO)clccc(Cn2¢(=0)n(CCc3ccc(O)cc3)c(=0)c3cccec32)c
781 956 cl 845
782 958 O=C(NO)clccc2c(c1)CC(NS(=0)(=0)clccc(Cl)cecl)CC2 850
783 959 COclcce(-c2noc(CNCe3ccc(C(=O)NO)cc3)n2)ccl 860
784 960 COclcec(C(=0)NO)ccINCclceee2clocleccccl2 860
O=C(NO)clccc(CN(Cc2cce(F)cc2)S(=0)(=0O)c2cc(F)e(F)c(F)e
785 961 2F)ccl 860
O=C(CCCCCCCCC(=O)NCCCNI1c2ccecee2CCe2cec(Clyee21)
786 963 NO 864
CC(C)C[C@H]ICC(=O)NC(CYC)C(=O)N[C@@H](ccceec
787 964 (=0)O)C(=EON[C@@H](Cc2cecc3ceccc23)C(=0)N1 870
788 965 O=C(NO)[C@@H]1[C@H](c2cccec2)[C@H]1clccc2neenc2cel 870
CC(C)(C)OC(=O)N[C@@H](CO)C(=O)N1CC2(C[C@H]1C(=
789 966 O)NCCCCCC(=0)NO)SCCS2 870
COclcc(-
c2nc(NCe3cee(C(=0)NO)ce3)cc3c2[nH]c2eccee23)cc(OC)c10
790 968 C 875
791 969 CC(C)N(Ccleee(C(=O)NO)ee HC(=0)clc(F)e(F)e(F)c(F)clF 876
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CC[C@@H]10C(=0)[C@@H](O)[C@H](O[C@H]2C[C@@]
(O(OC)[C@@H](0O)[C@H](C)O2)[C@H](O)[C@H](O[Ce@
H]20[C@H](C)C[C@H](N(C)Ce3cce(-
c4en(CCCCC(=0)NO)nnd)ec3)[C@H]20)[C@@](C)(OC)C[C

792 970 @H](O)C(=0)[C@@H](O)[C@@H](O)[C@@]1(C)O 877
793 971 CC(O)C(C(=0)Nclcee(C(=0O)NO)ncl)clceeeel 882
794 973 CnlcecclC(=0)N1CCCc2cc(C(=0)NO)ccc2C1 890
795 974 CCclnc2cc(/C=C/C(=0O)NO)ccc2e(=0)n1CCclcecc(F)ecl 891
796 975 O=C(NO)clccc2e(c1)CC(Nelneee(-c3cec(Chne3)nl)CC2 900
797 976 O=C(NO)clcce(Cn2c3c(cdec(F)eecd2)CS(=0)(=0)CC3)ccl 900
798 978 O=C(CCCCCCS)NCclccee(0OCc2cccec2)cl 904
799 979 Cclcc2ee(NS(=0)(=0)c3cec(C(=0)NO)cc3)eee2n(C)c1=0 908
0O=C(NO)clcecee(S(=0)(=O)N[C@H](C(=O)Nc2ccccc2)c2ecee
800 980 c2)cl 910
801 981 CCCCS(=0)(=0)NC1CCc2ccc(C(=0)NO)cc2C1 910
802 983 Cclen(Ce2cecc(C(=0)NO)cc2)c2cccccl2 911
803 984 Oclceen(CCCCCn2cc(-c3ccccc3)nn2)cl=S 917
C[C@@]12Nc3cceec3[C@]1(0)CCN2Ccelece(/C=C/C(=0)NO
804 985 )eel 920
805 986 Cnlcc(CN2CCC(/C=C/C(=0)NO)CC2)c2cccec? ] 920
806 988 O=C(NO)clccc(NC(=0)c2ccc(N3ICCOCC3)cc2)cecl 921
COclece(NC(=0)[C@H](Cc2ccc(OCC(=0O)NO)cc2)NCCCe2c
807 989 ccee2)ecel 922
808 990 O=C(NO)clcc2c(ccl FYCCCINS(=0)(=0)clccec(Cl)el)C2 930
809 2054 O=C(NO)clccc2c(c1)CC(Nclcee([N+](=0)[O-])enl)CC2 930
810 991 Ncelecee(-c2ec(C(=O)NCCCCCCC(=0)NO)no2)cl 938
811 993 O=C(CCCCCCC(=0O)Nclccee(-c2ennn2-c2ccccc2)c1)NO 942
812 994 CCCCNclnc(Clhne2c1nen2Ccelecc(C(=0)Nc2cceee2N)ecel 948
813 995 O=C(CCCCCCclne(-c2ccecs2)no)C(F)(F)F 950
814 996 O=C(/C=C/C1CCN(Cc2ccc(Cl)cc2)CC1)NO 950
815 998 O=C(/C=C/clccc(C(F)(F)F)cc1)NO 954
COcleccc(C(=0O)NO)ccINCeleee(OCCCCC(=0O)Nc2cece3e(e2)e
816 999 ¢(C)c(=0)n3C)ccl 956
CC(C)Y(C)OC(=O)NCCCC(=O)N1CC2(C[C@H]1C(=O)NCCC
817 1000 CCC(=0)NO)SCCS2 960
818 1001 CCC(C(=0O)Nclcee(C(=O)NO)ncl)clecceel 964
O=C(CCCCCNC(=0)cleccc(NC(=O)NC(C(=O)Nc2ccec(C(F)(F
819 1003 )F)c2)c2ceccc2)ccl)NO 967
820 1004 CC1Sc2ccc(C(=0)NO)cc2NC1=0 970
821 1005 O=C(NO)clccc2e(c1)CCINS(=0)(=O)cleccec(Cl)c1)CN2 970
822 1006 O=C(NO)clccc(CN(C(=0)c2c(F)c(F)e(F)c(F)c2F)C2CC2)ccl 971
823 1008 C[C@@H](NC(=0O)clcecc(=S)n10)C(=0)O 980
O=C(NO)clcce(-
824 1009 c2cce3nenc(Nedeec(OCceSceec(F)e5)c(Clcd)c3e2)sl 980
825 1010 O=C(NO)clccc(Cn2nnnc2-c2cces2)ccl 984
CC[C@HIOC(=0)[C@H](O)[C@@H](O[C@@H]2C[C@](C
)(OO)[C@@](0)(CN(C)Ce3cce(-
c4cn(CCCCCC(=0)NO)nn4)cc3)[C@@H](C)02)[C@@H](O)[
C@@H](O[C@H20[C@@H](C)C[C@@HI(N(C)O)[C@@H
12O)C@ICHOOC[C@@H](C)C=O)[C@H](C)[C@H](0)[C
826 1011 @]1(C)0 985
Cclcee(-c2ee(C(F)(F)F)nn2-
827 1013 c2cce(S(=0)(=O)NCCCCCCCC(=0)NO)cc2)ccl 989
828 1014 O=C(/C=C/clccenc])NC1CCc2ccc(C(=0)NO)cc2Cl 990
829 1015 O=C(NO)clccc(CN2C(=0)CN(Cc3cce(Clec3)C2=0)ccl 994
830 1016 0O=C(NO)clcc(F)c(Cn2nnnc2-c2cces2)c(F)el 996
831 1017 C#Cclcec(C(=O)NO)s1 1000
832 1018 0O=C(NO)clccc(CCCc2ccccc2)ccl 1000
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CC(=O)NCCCC[C@@H]INC(=0O)C[C@H](CC(C)C)NC(=0)[
C@H](Cc2ccec3ccccc23)NC(=0)[C@H](CCCCCC(=0)O)NC

833 1020 1=0 1000
834 1021 COclcce(-c2cenc(NC3CCe4cec(C(=0)NO)cc4C3)n2)enl 1000
835 1022 Cclcee2¢(c1)SC(=S)NICCCN=C21 1000
836 1023 S=C1Sc2ccc(I)cc2C2=NCCCN12 1000
837 1025 O=C(NO)c1cn(C2CCN(C(=0)Cc3cccdceccec4c3)CC2)nnl 1000
COclece(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=
838 1026 0)OC(C)(C)C)ccl 1000
839 1027 S=C1Sc2cc(Br)ccc2C2=NCCN12 1000
840 1028 O=C(CCCclccc(NS(=0)(=0O)c2cceec2)cc1)NO 1000
841 1030 Cclnc2¢(c(N(C)c3cec(OCCCCCC(=0)NO)cc3)nl)CCC2 1003
842 1031 O=C(/C=C/clccc2c(cl)nc(CCelccccc])n2CCeleccec] )NO 1005
843 1032 O=C(/C=C/clccc(NC(=0)Cc2ccc3cceec3c2)en] )NO 1010
NclceececcINC(=0)clcce(NC(=0)c2n[nH]cc2NC(=0)c2¢(Cl)cc
844 1033 cc2Clccl 1010.16
CC[C@H]10C(=0)[C@H](O)[C@@H](0)[C@HI(C)[C@@H
1(O[C@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(O)C[C
845 1035 @@H](CO)CN(O)[C@H](O)[C@@H](0O)[C@]1(C)O 1020
846 1036 O=C(NO)clccc(Cle(OCc2ccc(Cl)ec2)cl 1020
COclcce(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2CCe
847 1037 2cceec?)ccl 1020
848 1038 0O=C(CCCCclcen(Cc2ccc(Ne3eecee3)ee2)n1)NO 1024
CC12CC3CC(C)(C1)CC(NCceleee(/C=C/C(=O)NO)cc1)(C3)C
849 1040 2 1030
850 1041 0O=C(NO)clccc(C(=O)NCc2ccccc2)ccl 1030
851 1042 CC(C)(C)cleecee(NC(=0)c2eec(C(=0)NO)cc2)cl 1040
852 1043 Cclceee(C(=0)NOCCCCCC(=0)NO)cl 1043
CC[C@@]1(0)C(=0)OCc2clceln(c2=0)Cc2cc3cc(OCc4cen(C
853 1045 CCCCCC(=0)NO)nn4)ccc3nc2-1 1046
O=C(NO)clcce(Cn2c(=0)n(CCc3ccc(F)cc3)c(=0)c3cccec32)ce
854 1046 cl 1049
855 1047 CN(C)cleee(CNC(=O)NCCC(=0)NO)ccl 1050
856 1048 CN(clcec(OCCCCCC(=0)NO)ccl)clnenc2eccecl?2 1058
857 1050 0O=C(NO)clccc(Cn2ccc3cc(C(=0)cdcce(Cl)ecd)cee32)ecl 1060
Nclnce2nee(CNe3eec(C(=0)NCCCCCCC(=0)NO)cce3)nc2e(=0
858 1051 )[nH]1 1060
859 1052 NC(=0)clcee2e(c1)CCCCN2Cclece(C(=0)NO)ccl 1060
860 1053 CCCCN(Cclcee(C(=0)NO)cc1)C(=O)Nclceeecel 1064.697592
O=C(CCCCCCCC(=O)NCCCNI1c2cccee2CCc2ecc(Clycc21)N
861 1055 0] 1070
862 1056 CCI2CC3CC(C)(CHCCINC(=0)CCCCCCCC(=O)NO)(C3)C2 1070
863 1057 O=C(CCCCCCS)Nclcceecl 1070
864 1058 CC(C)CCclc(OCCCCCCC(=0)NO)cee2c10C(=0)CC2 1075.12
Nclce(F)ececINC(=0)clcec(CNC(=0)/C=C2\NC(=0O)c3cccee3
865 1060 2)ccl 1080
866 1061 O=C(NO)clccc(Cle(NC(=0O)c2cce(Oc3cccee3)ec2)cl 1080
O=C(NO)clccc(CNC(=0)c2cce(-
867 1062 c3csc(N4N=C(c5cccec5)/C(=N/NcSnces5)C4=0)n3)cc2)ccl 1086.8
COclcee(/C=C\c2cc(0C)c(OC)c(OC)c2)ccl/C=C/C(=O)Nclcc
868 1063 cccIN 1090
O=C(/C=C/c1ccc2c(cl)ne(CCeleeccc])n2CCCNICCOCCI)N
869 1065 O 1090
870 1066 0O=C(NO)clccc(NC(=0O)C(Cc2ccccc2)c2eccec2)enl 1090
871 1067 O=C(NO)C1=CCCCl1 1090
872 1068 O=C(Cclcceecl)Neleee(C(=0)NO)ncl 1090
873 1070 O=C(CCCCCC10CCCCCCOc2ccccc2NC1=0)NO 1100
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874 1071 CN(C)S(=0)(=0)clecc(NCCCCCCC(=0)NO)c2noncl?2 1100

875 1072 COclcec(C(=0)NO)ccINC(=0)clcee(-c2cecec2)cc1Cl 1100
O=C(NO)clccc(CN2c3cceec3CCC[C@@H]3CCCC[C@H]32)

876 1073 ccl 1100
O=C(NO)cleccc(CN2c3cceee3S(=0)(=0)C[C@@H]3CCCC[C

877 1075 @@H]32)ccl 1100

878 1076 Cclcee(-c2cenc(NC3CCe4cec(C(=0)NO)cc4C3)n2)c(F)el 1100

879 1077 O=C(CCCCC/C=C/clcsc(Br)n1)NO 1100
C[C@@]12CSC(=N1)clcsc(nl)CNC(=0)C[C@@H](/C=C/CC

S)OC(=0)[C@H](CCCCNC(=0)O[C@@H]1CC/C=C/CCC1)

880 1078 NC2=0 1115

881 1080 COclccec(C(=0)c2ccc3e(cen3Ce3cec(C(=0)NO)cc3)c2)cl 1120

882 1081 O=C(CCCCCCCS)Nclceecel 1120

883 1082 O=C(NO)clccc2c(c1)CC(NS(=0)(=0)clccee(F)c1)CN2 1140
COclcee(CCn2c¢(=0)c3ccccc3n(Ce3cec(C(=0)NO)cc3)c2=0)c

884 1083 cl 1150

885 1085 O=C(NO)clccc(C(=O)NCCc2ccccc2)ccl 1150

C[C@H](NC(=0)OC(C)(C)C)C(=O)NI1CC2(C[C@H]1C(=0)

886 1086 NCCCCCC(=0)NO)SCCS2 1150
0O=C(NO)clccc(Cn2c(=0)n(CCc3cccee3)c(=0)c3cc(F)eee32)e

887 1087 cl 1155
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=0O)NO)ccc2C[C@H]1C(=0)

888 1088 Nclceee(Clel 1170

889 1090 O=C(NO)clccc(CN2C(=0)CCCc3cc(Cl)cee32)ccl 1170
COcleccc(NC(=0)[C@H](Cc2ccc(OCC(=0O)NO)cc2)NCc2ccce

890 1091 c2)ccl 1180
CC[C@@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@]

(O(OO)[C@@](O)(CN(C)Ce3cece(-
c4cn(CCCC(=0)NO)nn4)cc3)[C@@H](C)O02)[C@@H](C)[C
@@H](O[C@@H]20[C@H](C)C[C@H](N(C)O)[C@H]20)[
C@](C)(0)C[C@@H](C)CN(C)[C@H](O)[C@@HI(O)[C@]!

891 1092 (©)0 1180
CC[C@H]10C(-0)[C@H](O)[C@@H]|(O[C@@H2C[C@](C
)(OO)[C@H](0)[C@@H](C)02)[C@@H](C)[C@Q@H](0[C@

H20[C@@H](C)C[C@@H](N(C)Cc3cce(-
c4cen(CCCCCC(=0)NO)nn4)ce3)[C@@H]20)[C@](C)(OC)C[

892 1093 C@@H](C)CEO)C@H](O)[C@H](O)[C@]1(C)O 1180

893 1095 Cclnc(N(C)e2cec(OCC(=0)NO)cc2)c2cceee2nl 1181

894 1096 O=C(NO)clccc(Chc(NC(=0)c2cce(Cl)ce2Cl)cl 1184

895 1097 0O=C(NO)clccc(CNc2ccec3eeenc23)ecl 1190

896 1098 O=C(CCCCCCC(=0)Nclccee(-c2en(C3CCCCC3)nn2)c1)NO 1190
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](O)[C@@H](O[C

@@H]20[C@H](C)C[C@H](N(C)Cc3ccecc3-
¢3en(CCCCCC(=0)NO)nn3)[C@H]20)[C@@](C)(OC)C[C@

897 1100 @H](C)C2=NCCN3C(=0)O[C@@]1(O)[C@H]3[C@H]2C 1190

898 1101 0O=C(NO)clcc(Cn2¢(=0)n(CCc3ccccc3)c(=0)c3cecec32)esl 1191

899 1102 O=C(NO)clccc(CN2CCCC2)ccl 1200
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2coc(n2)CNC(=

900 1103 O)C[C@@H](/C=C/CCS)OC1=0 1200

901 1105 O=C(NO)clccc(C2CCCC2)ccl 1200

902 1106 Fclcec2e(c1)C1=NCCNI1C(=S)S2 1200

903 1107 O=C(CCCCCC(Cclcccec])C(=O)NO)Nclceeeel 1200

904 1108 Fclee(Br)ec2c1C1=NCCNI1C(=S5)S2 1200
CCI[C@H](O)[C@H]INC(=0)[C@@H](CS)NC(=0)[C@@H](

905 1110 CCSCNC(=0)C[C@@H](/C=C/CCS)OC(=0)C[C@@H]10 1200

906 1111 O=C(/C=C/clcsc(Br)n] )NO 1200

O=C(CCCCCCC(=0O)Nclcce([C@H]20[C@@H](CSc3nc(-
cdcccecd)c(-
907 1112 cdcececd)o3)C[C@@H](c3ccc(CO)ec3)02)ccl )NO 1208.538499
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0O=C(NO)clccc(CN2C(=0)CNC(=0O)[C@H]2Cc2c[nH]c3cccee

908 1113 23)ccl 1210

909 1115 COclcc(NC(=0)NOCCCCCC(=0)NO)c2necc(C)c2cl 1220

910 1116 COclcec(S(=0)(=O)NC2CNc3cec(C(=0)NO)cc3C2)cc1OC 1220
CCOclee(C(C)(C)C)eecclC1=NC(c2cec(Cl)ce2)C(c2ecc(Clyec2

911 1117 IN1C(=0)NICCN(CCCCCCC(=0)NO)CC1 1224

912 1118 O=C(NCCclcc(C(=0)NO)nol)clcee(Che(Clel 1230
COclec2e(cc10C)C(=0)C(CCICCN(Cce3ccec(NC(=0)CCCCC

913 1120 CC(=0)NO)c3)CC1)C2 1240

914 1121 0O=C(NO)clccc(Cn2ccc3cc(C(=0)cdcecc(F)ecd)cee32)ecl 1240
CC(O)[C@H](INC(=0O)[C@H](CCCCN)NC(=0)[C@H](CCCN
C(EN)N)NC(=0)[C@H](CCCEN)NC(=0)[C@H](CCCCN)CC
(=O0)[C@H](CCCCN)NC(=0)[C@@H]1CCCN1C(=0O)CNC(=

O)CNC(=0)CCCclen(-c2ccce(-

c3¢en(CCCCCCCC(=0)NO)nn3)cc2)nnl)C(=O)NCC(=O)NCC(

915 1122 N)=0 1243

916 1123 Ccleece(-c2noc(CNCc3cecc(C(=0)NO)cc3)n2)ccl 1250
COclec(C(=0)c2ccc3ce(cen3S(=0)(=0)c3ccec(/C=C/C(=0)NO

917 1125 )c3)c2)cc(0C)c10C 1260

918 1126 O=C(NCICCc2ccc(C(=0)NO)cc2C1)OCclccencl 1270

919 1127 Cclnc2cec(/C=C/C(=0)NO)ccc2c(=0)nl1Ccleccecd 1270

920 1128 Oclccen(Cc2cceec2)cl=S 1272

921 1130 O=C(NO)clcc2c(cclFYCCCINS(=0)(=0)clcec(Cl)ecl)C2 1280
CC[C@@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@]
(CUOO)C@H](O)[C@@H](C)02)[C@@H](CO)[C@@H](O[C

@@H]20[C@H](C)C[C@H](N(C)Cc3ccccc3-

¢3en(CCCCCCC(=0)NO)nn3)[C@H]20)[C@](C)O)C[C@@

922 1131 H](CO)CN(O)[C@H](O)[Ca@@H](0)[C@]1(C)O 1280

923 1132 O=C(/C=C/clccc(/C=N/OCc2c(F)c(F)c(F)c(F)c2F)cc1)NO 1290
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=O)NO)cec2C[C@H]1C(=0)

924 1133 Nclceeecl 1290

925 1135 O=C(/C=C/C1CCN(Cc2csc3cccec23)CCI)NO 1300

926 1136 O=C(Cclccc(CCCCc2ccc(C(F)(F)F)cc2)ccl )NO 1300

927 1137 Fclcee2e(c1)SC(=S)NICCCN=C21 1300

928 1138 Cclcee2e(c1)C1=NCCNIC(=S)S2 1300

929 1140 CC(CYO)C(=0O)N1Cc2ccc(C(=O0)NO)cc2Cl1 1300

930 1141 Cnlccec1C(=0O)N1Cc2ccc(C(=0O)NO)cc2Cl1 1300

CC[C@H](C)[C@H](NC(=0)OC(C)(C)C)C(=O)N1CC2(C[C

931 1142 @H]1C(=0)NCCCCCC(=0O)NO)SCCS2 1310

932 1143 CN1CCN(NC(=0)c2ccec(C(=0)NO)c2)CCl1 1310

933 1145 CN(clcec(OCCCCC(=0)NO)ccl)clnene2eceec]2 1326

934 1146 O=C(CCCCCNI1C(=0)c2cccc3cece(c23)C1=0)NO 1327.480006

935 1147 CCclnc2cc(/C=C/C(=0)NO)ccc2¢(=0)n1CCCclcceecd 1330

936 1148 O=C(NO)clccc(C(=O)NCCc2ccncc2)ccl 1330
CC(C)(C)OC(=O)N1CCC2(CCI1)CN(Ccleee(C(=0)NO)sl)clc

937 1150 ccecl?2 1344

938 1151 O=C(CCCCCS)Nclccececl 1360

939 1152 O=C(NO)clccc(CNCc2nc(-c3ccc(C(F)(F)F)cc3)no2)ccl 1360

940 1153 O=C(NO)clcce(Cn2c3c(cdceeccd2)S(=0)(=0)CC3)ccl 1378.404875
CC[C@H]10C(=0)[C@H](O)[C@@H](0)[C@H](C)[C@@H

1(O[C@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-

c4cn(CCCCCCC(=0O)NO)nn4)cc3)[C@H]20)[C@](C)OC)C]

941 1155 C@@H](C)C=O)[C@H](O)[C@@H](O)[C@]1(C)O 1390

942 1156 0O=C(/C=C/c1cccc(S(=0)(=0)n2ccc3cecenc32)c1)NO 1390
O=C(NCCI12C[C@H]3C[C@@H](C1)C[C@@H](C2)C3)clcc

943 1157 c2¢(cen2Cc2ccc(C(=0)NO)c(F)c2)cl 1390
CN(Cclecceel)eleec2e3c(ceee13)C(=0)N(CCCCCC(=0)NO)

944 1158 C2=0 1400
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N=C(N)NCCC[C@@H]INC(=0)C[C@H](Cc2ccc(O)cc2)NC(
=0)[C@H](Cc2cccc3cceec23)NC(=0)[C@H](CCCCCC(=0)0

945 1160 INC1=0 1400
946 1161 CCclnc2cec(/C=C/C(=O)NO)c(F)cc2c(=0)n1CCclcceecd 1400
O=C(NO)[C@@H]1[C@H](c2cccee2)[C@H]1clece(-

947 1162 c2ncc(F)en2)ecl 1400
CCC(=0)CCCCC[C@@H]INC(=O)C[C@H](CC(C)C)NC(=0
N C@H](Cc2c[nH]c3ccecc23)NC(=0)[C@H](CCCCCC(=0)C

948 1163 C)NC1=0 1400

949 1165 Nclnc(-c2ccco2)c2enn(Ce3ecccc(OCCCCCCC(=0O)NO)c3)e2nl 1408.9

950 1166 O=C(CCCCCCC(=O)NCICCCCI)NO 1410
COclcec(C(=0)c2ccc3e(cen3S(=0)(=0)c3ccec(/C=C/C(=0)N

951 1167 0)c3)c2)cc1OC 1420

952 1168 CN(clcec(OCC(=0)NO)ccl)clnenc2eccccl2 1422
O=C(CCCCCCC(=0O)N/N=C/clccc(N(c2cceec2)c2ececec)cel)

953 1170 NO 1430
CC(C)(C)OC(=O)N1CCC(C(=O)N2CC3(C[C@H]2C(=0O)NCC

954 1171 CCCC(=0)NO)SCCS3)CCl1 1440

955 1172 O=C(CCCCCNclne¢(Clnc2clnecn2Ccleccec])NO 1440

0O=C(NO)clcecc2e(c1)CC(Nclneece(-

956 1173 c3cce(Ocdeccecd)ec3)nl)CC2 1440
0=C(NO)clccc(Cn2c(=0)n(CCc3cccce3)c(=0)c3cee(C(F)(F)F

957 1175 )ee32)cecl 1440.999653

958 1176 0=C(/C=C/clccc2c(cl)nc(CCcleeceecl)n2Celeeccec] )NO 1450

959 1177 0O=C(CCCCCCNclncnc2ccc(F)ecc12)NO 1460

960 1178 0O=C(NO)clccc2e(c1)CCINS(=0)(=O)clccc(Cl)cc)CN2 1460

961 1180 Cclnec(N(C)c2cec(OCCCC(=0)NO)cc2)c2eccee2nl 1465

962 1181 CHCCN(C)CCCOclecce(NC(=0)CCCCCCC(=0)NO)c1Cl 1470

963 1182 0O=C(NO)clcec(CN2c3cccce3Sc3ceccee32)ccel 1480

964 1183 CN(C)clcee(-c2en(CCCCCn3ccec(0)c3=S)nn2)ccl 1482

965 1185 Cclcec(C(=0)c2ccc3ce(cen3Ce3cec(C(=0)NO)cc3)c2)ccl 1490
CC(O)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2cenc(c2)CNC(

966 1186 =0)C[C@@H](/C=C/CCS)NCI1=0 1491

CCclcee(C#HCc2c(-

967 1187 c3cccee3)nnn2[ C@@H](Ce2ccecc2)C(=0)NO)ccl 1500

968 1188 O=C(CCCCCC(=0)clccececl)NO 1500
O=C(NO)[C@@H]1[C@H](c2cccee2)[C@H]1clece2e(c1)CN(

969 1190 CC(F)(F)F)C2=0 1500

970 1191 O=C(CCNC(=0)/C(Cclcecc(0)c(Br)c1)=N/O)NO 1500

971 1192 O=C(NO)clccc(CN2C(=0)CCc3cc(C4CC4)ccec32)ccl 1500

972 1193 Cclee(Oc2cccce2)ne(NC2CCce3cec(C(=0)NO)cc3C2)nl 1500
CC(C)clec(C(=O)N2Cc3cec(NC(=0)CCCCCCC(=0)NO)ce3C

973 1195 2)c(O)cclO 1510

974 1196 O=C(NO)clcc2e(ccl F)CCC(NclIncce(-c3ccene3)nl)C2 1510

975 1197 0O=C(NO)clccc(CNCCCN2c3cceec3CCc3eec(Clec32)cecd 1510

976 1198 0O=C(NO)clccc2e(c1)CC(Nelneee(-c3cee(Cl)ec3Chn1)CC2 1520

977 1200 0O=C(CCCCCCOclccce(-c2nnc(-c3cceec3Cl)s2)c1)NO 1521
CC(O)[C@H](NC(=O)[C@H](CCCCN)NC(=0)[C@H](CCCN
C(EN)N)NC(=0)[C@H](CCCCN)NC(=0)[C@H](CCCCN)CC
(=O)[C@H](CCCCN)NC(=0)[C@@H]1CCCN1C(=0O)CNC(=

O)CNC(=0)CCCclen(-c2ccce(-

c3¢en(CCCCCCC(=0)NO)nn3)cc2)nnl)C(=O)NCC(=0O)NCC(N

978 1201 )=0 1528

979 1202 COclccc(N(C)e2ne(C)ne3eccee23)cc1OCCCCCC(=0)NO 1531

980 1203 0O=C(CCCclcsc(/C=C/c2ccecec2)n] )NO 1536
CC(C)clee(C(=0)N2CCe3cc(NC(=0)CCCCCC(=0)NO)ccce32

981 1205 )c(O)cclO 1550

982 1206 CC(C)clec(C(=O)N2CCc3cc(NCc4cec(C(=0)NO)ccd)cee32)c( 1550
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O)cclO

983 1207 COclccc(-c2ccc(/C=C/C=C/C(=0)NO)cc2)ccl 1560
Nelne2nee(CNe3eee(C(=O)N[C@@H](CCC(=0)NCCCCCCC

984 1208 CC(=0)NO)C(=0)O)cc3)nc2¢(=0)[nH]1 1560

985 1210 O=C(/C=C/clccen(CCc2ccc3ccecc3c2)c1=0)NO 1582.32

986 1211 Ccle(C)n(Ce2cecc(C(=0)NO)cc2)c2cceecl2 1584.89

987 1212 Cclnc2cc(/C=C/C(=0)NO)ccc2c(=0)n1CCcle[nH]c2cccecl2 1590

988 1213 O=C(CCCCCCC(=0)C(F)(F)F)Nclceceel 1596.871942
Cclc(0)c(0)c2e(c1C=0)[C@@H]10[C@H](02)c2c(C)e(O)e(

989 1215 0)c(0)c2C1=0 1600

990 1216 COclcc(C(=0)NN)cecl1COcleee(Clye(C)el 1600

991 1217 COC(=0)clcec2ecccc2c1 OCCCCCCCC(=0)NO 1600

992 1218 S=C1Sc2cc(Clhccc2C2=NCCN12 1600

993 1220 S=C1Sc2cce(Br)cc2C2=NCCCN12 1600
CC(C)(C)OC(=O)N1CCC2(CC1)CN(Ccleec(C(=0O)NO)ccl)el

994 1221 cceeel2 1602
O=C(NO)clccc2ce(c1)CC(NS(=0)(=0)clcccc(OC(F)(F)F)c1)C

995 1222 N2 1610

996 1223 O=C(/C=C/clccc(ChccIF)NCCCCCC(=0)NO 1619.7
CC(=0)SCC/C=C/[C@@H]1CC(=O)N[C@H](C(C)C)C(=O)N
[C@H](Cc2en(C)en2)C(=O)N[C@H](C(C)C)c2en(nn2)CC(=0

997 1225 )O1 1620
COclcc2c(0Oc3cec(NC(=0)C4(C(=0)Nc5cee(F)ce5)CC4)cc3F)

998 1226 cenc2ccl OCCCCCC(=0)NO 1630
O=C(NO)clcce(Cn2¢(=0)n(CCc3cccee3)e(=0)c3cee(Cl)ce32)c

999 1227 cl 1640

1000 1228 Cnlc(=0)c(OCc2ccc(C(=0)NO)cc2)c(C2CCCCC2)c2cceec2 1640

1001 1230 0O=C(NO)clccc2e(c1)CC(Nelneee(-c3ccee(Cl)e3)nl)CC2 1660

1002 1231 Cclcecc(-c2en(CCCCCn3cccc(0)c3=S)nn2)cl 1660
Cclc2cce(N(C)e3eene(Nedeee(C(=O)NCCCCCCC(=0O)NO)cc4

1003 1232 )n3)cc2nnlC 1660
CC(C)clec(C(=O)N2CCe3cc(NC(=0)CCCCCCCCC(=0)NO)c

1004 1233 cc32)c(O)cclO 1670

1005 1235 Cclnc(N(C)c2cec(OCCCCC(=0)NO)cc2)c2eccee2nl 1698

1006 1236 Cclceec2c1CI=NCCNIC(=S)S2 1700

1007 1237 O=C(CCCCCCCnlcc(Ne2nee(Cle(Ne3cee(F)ee3)n2)enl )NO 1700

1008 1238 O=C(NO)clccc(Cn2c3c(cdcccccd2)CS(=0)(=0)CC3)ccl 1700

1009 1240 O=C(NO)clcccc(CNe2ceeec2)cl 1700
COclecee(/C=C(\C)C(=0)c2cc(OC)c(OC)e(OC)c2)cc1OCCCC(

1010 1241 =0)NO 1700

1011 1242 O=C(CCclcce(-c2ccc(0)cc2)cc1)NO 1700
CC[C@@H]10C(=0)[C@@H](O)[C@H](O[C@H]2C[C@@]
(C)(O0)[C@@H](0)[C@H](C)02)[C@Q@H](C)[C@H](O[C@
H20[C@@H](C)C[C@@HI(N(C)C)[C@@H]20)[C@](C)(O

)C[C@H](C)CN(Cc2cce(-

c3¢en(CCCCCCC(=0)NO)nn3)cc2)[C@H](C)[C@H](O)[C@@

1012 1243 11(C)O 1700
O=C(Nclcce2e(cl)N(Celeee(C(=0)NO)ccl1)CC2)Neleee(Clye(

1013 1245 C(F)(F)F)cl 1710

1014 1246 COclec(-c2nc3cec(/C=C/C(=0)NO)ccec3n2C)cccl1 OCeleccccl 1710
COclcee(NC(=0)[C@@H]2Cc3cecc(OCC(=0O)NO)cc3CN2CC

1015 1247 Cc2cccec2)cecl 1720

N[C@@H](Cclc[nH]c2cceec12)C(=0O)Ncelecceel-
1016 1248 cleec(NC(=0)CCCCCCC(=O)NO)ccl 1720
CCclc2c(nc3ccc(OCc4en(CCCC(=0)NO)nnd)cc13)-

1017 1250 clee3e(c(=0)n1C2)COC(=0)[C@]3(0)CC 1726

1018 1251 O=C(CCNICCN(C(=0)Nc2cenc3ccecc23)CCIHNO 1740

1019 1252 CN(C)cleece(NC(=O)NCCCCCCC(=0)NO)ccl 1740
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1020 1253 Cclnc2ec(/C=C/C(=0)NO)ccc2c(=0)n1CCclcecccl 1750
CC(C)clec(C(=O)N2CCe3onc(C(=O)NCCCCCCC(=O)NO)c3
1021 1255 C2)c(O)cclO 1760
O=C(NO)clecce(Cn2e(=0)n(CCc3ccec(C(F)(F)F)c3)e(=0)c3ce
1022 1256 cce32)ccl 1760
0O=C(/C=C/clccc2c(c1)C(=0)CCI(CCN(Ce3ceecc3)CC1)02)N
1023 1257 0] 1760
Ccleeee(NC(=0)[C@@H]2Cc3ccc(OCC(=0O)NO)cc3CN2C(=
1024 1258 0)OC(C)(C)C)cl 1770
1025 1260 O=C(NO)clccc(C(=O)NCCCN2c3cccec3CCe3ccc(Cl)eec32)ecd 1780
1026 1261 0O=C(NO)clccc2c(c1)CC(Nelnee3cec(F)eee3nl)CC2 1780
1027 1262 O=C(CCCCCCNCclcccecl)NO 1800
1028 1263 CCclnc(N)nc(N)cl-clcee(/C=C/C(=0)NO)ccl 1800
CC(=0)SCC/C=C/[C@@H]1CC(=O)N[C@H](C(C)C)C(=O)N
[C@H](Cc2cceec2)C(=0)N[C@H](C(C)C)c2en(nn2)CC(=0)O
1029 1265 1 1800
1030 1266 COclcec(CNCCCCCCC(=0)NO)ceclOC 1800
1031 1267 Fclcee2e(c1)C1=NCCCNI1C(=S)S2 1800
1032 1268 O=C(Cclccec2eccecc12)Neleee(C(=O)NO)ncl 1810
CC[C@@H]10C(=0)[C@@H](O)[C@H](O[C@H]2C[C@@]
(CO)(OO)[C@](O)(CN(C)Cc3cece(-
c4en(CCCCC(=0)NO)nn4)cc3)[C@H](C)O2)[C@H](C)[C@H
1(O[C@@H]20[C@H](C)C[C@H](N(C)C)[C@H]20)[C@@]
(OOO)C[C@HN(O)CEO)C@@H](C)[C@@H](O)[C@@]1(
1033 1270 (6)]0) 1820
1034 1271 COC[C@@H]1CCCNI1Cclcee(C(=0)NO)ccl 1820
1035 1272 COC[C@@H]1CCCClcleecc(C(=O)NO)ccl 1820
1036 1273 0O=C(CCCCCCclnc(-c2ccenc2)nol )NO 1830
1037 1275 O=C(CCCC(=O)NCCCNIc2cccec2CCe2ecc(Cl)cec21)NO 1850
CC(C)(C)OC(=O)N1CC2(C[C@H]1C(=O)NCCCCCC(=0O)NO
1038 1276 )SCCS2 1860
1039 1277 COclcee(-c2noc(CCCCCCC(=0)C(F)(F)F)n2)ccl 1860
1040 1278 CN(C)clcee(-n2cc(Cn3ceec(0)e3=S)nn2)ccl 1868
1041 1280 CCCNclne(Chnc2celnen2Cclecc(C(=0)Nc2ccecc2N)ccel 1880
1042 1281 0=C(0)CCnlc(CCc2ccccc2)nc2ece(/C=C/C(=0)NO)ccc21 1890
1043 1282 O=C(CCCCN(Cclcceecl)Celeecccl)NO 1900
1044 1283 0O=C(NO)clccc(CNCc2ccsc2)ccl 1900
1045 1285 O=C(CCCCCCNI1CCc2ccccc2CI)NO 1900
1046 1286 O=C(NO)clccc(CN2c3ceecc3C3C2CCS3(=0)=0)ccl 1900
1047 1287 N#Cclcc(-c2ccceec2)ceclCnlecec(O)cl=S 1907
1048 1288 CNI1CC2(CCN(Cc3cec(C(=0)NO)cc3)CC2)c2cccec2l 1910
1049 1290 CC(C)N(Cclcec(C(=0O)NO)cc)C(CO)C 1920
1050 1291 O=C(NO)clccececl 1920
1051 1292 O=C(CCCCCCclnc(-c2cces2)nol)NO 1920
COclecc(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2Cc2
1052 1293 cceec2)ecl 1920
CC[C@H](Nclncne2[nH]ene12)c1ne(CCCCC(=0O)NO)c2cecce
1053 1295 2nl 1937
CCC(=0)CCCCC[C@H](NC(=0)CICCC2(CC1CN(C)C2)cln
1054 1296 cc(-c2cc3cccec3nc20C)[nH]1 1947
O=C(NO)clcce(Cn2cec3cc(C(=O)NCCA5C[C@H]6C[C@@H]
1055 1297 (CAC[C@@H](C5)C6)ccc32)ccl 1950
1056 1298 Nclccee(-c2ese(NC(=0)CCCCCC(=0)NO)n2)cl 1950
1057 1300 CNC(=0)clcec(C(=0)NO)ccl 1950
CC(C)clec(C(=0O)N2CCe3cc(NC(=0)CCCC(=0O)NO)cce32)c(
1058 1301 O)cclO 1960
1059 1302 O=C(CCCCCCNCclncnc2cce(Clec12)NO 1970
1060 1303 O=C(CCCCCCC(=0)Nclcce(-c2en(-c3cccce3)nn2)cc1)NO 1970
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1061 1305 Cclnc2c(c(N(C)c3cce(OCCCCC(=0)NO)cc3)nl)CCC2 1987

1062 1306 0=C(/C=C/clccc(NC(=O)Nc2ccc(Cle(C(F)(F)F)c2)ccl)NO 1990

1063 1307 O=C(CCCCCCC(=0)Nclccee(-c2en(Ce3cccec3)nn2)c)NO 1990

C[C@H](CNICCC[C@@H]IC)NC(=O)cleccc(-

1064 1308 c2noc(C(F)(F)F)n2)ccl 2000
0O=C(NO)clcec(CN2c3cc(C(F)(F)F)cce3CCC[C@@H]3CCCC

1065 1310 [C@H]32)ccl 2000

1066 1311 CN(/N=C/clcccc(C(=0)NO)c1)C(=0)clccc(N(C)C)ecl 2000

1067 1312 C/C(=C\Cclccc(NS(=0)(=0)c2cccec2)cc1)CC(=0)NO 2000

1068 1313 O=C(NO)clccc(CCCS(=0)(=0)c2cceec2)ecl 2000
0O=C(/C=C/clccc(OC[C@H](Cc2c[nH]c3cccee23)NC(=0)c2ec

1069 1315 c(Cl)ce2)cc1)NO 2000.8

1070 1316 CC(C)Cnlenc2¢(NCCCCCCC(=0)NO)nc(Chnc21 2010

1071 1317 O=C(CCCCCCC(=0O)Nclcce(-c2cnnn2Cc2ccc(F)cc2)cc1)NO 2010
CC(C)clec(C(=0)N2Cc3ccc(NC(=0)CCCCCC(=0)NO)ce3C2

1072 1318 )c(O)cclO 2011

1073 1320 O=C(/C=C/clccc2ceenc2c )NCCCCCC(=0)NO 2028.3
CCCNICCC2(CCHC[C@@H]2C(=O)N[C@@H](CCCCCC(=

1074 1321 0)CC)clnce(-c2cc3ccccc3nc20C)[nH]1 2033

1075 1322 O=C(CCCCCCclnc(-c2cccec2)nol )NO 2050
Cclee(Cn2ccee3ec(C(=O)NCC4A5C[C@H]6C[C@@H](C4)C[C

1076 1323 @@H](C5)C6)ccc32)cecl C(=0)NO 2060

1077 1325 N#Cclcee(-c2cce(Cn3ccec(0)c3=S)cc2)ccl 2075

1078 1326 O=C(CCCCCCclne(-c2cce(Chec2)nol )C(F)(F)F 2080

COclce(C(=0)c2cesc(-

c3ccc(NC(=0)cdcec(C(=O)NceSceeee5SN)eed)ce3)n2)cc(OC)el

1079 1327 oC 2080

Cclee(C)e(CNC(=0)c2enn(-

1080 1328 c3ccec(NC(=0)CCCCCCC(=0)NO)c3)c2C)c(=0)[nH]! 2080
CCC(=0)CCCCC[C@@H]INC(=O)[C@H](C)N(C)C(=0)C[C

1081 1330 @H](CC(C)CNC(=0)[C@H](Cc2c[nH]c3ccecc23)NC1=0 2097.617696

1082 1331 CC(CYO)C(=0O)N1CCc2cc(C(=0)NO)ccc2Cl 2100

1083 1332 O=C(NO)clccc(Cl)e(OCc2cccec2Clel 2100

CC(C)(CNC(=O)clecce(-c2noc(C(F)(F)F)n2)cl)clcoc(-

1084 1333 c2cceec2)nl 2100

1085 1335 Cc1¢(0)c(0)c(0)e(C=0)c1-clcc2e(C=0)c(C)c(O)c(0)c201 2100

1086 1336 CnlcceclC(=O)N1CCc2cc(C(=0)NO)ccc2Cl1 2100

1087 2056 O=C(CCCCCCNCeclcec(IN+](=O)[O-])ec )NO 2100

1088 2057 O=C(NO)clccc(COc2no[n+](JO-])c2S(=0)(=0)c2cccec)ecl 2100

1089 1337 CC(/C=C/clccecc])=C\C(=O)NCCCCCC(=0)NO 2116.3
COclcec(CNC(=0)c2cec(F)ecc2N2CCOCC2)ecl/C=C/C(=0)N

1090 1338 (0] 2120

1091 1340 0O=C(NO)clccc2e(c1)CC(Nelneee(-c3ceeee3)nl)CC2 2130

1092 1341 Cclce(Clheeel-cleenc(NC2CCce3ecc(C(=0)NO)cc3C2)nl 2150
COclec2ce(cc10C)C(=0)C(CCICCN(Ce3ccc(NCeécece(C(=0)

1093 1342 NO)cc4)ce3)CCI1)C2 2150
O=C(/C=C/clccce(S(=0)(=O)NCCCN2c3ccccc3CCe3cec(Cl)e

1094 1343 c32)c1)NO 2160
COclce(C(=0)c2ccec3c(cen3Ce3cec(/C=C/C(=0)NO)cc3)c2)ce

1095 1345 (0C)c10C 2170

COclcc(OCc2cccc(-

1096 1346 c3cceec3)c2C)ec(OC)cICNCCCCCCC(=0)NO 2175

1097 1347 0O=C(NO)clccce(N(Cc2cceec2)Cc2eceec2)cl 2190

1098 1348 CN(C)cleee(C(=0)N/N=C/c2ccec(C(=0)NO)c2)ccl 2200

1099 1350 0O=C(NO)clcec2e(c1)CC(Nelnece(-c3ccc(Clyec3)n1)CC2 2200
CCC(=0O)CCCCC[C@@H]INC(=0O)[C@H](C)NC(=0O)C[C@

1100 1351 H](CC(C)C)NC(=0)[C@H](Cc2c[nH]c3cccec23)NC1=0 2200

1101 1352 0O=C(NO)clen(-c2cc(Clecc20c2¢cc(F)ec2)nnl 2200




31

CC[C@@H]10C(=0)[C@@H](O)[C@H](O[C@@H]2C[C@]
(O(OO)[C@@](O)CN(O)O)[C@@H](C)O2)[C@H](O)[C@H
1(0[C@@H]20[C@H](C)C[C@HI(N(C)Ce3eec(-
c4en(CCCCCCC(=0)NO)nnd)ec3)[C@H]20)[C@@](C)(OC)

1102 1353 C[C@H](O)CEO)[C@@H](O)[Ca@H](O)[Ca@]1(C)O 2210

1103 1355 N#Cclcec2e(c1)CCCCN2Ccleee(C(=0O)NO)ccl 2220
O=C1CCC[C@@H](C(=O)N[C@@H](CCCCCS)C(=0)N2CC

1104 1356 c3ccecc3C2)N1 2230
CC[C@@H]10C(=0)[C@H](O)[C@@HI(O[C@H2C[C@@]

(C)(OO)[C@](O)(CN(C)Cc3cece(-
c4cen(CCC(=0)NO)nn4)cc3)[C@H](C)02)[C@@H](C)[Ca@
H](O[C@@H]20[C@H](C)C[C@H](N(C)O)[C@H]20)[C@](

1105 1357 O)(O)C[C@@H](C)CN(O)[C@H](O)[C@@H](O)[C@]1(C)O 2230

1106 1358 Iclnccenl 2240
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](O)[C@@H](O[C

@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4en(CCCC(=0)NO)nn4)cc3)[C@H]20)[C@@](C)(OC)C[C@

1107 1360 @H](C)C2=NCCN3C(=0)O[C@@]L(O)[C@H]3[C@H]2C 2240
COclecc(CNC(=0)c2ec(C(=0)Nc3ceeec3N)cce2N2CCOCC2)

1108 1361 cclO 2244
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CCI12CCN(C(C)=0)

1109 1362 CC2)clInce(-c2cc3ceccec3nc20C)[nH]1 2271

1110 1363 CC(O[C@@H](C(=O)NO)nInnc(-c2cccec2)c1 CHCcleceeel 2300

1111 1365 Fclceec2c1C1=NCCCNIC(=S)S2 2300
CC(C)C[C@H]ICC(=O)N[C@@H](C)C(=O)N[C@@H](CCC

1112 1366 CCC(=0)0)C(=O)N[C@@H](Cc2c[nH]c3cceccc23)C(=0)N1 2300
0O=C(COclccc2cccec2cl/C=CI\SC(=O)NC1=0)Nclccc([N+](

1113 2058 =0)[O-])ccl 2300

Nclncenc2cle(-cleec(Cl)ecl)nn2-clceee(-

1114 1367 c2cnnn2CCCCCC(=0)NO)cl 2311
CC[C@H]10C(=0)[C@H](O)[C@@H](0)[C@H](O)[Ce@@H
1(O[C@@H]20[C@H](C)C[C@H](N(C)Cc3ccc(NC(=0)CCC
CCCC(=0)NO)cc3)[C@HJ20)[C@](C)O)C[C@@H](C)CN(

1115 1368 O)[C@H](O)[C@@H](O)[C@]1(C)O 2320

1116 2059 O=C(/C=C/clccc2ece(Oc3cee(IN+](=0)[O-])ce3)ccc2nl)NO 2320

1117 1370 O=C(CCCCCCC(=0)NCCCNI1c2cceee2CCe2cec(Cl)cc21)NO 2330

1118 1371 O=C(CCCCCCS)NCICCCCI1 2330

1119 1372 O=C(NO)clccc(CN2C(=0)CNC(=0)[C@H]2Cc2cccce2)ccl 2340

1120 1373 O=C(CCclcecceccl )NO 2350
Nclnc2nee(CNce3eee(C(=O)N[C@@H](CCC(=O)NCCCCCCC

1121 1375 C(=0)NO)C(=0)0O)cc3)nc2c(=0)[nH]! 2370

1122 1376 CCNclne(Clnc2clnen2Celceec(C(=0)Nc2ceccc2N)eel 2370
CCI[C@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@](C
NOO)C@H](0)[C@@H](C)O2)[C@H](O)[C@@H](O[C@@
H]20[C@H](C)C[C@H](N(C)O)[C@H]20)[C@@](C)(O)C[C

@@H](C)CN(Cc2ccc(-
¢3¢en(CCCCCC(=0)NO)nn3)cc2)[C@@H](C)[C@@H](O)[C

1123 1377 @]1(C)0 2370

1124 1378 0O=C(NO)clccc(CN(c2cceec2)c2eccec2)ccl 2380
Nclne2nee(CNe3eee(C(=O)N[C@@H](CCC(=0O)NCCCCCCC

1125 1380 (=O)NO)C(=0)O)cc3)nc2c(=0)[nH]1 2390

1126 1381 O=C(CCCCCCOclccee(-c2nne(-c3cccec3)s2)c1)NO 2390

1127 1382 O=C(CCclccc(CC(=0)c2ccecc2)ol)NO 2400

1128 1383 O=C(/C=C/C1CCN(CCc2ccccc2)CCI1)NO 2400

1129 2061 O=C(NO)clcece(Cn2c3c(c4cec(F)eec42)C[S+]([O-DCC3)ccl 2400

1130 1385 Cclcccecl-clen(CCCCCn2ccec(0)c2=S)nnl 2402

1131 1386 O=C(NO)clccc2e(c1)CC(NC(=0)clcec(Cl)ccl)CN2 2410

1132 1387 CCCCNNC(=0)clcee(-c2cccec2)cecl 2430

1133 1388 CC[C@@H]1O0C(=0)[Ca@H](O)[C@H](O[C@H]2C[C@@] 2450
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(O(OC)[C@@H](0O)[C@H](C)O2)[C@H](O)[C@H](O[Ce@
H]20[C@H](C)C[C@H](N(C)Ce3ccc(-
c4en(CCC(=0)NO)nnd)cc3)[C@H]20)[C@@](C)(OC)CIC@
H](O)CEO0)[C@@H](O)[C@@H](O)[C@@]1(C)O

1134 1390 Cclnc2cc(/C=C/C(=0)NO)ccc2c(=0O)nl-clcceecl 2456.298028

1135 1391 CN(clcec(OCCCC(=0)NO)ccl)clnenc2eccccl2 2457
O=C(CCCCCNI1C(=0)c2ccec3c(NCcéeccecd)cee(c23)C1=0O)N

1136 1392 O 2460

1137 1393 O=C(CCCCCnlcc(Nc2nee(Che(Ne3cee(Chee3)n2)enl )NO 2470
O=C(NO)c1lccc(CNC(=0O)N2CCC3(CC2)CN(Cc2cccec2)c2ece

1138 1395 cc23)cel 2480

1139 1396 Cclccee(-c2cce(Cn3ccec(0)c3=S)cc2)cl 2496

1140 1397 O=C(/C=C/C1CCN(Cc2ccccc2)CC1)NO 2500

1141 1398 O=C(CCCCclcen(-c2cceec2)nl)NO 2515
CC[C@H]10C(=0)[C@H](O)[C@@H]|(O[C@@H2C[C@](C

NOO)C@@](O)CN(C)Ce3cee(-

c4en(CCCC(=0)NO)nn4)ce3)[C@@H](C)02)[C@@H](C)[C
@@H](O[C@H20[C@@H](C)C[C@@H](N(C)O)[C@@H]2
O)[C@I(CNOO)C[C@@H](C)C(=0)[C@H](C)[C@H](0O)[C@

1142 1400 11(C)O 2530

1143 1401 Cclceee(-c2en(CCCCCn3cccc(0)c3=S)nn2)ccl 2533
C/C=CI1\NC(=0)c2csc(n2)[ C@@H](C(C)C)NC(=0)C[C@@H

1144 1402 ](/C=C/CCS)OC(=0)[C@H](C(C)C)NCI=0 2550
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=0O)NO)cec2C[C@H]1C(=0)

1145 1403 Nclece(F)ecl 2560

1146 2062 O=C(CCCCCCclnc(-c2ccc([N+](=0)[O-])cc2)no1)NO 2560
CCC(=0)CCCCC[C@H](NC(=0)CC1CC2(C1)CN(C)C2)clnc

1147 1405 c(-c2cc3cccec3nc20C)[nH]1 2573

1148 1406 CN(C)cleeec2c(SNCCCCCC(=0)NO)cceecl?2 2580

CC(C)(C)OC(=0)Nclceee(-
1149 1407 c2csc(NC(=0)CCCCCCC(=0)NO)n2)cl 2580
CC(C)(C)OC(=0O)Nclccee(-

1150 1408 c2¢csc(NC(=0)CCCCCC(=0)NO)n2)cl 2580

1151 1410 O=C(NO)clccc2c(c1)CC(NC(=0)clcec(Cl)e(Cl)c1)CN2 2630
CCC(=0)CCCCC[C@H](NC(=0)C1CC2(C1)CN(C)C2)c1nce(

1152 1411 -c2cc3cceec3nc200)[nH]1 2657

O=C(CCCCCCC(=0O)Nclcce(-

1153 1412 c2ccecc2NC(=0)[C@@H]2CCCN2)cc1)NO 2660
CCI(C)NC(=0)C[C@H](Cc2c[nH]c3cceec23)NC(=0)[C@H](

1154 1413 Cc2cccc3ceceec23)NC(=0)[C@H](CCCCCC(=0)O)NCI=0 2670
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=O)NO)ccc2C[C@H]1C(=0)

1155 1415 NCCclcceecl 2670

1156 1416 CCCclccc2e(c1)CCC(=0)N2Cclcee(C(=0)NO)ccl 2680

1157 1417 0O=C(NO)clccc2e(c1)CC(Nelcee(F)eel)CC2 2680

1158 1418 O=C(NO)clcoc(C(c2cccec2)c2eccee2)nl 2700

1159 1420 CN(C)clcee2e(c])SC(=S)NICCCN=C21 2700
O=C(COclccc2ec(/C=C3/SC(=0)NC3=0)ccc2c1)NcInc2cecce

1160 1421 2sl 2700

COclce(C(=0)c2esc(-

1161 1422 c3cec(/C=C/C(=0)NO)cc3)n2)cc(0C)c10C 2710

1162 2063 [N-]=[N+]=Nclccc(-c2cse(NC(=0)CCCCCCC(=0)NO)n2)ccl 2710
CN(C)cleee(C(=0)N(CCCCCC(=0)NO)CC(=0O)NCc2cccee2)e

1163 1423 cl 2750
0=C(/C=C/clcccc(S(=0)(=0)n2ccc3cc(C(=0)cdcce(F)eced)ece

1164 1425 32)c1)NO 2750
0O=C(NO)clcec(Cn2c(=0)n(CCc3ccccc3)c(=0)c3cec(O)cc32)c

1165 1426 cl 2751
CC[C@H]10C(=0)[C@H](O)[C@@H]|(O[C@@H2C[C@](C

1166 1427 )(OO)[C@H](0O)[C@@H](C)O2)[C@H(O)[C@@H](O[Ca@ 2770
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H]20[C@H](C)C[C@H](IN(C)O)[C@H]20)[C@@](C)(O)C[C

@@H](C)CN(Cc2ccc(-
¢3¢en(CCCC(=0)NO)nn3)ce2)[C@@H](C)[C@@H](O)[C@]1(
(9)]0)

CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCCN(C)C2)c

1167 1428 Ince(-c2cc3cccec3nc20C)[nH]1 2778

1168 1430 Oclccen(Cc2ccce(-c3cence3)cc2)c1=S 2780

1169 1431 O=C(NCCNICCCCl)cleccc(-c2noc(C(F)(F)F)n2)ccl 2800
CCC(=0O)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(CC)CC2

1170 1432 )cInce(-c2ccc3encec3c2)[nH] 1 2800

1171 1433 O=C(NO)clccc(CC(=0O)N(CCO)c2cccec2)cel 2800

1172 1435 Cclec(CNCCCCCCC(=0)NO)ccclF 2800

1173 1436 O=CN(O)CCCCCCCC(=0)Nclcceecl 2800

1174 1437 CCclnc(N)nc(N)cl-clcee(-c2en(CCCCCC(=0)NO)nn2)ccl 2800

1175 1438 Cclecc(N)e(NC(=0)c2ccc(CNC(=0)OCc3ccenc3)cc2)cl 2800
COclcee(C(=0)c2cec3c(cen3Ce3ccc(/C=C/C(=0)NO)cc3)c2)c

1176 1440 cl 2810

1177 1441 CCCCNNC(=0)clcec(Br)ccl 2817.800561

1178 1442 O=C(NO)clccc(CN2CCCCc3cc(-c4cc[nH]n4)cce32)ccl 2820

1179 1443 COclce(Oc2cee3ne(/C=C/C(=0)NO)ccc3c2)cc(0C)c10C 2820

1180 1445 N#Cclcece(-c2en(CCCCCn3ccec(0)e3=S)nn2)cl 2831

1181 1446 0O=C(NO)clccc2e(c1)CC(NC(=0)clcce(-c3ccece3)ccl)CN2 2850
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](O)[C@@H](O[C

@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-

c4cn(CC(=0)NO)nn4)cc3)[C@H]20)[Ca@@](C)(OC)C[C@@

1182 1447 H](C)C2=NCCN3C(=0)O[C@@]1(O)[C@H]3[C@H]2C 2850

1183 1448 CN(C)clcee(-c2cee(Cn3ccec(0)e3=S)cc2)ccl 2858
Cclc2cce(N(C)e3eenc(Nedeee(/C=C/C(=0)NO)cc4)n3)cc2nnl

1184 1450 C 2890
COclcec(CNC(=O)[C@H](CCC(=0)O)NC(=0)Cc2ccc(Br)cc2

1185 1451 )eel 2890
0=C(0)CC[C@@H](NC(=0O)Cclcce(Br)ccl)C(=O)NCclcee([

1186 2064 N+](=0)[O-])ccl 2890

1187 1452 0O=C(NO)clcecc2e(cl)CC(Nclceeenl)CC2 2900

CCCN(CCO)C[C@@H](C)NC(=0O)clcec(-

1188 1453 c2noc(C(F)(F)F)n2)ccl 2900
O=C(NO)clcec(CN2c3cccec3CC[C@@H]3CCCC[C@H]32)cc

1189 1455 1 2900

CCI(NCC(=O)NCc2ccc(/C=C/C(=0)NO)cc2)CCN(c2cene(-
1190 1456 c3ccee(Cl)e3ChHe(N)n2)CCl1 2900
N#CCclccce(-

1191 1457 c2cee(/C=C/C(=0)NO)cc2Cl)cc1C12CC3CC(CC(C3)C1)C2 2910
CCCCN(Ccleee(C(=0O)NO)cc1)C(=0)CCCCnlcc(COc2ccec(C

1192 1458 c3cenc(NC(=0)CSc4nc(C)ec(C)n4)s3)c2)nnl 2940

1193 1460 O=C(CCCCCCNC(=0)clcc(-c2cce(F)ec2)[nH]n1)NO 2951

1194 1461 Cclnc2c¢(c(N(C)c3cec(OCC(=0)NO)cc3)nl1)CCC2 2974

1195 1462 O=C(CCCCclcen(Cc2ccee(-c3cccec3)ec2)nl )NO 2984
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1196 1463 )cInne(-c2cc3cecee3nc20C)[nH] 1 2988
C[C@]12CC[C@@H]3c4ccc(0)cc4CC[C@H]3[C@@H]1CC[

1197 1465 C@@]2(0)clen(CCCCCCCC(=0)NO)nnl 3000

CC(=0O)CCCCC[C@H](NC1CCCCNI1C)C(=O)NclInc(-

1198 1466 c2cceec2)cesl 3000
CC(=O)CCCCC[C@H](NC(=0O)CICCCCNI1C)C(=O)Nclnc(-

1199 1467 c2cceec2)cesl 3000
O=C(NO)clccce(S(=0)(=O)N[C@@H](Cc2c[nH]c3cceec23)C

1200 1468 (=O)Nc2cccee2)el 3000

1201 1470 O=C(CCCCCOclccce(-c2nne(-c3ccecc3)s2)c1)NO 3025

1202 1471 O=C(O)CC[C@H](NC(=0)Cclccec(Br)eccl )C(=O)NCclceececl 3030
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CC(C)(C)clee(CN(C(=0)c2cececc(C(F)(F)F)c2)c2ecee(C(=0)NO)

1203 1472 cc2)ce(C(C)(C)CO)el 3030
1204 1473 CN(clncee(-c2ccenc2)nl)C1CCe2ecc(C(=0)NO)cc2Cl1 3040
0O=C(NO)clcecc(Cn2c(=0)n(CCc3ccccc3)c(=0)c3cec(C4CC4)e
1205 1475 c32)ccl 3060
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CC12CCOCC2)cIn
1206 1476 cc(-c2cc3cccec3nc20C)[nH]1 3089
1207 1477 O=C(CCCCC(=0O)NCCCNIc2cceec2CCe2cecec(Cl)ecc21)NO 3090
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(CC)CC2
1208 1478 )clnce(-c2cc3en(C)nc3ecc20C)[nH]1 3100
1209 1480 0O=C(NO)clsc2cccec2clCl 3100
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c
1210 1481 Incc(C2=CC3SC=NC3C=C2)[nH]1 3100
1211 1482 Cclcccecl-clece(Cn2cccc(0)c2=S)ccl 3105
COclce(C(=0)c2cesc(-
1212 1483 c3ccc(/C=C/C(=0)Nc4cccccdN)ce3)n2)cc(0C)c10C 3110
CCC(=0)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(CCI1CCl1
1213 1485 )CC2)cInce(-c2cc3cecce3nc20C)[nH]1 3129
O=C(CCCCCCC(=O)Nclcce(-
1214 1486 c2en(CC(0)c3ccee(Br)e3)nn2)cc )NO 3130
1215 1487 CC(C)nlenc2c(NCCCCCCC(=0)NO)nc(N)nc21 3130
Cclee(C)ee(C(=O)N(CC(=0O)NCc2ccecc2)Ce2ecc(C(=0)Nc3ce
1216 1488 (-c4cccccd)cee3N)ec2)el 3130
0O=C(NO)clccc(COC(=O)N2CCC3(CC2)CN(Cc2cceec2)c2ece
1217 1490 cc23)ccl 3190
1218 1491 Cclec2ee(NCe3ec(C(=0)NO)cce3Cl)cee2n(C)c1=0 3193
1219 1492 0O=C(NO)clccc(CNCc2cccs2)ccl 3200
1220 1493 S=C1Sc2c(Cl)ccec2C2=NCCN12 3200
CCI[C@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cen(CCCCC(=0)NO)nn4)cc3)[C@H]20)[C@@](C)(OC)C[C
1221 1495 @@H](C)C2=NCCN3C(=0)O[C@@]1(O)[C@H]3[C@H]2C 3210
CCIC@H]1O0C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3ceee(-
c4cn(CCCCCC(=0)NO)nn4)c3)[C@H]20)[C@@](C)(OC)C[C
1222 1496 @@H](C)C2=NCCN3C(=0)O[C@@]1(O)[C@H]3[C@H]2C 3230
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(Cclcce(
1223 1497 0C)ccl)CC2)cInce(-c2cc3ccccc3nc20C)[nH]1 3231
COclce(C(=0)c2cesc(-
1224 1498 c3ccc(NC(=0)CCCCC(=0)NO)cc3)n2)cc(OC)c10C 3280
1225 1500 0O=C(O)clccee(=S)n10 3300
1226 1501 Ccleeec(C(=0)NO)cl 3300
1227 1502 Cnlccec1C(=0O)N1CCn2cc(C(=0)NO)cc2Cl1 3300
1228 1503 Oclccen(CCCCn2c¢c(-c3cceee3)nn2)cl=S 3303
1229 1505 O=C(CCCCOCclcc(-c2cceec2)onl)NO 3320
COclccece(-
1230 1506 c2ccc3c(NC(=0)C4CCC(C(=0)NO)CC4)n[nH]c3c2)cl 3340
CN(cleceeclCIS(=0)(=0)C1CC20C1C(clcce(NC(=0)CCCC
1231 1507 CCC(=0)O)ccl)=C2clcce(O)ccel 3350
1232 1508 O=C(NO)clccc2c(c1)CC(NC(=O)clceec(Cl)c1)CN2 3370
1233 1510 COclcec(N(C)e2ne(C)ne3ccccc23)cclOCCCC(=O)NO 3398
O=C(N[C@@H](CCCCNC(=O)clncccclO)clnce(-
1234 1511 c2ccc3ceccec3c2)[nH]1)clencsl 3400
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c
1235 1512 Incc(-c2ene3nccec3c2)[nH]1 3400
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=O)NO)cec2C[C@H]1C(=0)
1236 1513 NCclcceecl 3410
1237 1515 Nclceee(-c2cc(C(=O)NCCCCC(=0)NO)no2)cl 3430
1238 1516 O=C(NO)cleccc(CN2C(=0)C(Cc3ccecc3)N(Ce3ceenc3)C2=0)c 3441
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cl

1239 1517 Ncelece(-c2ec(C(=0)NCCCCCCC(=0)NO)no2)ccl 3458
CNICCC2(CCl)clececeeIN(Celeee(C(=O)NO)ccl)C2clccceel

1240 1518 F 3490

1241 1520 O=C(CNS(=0)(=0)c1cccc(C(=0)NO)c1)Nclcceeeel 3500

1242 1521 O=C(NO)clccc(CNCc2cccee2)ecl 3500
CC(O)[C@H](NC(=O)[C@H](CCCCN)NC(=0)[C@H](CCCN
C(EN)N)NC(=0)[C@H](CCCCN)NC(=0)[C@H](CCCCN)CC
(=O0)[C@H](CCCCN)NC(=0)[C@@H]1CCCN1C(=0O)CNC(=

O)CNC(=0)CCCclen(-c2ccce(-

c3¢en(CCCCCC(=0)NO)nn3)cc2)nnl)C(=0)NCC(=O)NCC(N)

1243 1522 =0 3503
COclceec(C(=0)c2ccc3c(een3S(=0)(=0)c3cecc(/C=C/C(=O)N

1244 1523 0)c3)c2)cl 3530
COclcec2[nH]cc(CCN(Ce3cee(C(=0)NO)ce3)C(=0)/C=C/c3c

1245 1525 cc(0)c(0OC)c3)c2cl 3569.0036

1246 1526 O=C(CCCCNC(=0O)clcc(-c2ccecc2)onl)NO 3580
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1247 1527 Incc(-c2cce3neenc3c2)[nH]1 3600
O=C(CCC1C(=0)N(c2ccc(Cl)cc2)C(=0O)N1Cclccececl)Nelece

1248 1528 (C(=0)NO)ccl 3600

O=C(NCCl1(c2nc(-c3cccee3)es2)CCOCCI)eleecce(-

1249 1530 c2noc(C(F)(F)F)n2)cl 3600
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1250 1531 Incc(-c2cc3cence3nc20C)[nH] 1 3600

1251 1532 O=C(NO)cleccc(CN2CCCc3cc(Cl)cece32)ccl 3607.587092

CC(C)(C)OC(=0)Nclcee(-

1252 1533 c2cc(C(=O)NCCCCC(=0)NO)no2)ccl 3650

1253 1535 Oclcec[nH]c1=S 3675

1254 1536 CCclnc2cce(/C=C/CC(=0)NO)cc2c(=O)nl-clcceecl 3690
CCC(=O)CCCCC[C@H](NC(=0O)[C@H]1CCI2CCN(C)CC2)c

1255 1537 Incc(-c2cc3ccenc3cc20C)[nH]1 3700
CC(O)[C@H]INC(=O)[C@@H](O)[C@@H](C/C=C\CCC(=0

1256 1538 JOINC(=0)[C@@H](Cc2cccec2)NC(=0)[Caw@H](C)NC1=0 3700

1257 1540 O=C(NO)CICCCCClI 3720
CC(C)clee(C(=0)N2Cc3cec(NC(=0)CCCCCCCCC(=0)NO)c

1258 1541 c3C2)c(O)cclO 3720

1259 1542 N#Ccleec(NC2CCe3cecc(C(=0)NO)cc3C2)cclCl 3730

1260 1543 Cclnc2ccc(/C=C/CC(=0)NO)cc2c(=0)nl-clcceecl 3730

1261 1545 COclcce(-c2nee(/C=C/C(=0)NO)s2)ccl 3740

1262 2066 O=C(NO)clccc2e(c1)CC(Neleee([N+](=0)[O-])ecl)CC2 3740

1263 1546 O=C(NO)clccc2e(c1)CC(Nelneee(-c3cecdeccec4c3)nl)CC2 3780
Ccleece(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=0

1264 1547 )OC(C)(C)C)e(C)el 3780

1265 1548 O=C(CCCCCONC(=0)clccec2eccec2e)NO 3790
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1266 1550 Ince(-c2cc3cec(C4CC4)nc3cc20C)[nH]1 3800
CC[C@H](Neclncene2[nH]enel2)cInc2cccc(CCe3ecc(C(=0)NO

1267 1551 )ee3)e2¢(=0)nl-clcecccl 3840
CC1=C(C)C(=0)C(CONC(=0)CCCCCCC(=0O)Nc2cccee2)=C(

1268 1552 C)C1=0 3842
COclcee(/C=C/C(=0)c2cc(0C)c(0OC)c(0OC)c2)cc10CCCCCC

1269 1553 C(=0O)NO 3880
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1270 1555 Incc(-c2cc3cee(C)ne3cc20C)[nH] 1 3900
CN(clceee2eeccc12)S(=0)(=0)C1CC20C1C(clcce(NC(=0)C

1271 1556 CCCCCC(=0)O)ccl)=C2clcce(O)ecl 3940
C/C=C1\NC(=0)c2csc(n2)CNC(=0)C[C@@H](/C=C/CCSC(=

1272 1557 0)CCCCCCO)OC(=O)[C@H](C(C)C)NC1=0 3960
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1273 1558 O=C(CCCCCCC(=0)Nclcce(-c2cn(Cc3ccecee3)nn2)ecc )NO 3970
1274 1560 CNI1CCc2¢(n(Cc3ccc(C(=0)NO)cc3)c3cceec23)Cl 3981.07
0O=C(NO)clccc(CN2C(=0)C(Cc3cceec3)N(Cce3cce(Cl)ec3)C2
1275 1561 =0)ccl 3987.5
1276 1562 0O=C(CCCclcccecl )NO 4000
CclcceccINC(=0)[C@@H]1Cc2ccc(OCC(=0)NO)cc2CNI1C(
1277 1563 =0)0OC(C)(O)C 4000
1278 1565 O=CN(O)CCCCCCC(=0)Nclcceecl 4000
1279 1566 O=C(CCCCCCN(Cclcccccl)Cclececec] )NO 4000
C[C@]12CC[C@@H]3c4ccc(0)cc4CC[C@H]3[C@@H]1CC[
1280 1567 C@@]2(0)clen(CCCCCC(=O)NO)nnl 4000
0O=C(COclccc2ec(/C=C3/SC(=0O)NC3=0)ccc2c1)Nclcec([N+]
1281 2067 (=0)[O-])ccl 4000
O=C(CCCCCNI1C(=0)c2cccc3c(Nedecec(F)ed)cee(c23)C1=0)
1282 1568 NO 4070
1283 1570 O=C(CCCCCNI1C(=0)c2ccec3c(Nedeceeed)cee(c23)C1=0)NO 4090
1284 2068 O=C(CCCCCCC(=0)Nclnc(-c2cccc([N+](=0)[O-])c2)cs1)NO 4090
O=C(CCCCCCN(Cclcee(-c2cccec2)s1)Celece(-
1285 1571 c2ccecc2)s1)NO 4100
1286 1572 NclceececcINC(=0)clcec(CNe2ne(-c3ccece3)es2)ccl 4100
O=C(CCCCCCNC(=0)C(O)(O)C(F)(F)F)Nclcce(-
1287 1573 c2cceec2)ecl 4100
COclceec2c1C(=0)clc(0)e3c(c(0)c1C2=0)C[C@@](O)(C(C)
=0)C[C@@H]30[C@H]1C[C@H](NCc2ccc(-
1288 1575 c3en(CCCCCC(=0)NO)nn3)cc2)[C@H](O)[C@H](C)O1 4129
1289 1576 CCI12CC3CC(C)(CHCCINC(=O)CCCCCC(=0)NO)(C3)C2 4140
1290 1577 0O=C(NO)clccc(Cl)e(OCc2ccc(Cl)cc2Cl)cl 4150
COclce(C(=0)c2csc(-
1291 1578 c3ccc(NC(=0)CCCCCC(=0)NO)cc3)n2)cc(OC)c10C 4170
1292 1580 CC(=0)SCCCCCCNC(=0)clce(-c2cec(F)ce2)nnlC 4200
O=C(CS)NCCCCCC(=O)Nclcce(-
1293 1581 c2ccccc2NC(=0)[C@@H]2CCCN2)cel 4230
CC(C)(C)OC(=0O)N1Cc2cc(OCC(=0O)NO)cec2C[C@H]1C(=0)
1294 1582 Nclccec2eccecl2 4250
1295 1583 Oclccen(Ce2cce(-c3cecee3)cec2)cl=S 4283
CC[C@@H]10C(=0)[C@H](O)[C@@H](O[C@@H]2C[C@]
(C)(OO)[C@H](0)[C@@H](C)0)[C@@H](C)[C@@H](O[C
@@H]20[C@H](C)C[C@H](N(C)Cc3ccecc3-
¢3en(CCCCCC(=0)NO)nn3)[C@H]20)[C@](C)O)C[C@@H
1296 1585 J(O)CN(O)[C@H](O)[Ca@H](O)[C@]1(C)O 4300
1297 1586 0O=C(NO)clccc(CN2CCCCc3cc(Br)ccc32)ccl 4360
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c
1298 1587 Incc(-c2ccc3ncecc3c2)[nH]! 4400
CCCCCCNC(=0)[C@@H]1Cc2ccc(OCC(=O)NO)cc2CN1C(=
1299 1588 0)OC(C)(O)C 4420
Ncleee(-c2cces2)ec INC(=0)clcece(-c2en(C[S+]([O-
1300 2069 De3cccee3)nn2)ecl 4454
Cclecec(C(=0)c2ccc3ce(cen3S(=0)(=0)c3ccec(/C=C/C(=0)NO)
1301 1590 c3)c2)ccl 4480
1302 1591 0O=C(COclccc2ec(/C=C3/SC(=0)NC3=0)ccc2cl)Nclcceecl 4500
CCC(=0)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(C(C)C)C
1303 1592 C2)clncc(-c2cc3cec(C)ne3cc20C)[nH]1 4500
CC[C@H]IOC(=0)[C@@H](O)[C@H](O[C@@H]2C[C@](C
OO C@@](O)CN(C)Ce3cee(-
c4en(CC(=0)NO)nn4)cc3)[C@@H](C)O2)[C@H](C)[C@H](
O[C@H]20[C@@H](C)C[C@@HI(N(C)O)[C@@H]20)[C@
@](C)(O)C[C@H](C)CN(O)[C@@H](C)[C@HI(O)[CR@]1(
1304 1593 (9)]0) 4510
1305 1595 CC(CYCOINC(=O)[C@@H]1Cc2ccc(OCC(=O)NO)cc2CN1C(= 4580
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0)OC(C)(O)C

1306 1596 0O=C(CCCCCCN(Cclec2eecee2[nH]1)Cclec2eccec2[nH]1)NO 4600

1307 1597 COclcec(N)e(NC(=0)c2ccc(CNC(=0)OCc3ccenc3)ec2)cl 4600

1308 1598 Iclcencel 4610

1309 1600 CC1(C)c2ccecc2N(Ce2eec(C(=0)NO)cc2)Clelcencel 4640

CCC(=0)CCCCCC(NC(=O)clencsl)el[nH]c(-

1310 1601 c2cceec2)ncl C(N)=0 4701

CC[C@H]IOC(=0)[C@H](O)[C@@H](O)[C@H](C)[C@@H
1(0[C@@H]20[C@H](C)C[C@H](N(C)Cc3cec(-
c4cn(CCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(OC)C[C

1311 1602 @@H])(CO)CEO)[C@H](O)[Ca@@H](O)[C@]1(C)O 4750

1312 1603 COclcce(-c2cee3nc(/C=C/C(=0)NO)ccc3c2)ccl 4770

1313 1605 O=C(CCCCCNC(=O)NCI2CC3CC(CC(C3)CNHC2)NO 4815.391988

1314 1606 CC(=0)Nclcce(-c2cc(C(=0O)NCCCCCCC(=0)NO)no2)ccl 4900

CCC(=0)CCCSC[C@@H]INC(=0)[C@H](C)NC(=O)C[C@

1315 1607 H](CC(C)C)NC(=0)[C@H](Cc2c[nH]c3cccec23)NC1=0 4909.989817
COclcee(/C=C(\C)C(=0)c2cc(0OC)c(0OC)c(OC)c2)cc10CCCC

1316 1608 CCCC(=0O)NO 4910

1317 1610 O=C(NO)clccc(OC2CCN(c3cceee3)C2=0)ccl 4920
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(Cclccen

1318 1611 c1)CC2)cInce(-c2cc3ccecce3nc20C)[nH]1 4924

1319 1612 NclceececcINC(=0O)clene(NCe2cccec2)enl 4936.789746

1320 1613 O=C(CCCC(=0O)NCCclcccecl)NO 5000

1321 1615 NclceeececcINC(=0)CCCCCC(=0)Nclcceeel 5000

1322 1616 CCOC(=O)NCCCC(=O)NCCclcceecl 5000

1323 1617 O=C(CCCCnlce(Nc2nee(Che(Ne3eee(F)ee3)n2)enl )NO 5100

COclce(C(=0)c2cesc(-
1324 1618 c3ccc(NC(=0)CCC(=0)NO)cc3)n2)cc(OC)c10C 5140
1325 1620 COclccc(N(C)e2ne(Chne3eccee23)cc1OCCCCC(=0)NO 5189
N[C@@H](Cclcecccl)C(=O)Nclccceel-
1326 1621 clcce(NC(=0)CCCCCNC(=0)CS)ccl 5190
O=C(CCCCCCC(=0)Nclccee(-c2en(-
1327 1622 c3cec(C(F)(F)F)ce3)nn2)c1)NO 5220
CC(C)(C)OC(=0)Nclcee(-
1328 1623 c2ncc(C(=O)NCCCCCCC(=0)NO)s2)ccl 5220
O=C(NO)[C@@H]1[C@H](c2cccce2)[C@H]1clecee(-

1329 1625 c2ncce(F)en2)el 5300

1330 1626 O=C(NO)clccc(CN2c3ccecc3C[C@@H]3CCCC[C@H]32)ccl 5300

1331 1627 O=C(CCCCCCNC(=0)C(O)O)C(F)(F)F)NclInc2cccee2sl 5300

1332 1628 Nclceeec INC(=0)clcee(CSce2nne(-c3cence3)n2-c2ceceec)ecl 5320
COclee(C(=0)c2ccec3ce(cen3S(=0)(=0)c3cec(/C=C/C(=0)NO)

1333 1630 cc3)c2)cc(0C)c10C 5340
CCIC@@H]10C(=0)[C@H](O)[C@@H](O[C@@H12C[C@]
(C)(O0)[C@H)(0)[C@@H](C)02)[C@Q@H](C)[C@@H](O[C

@@H]20[C@H](C)C[C@H](N(C)Cc3cece(-
c4en(CCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)O)C[C@@

1334 1631 H](O)CN(O)[C@H](O)[Ca@H](0)[C@]1(C)O 5380

CCC(=0)CCCCC[C@H](NC(=0O)CICN(C)Cl)c1[nH]c(-

1335 1632 c2ccc(F)ec2)nc1C(N)=0 5383

1336 1633 Cclcee(-c2noc(CCCCCCC(=0)NO)n2)ccl 5390

1337 1635 S=C1Sc2cc(Cl)ccc2C2=NCCCNI12 5400
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1338 1636 Incc(-c2cce3nc(C4CC4)ccc3c2)[nH]1 5400

CCC(=0)CCCCC[C@H](NC(=0)CICN(C)Cl)c1[nH]c(-

1339 1637 c2cceec2)ncl C(N)=0 5422

1340 1638 Oclccen(Cc2cce(Cn3cec(-c4ecceed)nn3)ec2)c =S 5470
Cclcec(NC(=0)C(Cc2c[nH]c3ccecc23)NC(=0)c2cee(C(=0)N

1341 1640 0)cc2)cecl 5500
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NclceecccINC(=0)clcec(CNC2=N[C@@H](c3ccccc3)CN2)ce

1342 1641 1 5500

1343 1642 CC1(C)c2ccec(C(=0)NO)c2CNl1clenc(C(F)(F)F)enl 5600

1344 1643 Brclenesl 5600

1345 1645 O=C(NO)cleccc(CN2CCCCc3cccce32)ccl 5610
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CCI12CCN(C(C)C)C

1346 1646 C2)clncc(-c2cc3cecee3nc20C)[nH] 1 5664
Cclceec2se(NC(=0)COc3cecdec(/C=C5/SC(=0)NC5=0)cccde

1347 1647 3)ncl2 5800

1348 1648 CC(=O)N[C@@H](Cclcee(OCc2cccec2)ccl)C(=0)NO 5800

1349 1650 C=CCnlc(SCCCCCC(=0)Nc2ccecec2N)nncl-cleencel 5860
CC[C@H]10C(=0)[C@H](C)[C@@H](O[C@H]2C[C@@](C
)(OO)[C@Q@H](0)[C@H](C)0)[C@H](O)[C@@H]O[CRQ@

H20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCCC(=0)NO)nn4)ce3)[C@H]20)[C@](C)(OC)C

1350 1651 [C@@H](C)C(=O)[C@H(O)[C@@H](O)[C@]1(C)O 5880

1351 1652 0O=C(CCCCCCOclccce(-c2nc3cccec3[nH]2)c1)NO 5980

1352 1653 CCCCCCCCCCCCCCCCNNC(=0)clccesl 6000

1353 1655 Nclcee(F)ecINC(=0)clcec(CNC(=0)OCc2ccenc2)ccl 6000

1354 1656 NCC(=0O)Nclccecel-clecc(NC(=0)CCCCCNC(=0)CS)ccl 6030

1355 1657 Oclccen(CCn2cc(-c3ccecc3)nn2)c1=S 6050
CC(C)C[C@H]1CC(=O)N[C@@H](C)C(=O)N[C@@H](CSC

1356 1658 CC(=0)O)C(=O)N[C@@H](Cc2c[nH]c3cccee23)C(=0)N1 6050
CCC(=0)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC(F)(F

1357 1660 )F)CC2)clnce(-c2cc3ccecc3nc20C)[nH]1 6093

1358 1661 O=C(CS)NCCCCCC(=0O)Ncleccce2ecencl2 6120

1359 1662 Cclnc2c(c(N(C)c3cec(OCCCC(=0)NO)cc3)n1)CCC2 6190
CC[C@H](Nclncene2[nH]ene12)c1ne(NCCCC(=0O)NO)c2ccccee

1360 1663 2nl 6194

1361 1665 0O=C(NO)clccc(NC2CC(=0O)N(c3cccee3)C2)ccl 6250
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1362 1666 )elnee(-c2cec3ce(=0)n(CC)cec3c2)[nH]1 6261
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1363 1667 )clnce(-c2cc3cee(C)ne3ec20C)[nH]1 6300

COclcc(C(=0)c2cesc(-
1364 1668 c3ccc(NC(=0)CCCC(=0)NO)cc3)n2)cc(0OC)c10C 6320
1365 1670 Oclccen(CCCn2cc(-c3ccccc3)nn2)cl=S 6400
CC(C)(C)OC(=0O)Nclcece(-
1366 1671 c2cc(C(=O)NCCCCCCC(=0)NO)no2)ccl 6522.630604
COclce(C(=0)c2cesc(-
1367 1672 c3cec(CHCCCC(=0O)Nc4cceecdN)ee3)n2)ec(0C)e10C 6550
1368 1673 0O=C(NO)clccee(Oc2cccec2)el 6600
O=C(N[C@@H](CCCCCB(0)O)C(=0O)Nclccece(-

1369 1675 c2ccccc2)cl)clencsl 6600
CC[C@H]10C(=0)[C@H](C)[C@@H](O[C@HI2C[C@@](C
)OO [C@@H](O)[C@H](C)02)[C@H](O)[C@@H](O[C@@
H]20[C@H](C)C[C@H](N(C)Cc3ccc(NC(=0)CCCCCCC(=0
INO)ce3)[C@H]20)[C@](C)(O)C[C@@H](C)CN(O)[C@HI(

1370 1676 O)[C@@H](O)[C@]1(C)O 6680
O=C(O)CCCCC[C@@H]INC(=0)[C@H](Cc2c(F)c(F)c(F)c(F
)c2F)NC(=0)C[C@H](Cc2ccc(O)cc2)NC(=O)[C@H](Cc2cccc

1371 1677 3ccecc23)NCI=0 6700

1372 1678 Fcleecc2cISC(=S)NICCN=C21 6700

1373 1680 Cclnce(-c2ccc(C(C(=0)NO)c3ccecc3F)ec2)enl 6700

1374 1681 Cnlcec([C@H]2[C@H](C(=O)NO)[C@@H]2c2ccccc2)enl 6700

1375 1682 O=C(CCNI1CCc2ccccc2C1CICCCCCI)NO 6700
O=C(CCC1C(=0)N(c2ccc(Cl)cc2)C(=0O)N1Cclcee(Br)ccl)Ne

1376 1683 Lece(C(=O)NO)ccl 6700

1377 1685 Ccleec(NC(=O)CN(CCCCCC(=O)NO)C(=0)c2ccc(N(C)C)ee2 6760
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)eel

1378 1686 Oclceen(CCCCCCn2c¢c(-c3cceec3)nn2)cl=S 6770.970462

CC[C@H]IOC(=0)[C@H](O)[C@@H](O)[C@H](C)[C@@H
1(O[C@@H]20[C@H](C)C[C@H](N(C)Ce3cee(-
c4cn(CCCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(O)C]

1379 1687 C@@H](C)CN(O)[C@H](O)[C@@H](O)[C@]1(C)O 6780

1380 1688 O=CN(O)CCCCCC(=0O)Nclccececl 6800
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1381 1690 1[nH]c(-c2ccc(F)ec2)nc 1 C(N)=0 6802
Nclnc(Ne2cee(F)e(Cl)e2)e2nen(Ce3ccc(C(=0)NcdeccccdN)ee

1382 1691 3)c2nl 6810

CC(C)(C)OC(=0O)Nclcee(-

1383 1692 c2cc(NC(=0)CCCCCCC(=0)NO)no2)ccl 6851
CCC(=0O)CCCCC[C@H](NC(=0O)CI12CCN(CC1)CC2)cl[nH]c

1384 1693 (-c2cce(F)ec2)nc1 CHN 6929

1385 1695 O=CN(O)CCCCCNC(=0O)clccc2eecec2cel 7000

1386 1696 CN(C)clcee2e(c])SC(=S)NICCN=C21 7000
CC(=O)NCCCC[C@@H]INC(=0)C[C@H](CC(C)C)NC(=0)[
C@H](Cc2c[nH]c3cecce23)NC(=0)[C@H](CSCCC(=0)O)NC

1387 1697 1=0 7040

COclce(C(=0)c2esc(-

1388 1698 c3ccc(0O/C=C/cdccc(CC(=0)NO)cc4)ce3)n2)cc(0C)c10C 7100

CC[C@@H]I0C(=0)[C@@H](O)[C@H](O[C@H]2C[C@@]
(O)(OO)[C@](O)(CN(C)Cce3ccce(-
c4en(CC(=0)NO)nn4)cc3)[C@H](C)02)[C@H](C)[C@H](O[
C@@H]20[C@H](C)C[C@H](N(C)O)[C@H]20)[C@@](C)(

1389 1700 OCO)C[C@H](O)C=EO)[Cw@H](O)[C@@H](O)[C@@]1(C)O 7120
CC[C@H]1O0C(=0)[C@H](O)[C@@H](O[C@H]2C[C@@](C
NOO)[C@@H](0)[C@H](C)O2)[C@H](O)[C@@H](O[C@@

H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(O)C]

1390 1701 C@@H](C)CN(O)[C@H](O)[C@@H](O)[C@]1(C)O 7130

1391 1702 N#Cclcee(-c2en(CCCCCn3ccec(0)c3=S)nn2)ccl C(F)(F)F 7141.213482
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1392 1703 Incc(-c2cce3nc(C)eec3c2)[nH]1 7200

1393 1705 Cnlc(SCCCCCC(=0)Nc2ccecec2N)nnel-clcenccel 7280
CC(C)clec(C(=O)N2Cc3ccc(NC(=0)CCC(=0)NO)cc3C2)c(0)

1394 1706 cclO 7319
Cclee(C)ee(C(=O)N(CCCCCC(=0)NO)CC(=0O)NCc2cceec2)e

1395 1707 1 7330
CC12CC3CC(C)(C1)CC(NS(=0)(=O)clcce(/C=C/C(=O)NO)c

1396 1708 c1)(C3)C2 7380
Cclece(Br)ccc INC(=0)COclcec2ec(/C=C3/SC(=0)NC3=0)ccc

1397 1710 2cl 7400
CC(C)clec(C(=O)N2Cc3cce(NC(=0)CCCCC(=0)NO)cc3C2)e

1398 1711 (O)cclO 7415
C[C@]12CC[C@@H]3c4ccc(0)cc4CCI[C@H]3[C@@H]1CC[

1399 1712 C@@]2(0)clen(CCCCC(=O)NO)nnl 7416.198487

CCC(=0)CCCCCC(NC(=0O)clencsl)cl[nH]e(-

1400 1713 c2cccec2)ncl C(=O)NC 7471
Cclceec(NC(=0)COc2ccc3cc(/C=C4/SC(=O)NC4=0)ccc3c2)n

1401 1715 1 7500

CCC(=0)CCCCC[C@H](NC(=0)C1CCOCC1)cl[nH]c(-

1402 1716 c2ccc(F)ec2)nc1C(N)=0 7566
Nclnc2nee(CNe3eee(C(=O)NCCCCCCCCC(=0)NO)cce3)ne2c(

1403 1717 =0)[nH]1 7590
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1404 1718 )elnee(-c2cc3ceenc3nc20C)ol 7600

1405 1720 O=C(CCCCCCclnc(-c2ccc(F)cc2)no)C(F)(F)F 7650
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1406 1721 CCCCCCC(=0)N(0)C1CC(=0)C(c2ccc(Cl)ec2)C1=0 7690
1407 1722 Nclcee(ClheeINC(=0)clcecc(CNC(=0)OCc2ccenc2)ccl 7700
O=C(NO)clcce(-
1408 1723 c2ccc3nenc(Nedeee(OCcS5cccc(F)eS)e(Clcd)e3c2)ol 7700
1409 1725 NclceecccINC(=0)clcecc(CNC(=0)OCc2ccenc2)ccl 7763.344198
1410 1726 COclcec2¢(c1)CI=NCCNIC(=S)S2 7800
O=C(NO)cleccc(CN2C(=0)C(Cc3ccecc3)N(Ce3cceen3)C2=0)c
1411 1727 cl 7826
1412 1728 Cnlc(SCc2ccc(C(=0)Nc3cecccc3N)ec2)nnel-cleeneel 7850
COclce(C(=0O)c2esc(-
1413 1730 c3ccc(OCc4cecc(C(=0)NO)cc4)cc3)n2)cc(0OC)c10C 7980
1414 1731 NclceeccINC(=0)elcec(CNC2=NC(=0)C(c3ccccc3)N2)ccl 8000
Cclcoc(C(=0)CCCCC[C@H](NC(=0)C2CCN(C)CC2)c2nce(-
1415 1732 c3cce(F)ec3)[nH]2)nl 8000
CCCCCCCCSSCC/C=C/[C@@H]1CC(=O)N[C@H](C(C)C)C
1416 1733 (FON[C@H](C)C(=O)N[C@H](C(C)C)C(=O)NCC(=0)01 8010
CC(C)(C)OC(=O)Nclcceee(-
1417 1735 c2cc(C(=O)NCCCCCCC(=0)NO)no2)cl 8104
O=C(CCCCNI1C(=0)[C@@H](CS)N=C(c2ccccc2)c2cccec2])
1418 1736 NO 8110
1419 1737 0O=C(NO)clcoc(-c2cccs2)nl 8130
CCC(=0)CCCCC[C@H](NC(=0O)[C@H]1CC12CCN(Cclccce
1420 1738 c1)CC2)clncc(-c2cc3cceee3nc20C)[nH]1 8197
1421 1740 0O=C(NO)clccc(CNCc2nc(-c3cces3)no2)cel 8260
COclce(C(=0)c2esc(-
1422 1741 c3ccc(NCCC(=0)NcdecceedN)ee3)n2)ec(OC)c10C 8280
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c
1423 1742 Incc(-c2cce3nc(OC)ccc3c2)[nH]1 8300
O=C(NCC12C[C@H]3C[C@@H](C1)C[C@@H](C2)C3)clcc
1424 1743 c2¢(cen2Cc2ccc(C(=0)NO)c(Br)c2)cl 8380
CC(CYC)OC(=0)nlc(C[C@@H]2N=C(c3cccee3)c3cccce3N(C
1425 1745 CCCC(=0)NO)C2=0)cc2cccec2l 8390
CCC(=0O)CCCCC[C@@H]INC(=0)C2CCN2CCCCCCOc2ccc
1426 1746 cc2-c2cencl[nH]2 8419
COclce(Cn2cec3cc(C(=O)NCC4A5C[C@H]6C[C@@H](C4)C[
1427 1747 C@@H](C5)C6)ccec32)cecl C(=0)NO 8440
1428 1748 CN(Cclece(C(=0)NO)ccl[18FNCCI2CC3CC(CC(C3)CHC2 8500
O=C(CCCCNIC(=0)[C@H](CCC(=0)NO)N=C(c2ccccc2)c2c
1429 1750 ccec21)NO 8520
CCC(=0O)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(C)CC2)c
1430 1751 Incc(-c2cnc3ccecc3c2)[nH]1 8600
1431 1752 CCI12CC3CC(C)(C1)CC(NCcleec(C(=O)NO)ccl)(C3)C2 8630
1432 1753 O=C(NO)clccc(CN2CCCCc3cc(Cl)cee32)ccl 8640
1433 1755 0=C(CCCCCCclnc(-c2ccc(F)ec2)nol)NO 8760
1434 1756 Ccelcee(-c2ce(/C=C/c3cce(C(=0)NO)ce3)een2)e(F)el 8780
COclce(C(=0)c2cesc(-
1435 1757 c3ccc(OCCCC(=0)NO)cc3)n2)cc(OC)c10C 8840
1436 1758 COclcec2se(NC(=0)CCCCCCNC(=0)C(O)(O)C(F)(F)F)nc2cl 8900
COclcc2c(0Oc3cec(NC(=0)C4(C(=0)Nc5cee(F)ce5)CC4)cc3F)
1437 1760 cenc2cc OCCCC(=0)NO 8940
Ccleec(NC(=0)COc2ccc3cc(/C=C4/SC(=0)NC4=0)ccc3c2)ce
1438 1761 1 9000
1439 1762 NclceececcINC(=O)cleneenl 9012.649444
1440 1763 COclcee(-c2nec(C(=0)NCCCCCCC(=0)NO)s2)c(0OC)cl 9020
1441 1765 O=C(NO)C(clccc(-c2ncc(C(F)(F)F)en2)cel)clecccclF 9100
COclce(C(=0)c2esc(-
1442 1766 c3ccc(NCC(=0O)NcdcceecdN)ee3)n2)ec(0C)c10C 9110
1443 1767 CCC(=0)CCCCC[C@H]INC(=0O)[C@H]1CCI12CCN(C)CC2)c 9200
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Incc(-c2cce(-c3cneen3)ec2)[nH]1

O=C(NO)clccce(S(=0)(=O)N[C@H](C(=O)NCc2ccccc2)c2ce

1444 1768 cee2)cl 9200

1445 1770 O=C(/C=C/clccc(/C=C(/CNC2CC2)c2ccc(F)cc2)cc )NO 9300

1446 1771 O=C(N[C@@H](Cclccc(OCc2ccccc2)cc1)C(=0)NO)clccceel 9300

1447 1772 0O=C(CNI1C(=0)S/C(=C/c2cccen2)C1=0)Nclnc2cccee2sl 9300
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1448 1773 )el[nH]c(-c2ccc(F)ee2)nc 1 CHN 9370

1449 1775 CCC(CC)cleec(C(=0)NO)ccl 9430

1450 1776 CCN(CC)Ccleee(C(=0)NO)ccl 9430

1451 1777 S=C10c2ccccc2C2=NCCCN12 9500

1452 1778 NclceecccINC(=0)clcec(CSC2=N[C@@H](c3ccccc3)CO2)ccl 9500
CC(O)[C@@H]INC(=O)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=

1453 1780 O0)C[C@@H](/C=C/CCSCCS)OC1=0 9600
COclcc(Ne2ne(N)ne3ce2nen3Ce2ccc(C(=0)Nce3cccee3N)ce2)ce

1454 1781 (0C)cl 9610

1455 1782 Cnlce(C(=0)Clccl/C=C/C(=0)NO 9650

1456 1783 O=CN(O)CCCCCNC(=0)CCclcceecl 9700
CC(C)C[C@H]1CC(=O)N[C@@H](C)C(=O)N[C@@H](CSC

1457 1785 C(=0)O)C(=O)N[C@@H](Ce2c[nH]e3cccec23)C(=0)N1 9700
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1458 1786 1ncc(C2=CC30C=NC3C=C2)[nH]1 9700

1459 1787 O=C(CCCCCONC(=0)clccc2eccee2n]l)NO 9780
CN1c2cee(F)ec2C(=0)N2CCc3c([nH]c4ccc(OCeScee(/C=C/C(

1460 1788 =0)NO)cc5)cc34)C21 9800

O=C(CCCCCCNC(=0)C(O)(O)C(F)(F)F)Nclnce(-

1461 1790 c2ccc(Br)cc2)sl 10000
Nclnc2nee(CNce3eee(C(=O)N[C@@H](CCC(=O)NCCCCCCC

1462 1791 C(=0)Nc4ce(-c5ceesS)cecdN)C(=0)0)cce3)nc2e(=0)[nH]1 10000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1463 1792 Incc(-c2ccc(-c3cencee3)cc2)[nH]1 10000

1464 1793 O=C(CCCCNCclcccecl)NO 10000
COclece(C(=0)c2ccc3e(cen3S(=0)(=0)c3cec(/C=C/C(=0)NO

1465 1795 )ee3)e2)ecl 10000

1466 1796 0O=C(NO)clcoc(-c2ccce(-c3cccec3)c2)nl 10080

COclce(C(=0)c2esc(-
c3ccc(NC(=0)CCCCCCC(=0)Nc4cceecdN)ce3)n2)ec(OC)c10

1467 1797 C 10160

1468 1798 COclcccecl-clnec(C(=O)NCCCCCCC(=0)NO)s1 10190

1469 1800 CN(C)cleee(C(=0)NCCCCCNC(=0)CS)ccl 10200

1470 1801 O=C(CCCCCONC(=0)clcc2ceccec2[nH]1)NO 10300

1471 1802 Cnlc(CCC(=0O)NO)nc2cceec2el=0 10400
CC[C@H]10C(=0)[C@H](C)[C@@H](O[C@HI2C[C@@](C
)(OO)[C@Q@H](0)[C@H](C)02)[C@H](O)[C@@HIO[CR@

H]20[C@H](C)C[C@H](N(C)Cc3cce(-
c4cn(CCCCCCCCC(=0)NO)nn4)ce3)[C@H]20)[C@](C)(OC)

1472 1803 C[C@@H](C)C(=0)[C@H](O)[Ca@H](O)[C@]1(C)O 10550

1473 1805 CCCNNC(=0)clene(NCe2ccc(OC)ec2)enl 10744

1474 2071 O=C(CCCCCOclno[n+](JO-]c1S(=0)(=0)clcccecl )NO 10846.61237

O=C(/C=C/clccc(-

1475 1806 c2cce3nenc(Nedeec(OCceSceee(F)eS)e(Cled)e3c2)ol)NO 11000
C[C@]12CC[C@@H]3c4ccc(0)cc4CC[C@H]3[C@@H]1CC[

1476 1807 C@@]2(0)clen(CCCC(=0)NO)nnl 11000
CC(C)(C)OC(=0)CC(O)/C=C/CCSSCC/C=C/C(0)CC(=0)OC(

1477 1808 O)(O)C 11000
CCI[C@H]1O0C(=0)[C@H](O)[C@@H](O[C@H]2C[C@@](C
NOO)[C@@H](0)[C@H](C)02)[C@H](O)[C@@H](O[C@@

H]20[C@H](C)C[C@H](N(C)Cc3cce(-
1478 1810 c4cn(CCCCCCCCC(=0)NO)Nn4)ce3)[C@H]20)[C@](C)O)C 11050
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[C@@H](C)CN(O)[C@H](O)[C@@H](O)[C@]1(C)O

1479 1811 0=C(0)CCCCCSclnnc(-c2ccnec2)nl-clececcl 11050

1480 1812 C=CCnlc(SCCCCCC(=0)NO)nncl-cleenecl 11060

1481 1813 O=C(CCCCCONC(=0O)Nclcnc2ccccc2c])NO 11170

N[C@@H](Cclc[nH]c2cecec12)C(=0)Ncelceeecl-

1482 1815 clcce(NC(=0)CCCCCNC(=0)CS)ccl 11300

1483 1816 COclccc(-c2nce(/C=C/C(=0)Nc3cceee3N)s2)cc 10C 11550

1484 1817 O=C(Cclcccccl)NO 11620

COclcc(C(=0)c2cesc(-

1485 1818 c3ccc(NC(=0)CCCC(=0)Nc4cceecdN)ce3)n2)ec(0C)e10C 11620

1486 1820 Cnlc¢(SCCCCCC(=0)O)nncl-clceneel 11950

1487 1821 O=C(CCCCCCC(=0O)Nclccee(-c2en(-c3ccc(F)ee3)nn2)c1)NO 12000

1488 1822 COclcec2¢(c])SC(=S)N1ICCN=C21 12000

COclce(C(=0)c2cesc(-
1489 1823 c3ccc(NC(=0)CC(=0)Nc4cccecdN)ce3)n2)ec(OC)c10C 12020
1490 1825 Cnlce(C=0)ccl/C=C/C(=0)NO 12250
CCC(=0)CCCCC[C@H](NC(=O)clcncsl)cl[nH]c(-

1491 1826 c2ccc(F)cc2)nc1CHN 12260

1492 1827 CN(C)cleee(C(=0)NCCCNC(=0)CS)ccl 12300

1493 1828 O=C(CCCCCONC(=0O)clnccc2ceccc12)NO 12400
Nclceeec INC(=0)clecc(CNC2=N[C@@H](c3cccee3)[C@H](

1494 1830 c3ccece3)S2)ccl 12600

1495 1831 C#Cclcencecl 12600
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1496 1832 1[nH]c(-c2cce(-c3ccene3)cc2)nc 1 CHN 12620
O=C(CCCCNI1C(=0)[C@H](Cc2cccece2)N=C(c2cceec2)c2ecee

1497 1833 c21)NO 12670

1498 1835 CN(C)S(=0)(=0)clccc(NCCCCCC(=0)NO)c2noncl2 12700

1499 1836 O=C(NO)clccec(CSc2nnc(-c3cence3)n2-c2ccccc?)cel 12760

1500 1837 O=C(NO)clcsc(C(c2ccccc2)c2eccec2)nl 12860

1501 1838 Fclceec2c1 C1=NCCNIC(=S)S2 13000

COclcce(-

1502 1840 c2enc(NC(=0)CCCCCCNC(=0)C(O)(O)C(F)(F)F)s2)ccl 13000

1503 1841 NclcccccINC(=0)cleec(CNC2=NC(=0)C(Cc3cccee3)N2)ccl 13000

1504 1842 N/N=C(\Cclccc(O)c(Br)c1)C(=O)NCCS 13000

1505 1843 Cclcec2c(c])SC(=S)NICCN=C21 13000

O=C(N[C@@H](CCCCNC(=O)clccceec1O)clnce(-
1506 1845 c2ccc3ceccec3c2)[nH]1)clencsl 13000
O=C(CNI1C(=0)S/C(=C/c2ccc02)C1=0)Nclccc([N+](=O)[O-

1507 2072 Decl 13000

1508 1846 COclccce(-c2nee(/C=C/C(=0)Nc3ccecee3N)s2)cl 13370

1509 1847 O=C(CS)NCCCCCCNC(=0O)Nclcceecl 13900

1510 1848 CNC(=0)clcecc(C(=O)NO)cl 14000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(CCC(F)(

1511 1850 F)F)CC2)clncc(-c2cc3cececec3nc20C)[nH]1 14090
O=C(/C=C/clccc(Cn2cc(Ne3nce(Cl)e(Nedecc(F)eced)n3)en2)ce

1512 1851 1)NO 14100

1513 1852 COclce(-c2nce(/C=C/C(=0O)Nc3ccccc3N)s2)ec(0C)c10C 14180

1514 1853 NclceecccINC(=0)clcec(CSC2=N[C@@H](c3ccccc3)CN2)ccl 14300

1515 1855 O=C(NO)clcoc(-c2ccc(Br)ecc2)nl 14370

1516 1856 CCEON[C@@H](Ccleee(OCCc2cccec2)ccl)C(=O)NO 14400

1517 1857 COclcce(-¢2nec(C(=O)NCCCCCCC(=O)NO)[nH]2)c(OC)cl 14560
0O=C(NO)clcec(CN(Cc2nnnn2Cc2ccccc2)C(=0)c2eccec2C(F)(

1518 1858 F)F)ccl 14700
NclceeccINC(=0)clcee(CNC2=N[C@@H](c3ccc(O)cc3)CS2)

1519 1860 ccl 15000

1520 1861 CCCC(=0)O 15000

1521 1862 COclceec(-c2nec(C(=O)NCCCCCCC(=0)NO)s2)cl 15230
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1522 1863 0O=C(NO)Clc2cccee2-c2cccec2l 15247.95068

1523 1865 O=C1Nc2ccccc2/C1=N/NC(=S)Nclccc(C(=0)NO)ccl 15700

1524 1866 CCSC(=S)SCC(=0O)clcecc(OC)ccl 15848.93
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1525 1867 )elnce(-c2cc3ceecc3nc20C)ol 16000
0O=C(COcleccc2ec(/C=C3/SC(=O)NC3=0)ccc2cl)Nclcee(Br)c

1526 1868 cl 16000
O=CINC(=0)/C(=C\c2ccc(OCC(=0O)N3N=C(c4ccccc4)CC3c3

1527 1870 cce(C(F)(F)F)cc3)ee2)S1 16000

CCC(=0)CCCCC[C@H](NC(=O)clcconl)cl[nH]c(-

1528 1871 c2ccc(F)ec2)ncl CHN 16190
COclcec2e(C(=0)c3cc(0C)c(0C)c(0OC)c3)en(S(=0)(=0)c3cce

1529 1872 c(/C=C/C(=0)NO)c3)c2cl 16200

1530 1873 COclcec(CNC(=0)c2cc(F)ecc2N2CCOCC2)cc10CC(=0)NO 16509
CCC(=0O)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(C)CC2)c

1531 1875 1[nH]c(-c2ccc(F)ce2)nc 1 CHN 16750

CCC(=0)CCCCCC(NC(=0O)clencsl)cl[nH]e(-

1532 1876 c2ccecc2)nclC(=0)N1CCOCCI1 16780
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1533 1877 Incc(-c2cc3cecenc3cec20C)ol 17000
CCOclcee2nec(NC(=0)COc3cccdec(/C=C5/SC(=0)NC5=0)ccc

1534 1878 4c3)sc2cl 17000

O=C(/C=C/clccc(-

1535 1880 c2ccc3nenc(Nedecc(OCceScecc(F)eS)e(Cl)ed)e3c2)s1)NO 19000

1536 1881 O=C(CCNI1CCc2ccccc2C1)NO 19000

1537 1882 O=C(CNI1CCc2ccccc2Clclcecccl)NO 19000
O=C(NO)clccce(S(=0)(=O)N[C@@H](Cc2c[nH]c3cceec23)C

1538 1883 (=O)NCc2cccce2)cl 19000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1539 1885 1[nH]e(-c2ccc(C(F)(F)F)cc2)nc CHN 19190

CCC(=0)CCCCC[C@H](NC(=0)CICN(C)Cl)cl[nH]c(-

1540 1886 c2ccc(F)ec2)ncl CHN 19650

1541 1887 O=C(NO)clccc(NC(=S)N/N=C/c2ccc(F)cc2)ccl 19700

1542 1888 COclcce(-c2nec(C(=0)NCCCCCC(=0)NO)s2)c(0C)cl 19810

1543 1890 0O=C(NO)clccee(-c2cceec2)el 20000

Nclcee(-

1544 1891 c2cces2)ccINC(=0)clecc(N2CCC3(CC2)CNC(=0)0O3)ncl 20000
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1545 1892 Ince(-c2cc3cec(C)ne3cc20C)ol 20000
O=CINC(=0)/C(=C\c2ccc(OCC(=0)N3N=C(c4ccccc4)CC3c3

1546 1893 ccece3)ec2)S1 20000

1547 1895 0O=C(NO)clcoc(-c2ccccc2Br)nl 20240
CSCC[C@@H]1N=C(c2cccec2)c2cecce2N(CCCCC(=0)NO)C

1548 1896 1=0 20280
CCC(=0O)CCCCC[C@H](NC(=0O)[C@H]1CCI12CCN(C)CC2)c

1549 1897 1[nH]c(-c2ccc(F)cc2F)ncl1 CEN 20730

1550 1898 CN1CCN(CCNC(=0)c2ccc(C(=0)NO)cc2)CCl1 20910

1551 1900 S=C1Sc2ccccc2C2=NCCN12 21000

1552 1901 Fclceee2cl SC(=S)N1CCCN=C21 21000
CCC(=0)CCCCC[C@@H]INC(=0)C2CCN2CCCCCOc2cccc

1553 1902 c2-c2cencl[nH]2 21460
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1554 1903 Incc(-c2cc3cccee3nc20C)ol 21690

1555 1905 Ccl[nH]c2cceec2c1 CCNCeleee(/C=C/C(N)=0)ccl 22000

1556 1906 O=CN(O)CCCCCNC(=O)clcceecl 22000

1557 1907 CNC(=0)/C(CCCCCCC(=0)Ncleccecl)=N\O 22297.98197
CC(CYO)OC(=0)C[C@@H]IN=C(c2ccecec2)c2eccee2N(CCC

1558 1908 CC(=0)NO)C1=0 22390
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1559 1910 C=CCnlc(SCc2ccc(C(=0)Nc3cccce3N)ec2)nncl-cleenccel 22490
CC(=0O)N1C(NCc2ccc(C(=0O)Nc3cceec3N)ce2)=NC(=0)C1Cc

1560 1911 lcceecl 22700
O=C(O)CC/C=C\C[C@@H]INC(=0)[C@H]2CCCN2C(=0)[C

1561 1912 @H](Cc2ccccc2)NC(=0)[C@H](Cc2c[nH]c3ccccc23)NC1=0 23000

O=C(N[C@@H](CCCCCB(0)O)C(=0O)Nclccee(-

1562 1913 c2ccecc2)cl)clecencl 23000
O=C(CCCCNI1C(=0)[C@H](CCC(=0)NC(c2cecccc2)(c2ceccc2

1563 1915 )c2ccccc2)N=C(c2ccccc2)c2ecccc21)NO 23480

1564 1916 CC(=0O)Nclcec(C(=0)CSc2nc(C)ec(O)n2)ccel 23900
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1565 1917 Incc(-c2cc3cec(C4CC4)nc3cc2F)ol 24000
CCC(=O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(CC)CC2

1566 1918 )cInce(-c2cc3cence3nc20C)ol 24000
CC(=O)N1C(NCc2ccc(C(=0O)Nc3cecee3N)ec2)=NC(=0)C1Cc

1567 1920 Ic[nH]c2cccecl2 24300

1568 1921 C[C@@H]1N=C(c2ccccc2)c2ceccc2N(CCCCC(=0)NO)C1=0 24750
O=CINC(=0)/C(=C\c2ccc(OCC(=0O)N3N=C(c4ccc(F)cc4)CC3

1569 1922 c3cee(Clhe(Cl)e3)cc2)S1 25000
NelceeccINC(=0)clcee(CNC2=N[C@H](c3cceee3)[C@H](c3

1570 1923 cceee3)02)cel 25200
O=CINC(=0)/C(=C\c2ccc(OCC(=0O)N3N=C(c4cccccd)CC3c3

1571 1925 cce(F)ee3)ec2)S1 26000
CC(CYO)OC(=0)CC[C@@H]IN=C(c2cccec2)c2eccce2N(CC

1572 1926 CCC(=0)NO)C1=0 26070

1573 1927 0O=C(NO)clcoc(-c2ccc3ccecc3c2)nl 26160

O=C(CCCCCnlcc(-c2cce(C(=0)c3c(-

1574 1928 c4dccc(O)ccd)scdec(O)cee34)cc2)nnl )NO 26507.5461

1575 1930 C[Si](0)(0O)CCCCCCC(=0)Nclcceecl 27000
CC(C)(C)OC(=O)N1C(NCc2ccc(C(=O)Nc3cceee3N)ec2)=NC(

1576 1931 =0)C1Cclc[nH]c2ccececl2 27200

1577 1932 0O=C(NO)clcoc(-c2ccc(-c3cccce3)cc2)nl 27330
O=C(CCCCC[C@@H]INC(=O)[C@H](Cc2c[nH]c3cccec23)N
C(=O)[C@H]2CCCN2C(=0)[C@H](Cc2c[nH]c3ccecec23)NC1

1578 1933 =0)NO 27600
O=C(N[C@@H](Cclccc(OCCc2ccecc2)ccl)C(=0)NO)clcecce

1579 1935 1 27800

1580 1936 O=C(CS)NCCCCCC(=0O)Nclcccecel 27892.65136

1581 1937 COclcec2ec(C(=0)/C=C/C=C/c3ccc(OC)c(0C)c3)e(=0)oc2cl 28000
COclcc(COc2ccc(NC(=0)CCCCCCC(=0)OCc3ccc(CN=[N+]

1582 2073 =[N-])cc3)cc2)ce(N=[N+]=[N-])cl 28000

1583 1938 C=CCnlc(SCc2ccc(C(=0O)NO)cc2)nncl-clcenccl 28370

1584 1940 COclccec2ee(-c3nc(C(=0)NO)co3)ccc2cel 29080

CNC(=0)/C(CCCCCCC(=0O)Nclccee(-
1585 1941 c2ccc(C(=0)0)cc2)c1)=N\O 29400
CCC(=0O)CCCCC[C@H](NC(=O)CN(C)C)c1[nH]c(-

1586 1942 c2ccc(F)ec2)nc 1 CHEN 29490
C[C@@H](OCclcccce])[C@@H]IN=C(c2cccee2)c2eceec2N(

1587 1943 CCCCC(=0O)NO)C1=0 29540

O=C(CCCCCCnlcc(-c2ccc(C(=0)c3ce(-

1588 1945 c4dccc(O)ccd)scdec(O)cee34)cc2)nnl )NO 29900
CCCC[C@H]INC(=O)C[C@H]2/C=C/CCSSC[C@@H](NC1

1589 1946 =0)CEON[C@H]([C@@H](C)CO)[C@@H](0)CC(=0)02 30000

O=C(CCCCCCNC(=0)C(O)(O)C(F)(F)F)Nclnce(-

1590 1947 c2cec(O)cc2)sl 30000

1591 1948 S=C1Sc2c(Cl)ccec2C2=NCCCNI12 30000
Cclecc(C(=O)N[C@@H](Ce2ecc(OCc3ccecce3)ec2)C(=0)NO)

1592 1950 ccl 30700

1593 1951 O=C(NO)clcoc(-c2ccc(Cl)cc2)nl 30760
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O=C(/C=C/clccc(-

1594 1952 c2ccc3nenc(Nedeee(OCcSccec(F)eS5)e(Cled)e3ce2)ec1)NO 31000

1595 1953 Cclcecc2elSC(=S)NICCN=C21 31000

1596 1955 NclceeeccINC(=0)/C=C/clccc(NC(=0)Cc2ccccc2)enl 31400

1597 1956 Nclcee(-c2cces2)cc INC(=0)clcecc(CNC(=0)OCc2ccenc2)ccl 31738
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CCI12CCN(C(C)C)C

1598 1957 C2)clnce(-c2cc3ceceee3nc20C)ol 32920

1599 1958 O=C(NO)NICCN(C(=S)N/N=C/c2ccccc20)CC1 33670

1600 1960 NclceeccINC(=0)clcec(CNC2=NC(c3ccc(F)cc3)CO2)ccl 33900
CC(O)[C@H](NS(=0)(=O)clcccc(C(=O)NO)c1)C(=0O)Nclcee

1601 1961 ccl 33900

1602 1962 CC(C)Cclnc2cc(CCC(=0)NO)cec2n1CCCO 33960
O=CINC(=0)/C(=C\c2ccc(OCC(=0)N3N=C(cdcccccd)CC3c3

1603 1963 cce(F)ec3F)cec2)S1 34000

1604 1965 NclceeecccINC(=0)clcec(CNe2neee(-c3ccenc3)n2)ccl 35000
O=CINC(=0)/C(=C\c2ccc(OCC(=0)N3N=C(c4ccccc4)CC3c3

1605 1966 ccc(Br)ee3)cec2)S1 35000

1606 1967 CCC(C(=O)Nclcee(/C=C/C(=0O)Nc2cccec2N)nel)clcccecl 35600

COC(=0)CCCCCCC(=0O)Nclenn(Cc2cc(CN=[N+]=[N-

1607 2074 Dec(N=[N+]=[N-])c2)cl 36000

1608 1968 O=C(NO)clcsc(-c2ccc(Br)ec2)nl 36360

1609 1970 CCOP(=0)(CNCclcee(C(=O)Nc2ce(-c3cees3)cee2N)ec1)OCC 37000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1610 1971 1[nH]c(-c2ccenc20C)nc1CHN 38080

1611 1972 0O=C(NO)clInoc(-c2ccccc2)nl 38500
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(CC)CC2

1612 1973 )clnce(-c2cc3cee(C)ne3ec20C)ol 39000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CCI12CCN(C)CC2)c

1613 1975 1[nH]c(-c2cccec2F)ncl CHN 39610

1614 1976 Nclee(CheecINC(=0)clcecc(CNC(=0)OCc2ccenc2)ccl 40000

1615 1977 O=C(NO)clcoc(-c2cccee2)nl 41900

1616 1978 Iclceeenl 42000
CC(C)(C)OC(=0)CCCCCCC(=0)Nclecee(OCe2ec(CN=[N+]=[

1617 2076 N-Dec(N=[N+]=[N-])c2)ccl 42600

1618 1980 CC(C)C(C(=0)Nclcee(/C=C/C(=0)Nc2ccecc2N)ncl)cleceeel 43100

1619 1981 O=C(NO)N1CCN(C(=S)N/N=C/c2ccc(Cl)cc2)CCl1 43160

1620 1982 0=C(NO)clcoc(-c2ccc(F)cc2)nl 43350

1621 1983 CC(C)(C)OC(=O)N[C@@H](CCCCCS)C(=0)NCICCCCI 44000
CCC(=0O)CCCCC[C@H](NC(=O)[C@H]1CC12CCN(C)CC2)c

1622 1985 Innc(-c2cc3ccecc3nc20C)ol 45000

COC(=0)CCCCCCNC(=0)clce(-
c2ccc(NC(=0)c3cc(CN=[N+]=[N-])cc(N=[N+]=[N-

1623 2077 De3)cc2)onl 47100

1624 1986 CS(=0)(=O)N[C@@H](Cclccc(OCc2ccccc2)ecl)C(=0)0 47200

1625 1987 COC(=0)CCCCCCC(=0)Nclcee(OCc2cc(C)ec(C)e2)ecl 47800

1626 1988 COclcce(-c2ne(C(=0)NO)co2)ccl 50940

1627 1990 O=C(CCCCCCNC(=0)C(O)O)C(F)(F)F)Nclcce(Clh)eel 52000

1628 1991 NclceeccINC(=0)clccc(CNC2=NC(c3ccec(F)c3)CO2)ccl 52200

Cclcee(C(=O)N[C@@H](Cc2cec(OCCc3cccee3)ec2)C(=0)N

1629 1992 O)ccl 52500

1630 1993 Cnlce(C=0)cc1CCC(=0)NO 52560
NclceecccINC(=0)clcecc(CNC2=NC(c3cceee3)(c3ccecc3)CO2)

1631 1995 ccl 53500

1632 1996 0O=C(NO)C(clccceel)cleececcl 53881.81422

1633 1997 CNC(=0)/C(CCCCCCC(=0)NClc2ceceec2-c2ccecc21)=N\O 58400

1634 1998 0O=C(NO)clcsc(-c2cncen2)nl 61420

1635 2000 CNC(=0)/C(CCCCCCC(=0)Nclcec2eccee2el ) =N\O 65000

1636 2001 CCC(C(=O)Nclcee(C(=O)Nc2cecece2N)ncl)elcceeel 66200
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COclee(COc2cec(NC(=0)CCCCCCC(=0)OCCN=[N+]=[N-

1637 2078 Dee2)ec(N=[N+]=[N-])cl 67500
NclceeccINC(=0)CCCCCC(clc[nH]c2cececl2)cle[nH]c2cccee

1638 2002 cl2 74000

1639 2003 CC(CO)C(C(=0O)Nclcee(C(=0O)Nc2ccccc2N)ncl)eleeceel 75200

1640 2005 CNC(=0)/C(CCCCCCC(=0)Nclccee(-c2ccenc2)cl1)=N\O 76700

1641 2006 NclceeeccINC(=0)/C=C/clccc(NC(=0)Cc2ccc3ccecc3c2)enl 77100

1642 2007 NclceeccINC(=0)clcece(NC(=0)Cc2ccccc2)enl 77100

1643 2008 NclceeeccINC(=0)clccc(CNC2=N[C@H](c3cceec3)CO2)ccl 80700

Ccleee(S(=0)(=O)N[C@@H](Cc2ccc(OCCc3cceee3)ec2)C(=

1644 2010 O)NO)ccl 82500
NclceeecINC(=0)clece(CNC2=N[C@@H](c3ccc(O)cc3)CO2

1645 2011 )eel 83300
CNC(=0)/C(CCCCC[C@@H](C(=O)Nclccceel)N(Ccelecceel

1646 2012 )Cclceeeel)=N\O 87000
Nclceeec INC(=0)cleee(CSC2=N[C@@H](Cc3cccece3)CO2)c

1647 2013 cl 88000
CNC(=0)/C(CCCCC[C@H](NCclcec(OC)cel)C(=0O)Nclecce

1648 2015 c)=N\O 94600

1649 2016 NclceecccINC(=0)clccc(NC(=0)Cc2ccec3ccecc23)enl 98400

1650 2017 CSEO)(EON[C@@H](Celecc(OCCc2ccecc2)ecl)C(=0)0 102300

1651 2018 O=C(N[C@@H](Cclccc(OCc2ccccc2)cc]1)C(=0)O)clcecccl 110500
NelceeccINC(=0)clcec(CSC2=N[C@@H](c3ccenc3)CO2)ce

1652 2020 1 112000
NclcecccINC(=0O)cleec(CNC2=N[C@H](Cc3c[nH]cn3)CO2)

1653 2021 ccl 113000

1654 2022 O=C(CCC1=CCN(CCCc2ccc3ccccc3c2)C1=0)NO 119700

1655 2023 CCEON[C@@H](Cclecec(OCCc2ccceec2)ecl)C(=0)0 120900

1656 2025 CCnl¢(SCCCCCC(=0)Nc2ccecc2N)nnel-cleencel 198070

1657 2026 O=C(N[C@@H](Cclccc(OCCc2cccecc2)ccl)C(=0)0)clceeecl 253400
Cclcee(C(=ON[C@@H](Cc2ccc(OCCc3cceee3)cc2)C(=0)0)

1658 2027 ccl 385600

1659 2028 N[C@H](Cclcee(Clheel CHC(=0)O 410000

1660 2030 COC(=O)[C@H](Cclcee(OCc2cccee2)ccl )NS(CY(=0)=0 753700

1661 2031 COC(=0)[C@H](Cclcee(OCCe2eccee)ccl )NC(C)=0 825100

1662 2032 COC(=0)[C@H](Cclcee(OCc2cccec2)cc )NC(C)=0 871500
COC(=0)[C@H](Cclcee(OCCe2ccecc2)ccl)NS(=0)(=0)clcce

1663 2033 (C)ecl 961800
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S.No | Compounds SMILES Activity (nM)
1 2 O=C(NO)[C@H](Cclcccececl)nlnnc(-c2cceecc2)c1CHCCICCL 0.8
CN1c2ccc(NCc3cec(-

c4noc(CCCCCCC(=0)NO)n4)cc3)cc2C(=0)N2CCc3c([nH]c4ccc(O)cc3

2 7 4)C21 2.5

3 12 0O=C(CCCCCCC(=0)Ncin[nH]c2cc(-c3cce(Cl)ce3)cecc12)NO 33

4 17 0O=C(NO)[C@H](Cclccceecl)nlnne(-c2cesc2)c1CHCCICCL 4

5 22 COclccec(-c2cecec3c(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)c1F 4.4

6 27 COclccc(F)c(-c2cce3¢(NC(=0)CCCCCCC(=0)NO)n[nH]c3c2)cl 49

7 32 0O=C(CCCCCC/C=C/clccc2ceccc2cl)NO 6

8 37 CCCNNC(=0)clcnc(N2CCN(Cc3c[nH]c4ccecc34)CC2)ncl 8.2

9 42 CC(C)(C)clccc(NS(=0)(=0)c2cce(C(=0)NO)cc2)ccl 9.4

10 47 CN(Cc1nc2c(N3CCOCC3)nc(-c3cencc3)nc2n1C)clncc(C(=0)NO)cnl 11

11 52 CCCCCCNNC(=0)clcnc(N2CCN(CCc3c[nH]c4cccec34)CC2)ncl 13

12 57 0O=C1CN(Cc2ccc(C(=0)NO)cc2)C(=0)[C@H](Cc2cccec2)N1 15.6

C[C@H](NC(=0)c1nc(-c2ncc(-
13 62 c3ccecc3)s2)sc1C1CC1)cleec(C(=0)NO)ccl 16.84
[N-

]=[N+]=NCclcc(Cn2cc(NC(=0)CCCCCCC(=0)NO)cn2)cc(N=[N+]=[N-

14 2034 ])c1 17

15 67 COclccc(C(=0)NO)cc1S(=0)(=0)Ncilccc(C)ecl 19.8
Cclsc2c(c1C)C(clcec(Cl)ccl)=N[C@@H](CC(=0)Nclccc(C(=0)NO)cc

16 72 1)clnnc(C)nl-2 21

17 77 CCCCCCNNC(=0)clcnc(N2CCN(CCc3cen(C)clceccec34)CC2)ncl 23

18 82 0O=C(CCCCCCC(=0)Ncin[nH]c2cc(-c3ccnec3)ccc12)NO 24.5

19 87 0=C(/C=C/clcccc(-c2nc3cccee3n2CCCc2ececc2)c1)NO 25

Nclnc2cc(-

20 92 ¢3nn(CC4CCN(c5ncc(C(=0)NO)cn5)CC4)c4ncnc(N)c34)ccc2ol 27

21 97 CC(C)Oclccc(C(=0)NO)ccINC(=0)clcceecl 29

22 102 Cclnc(-c2cecee(/C=C/C(=0)NO)c2)n(CCc2cccec2)cl1C 31

23 107 0=C(/C=C/clcccc(C(=0)c2cc3cccec3[nH]2)c1)NO 32
CC(C)(C)OC(=0)N[C@ @H](Ccleceecl)C(=0)N1CC2(C[C@H]1C(=0)N

24 112 CCCCCC(=0)NO)sccs2 35

25 117 CC(C)N(C(=0)c1ec(C(C)(C)C)ec(C(C)(C)C)cl)cleee(C(=0)NO)ccl 35.68333

26 122 COclccc(C(=0)NO)cc1C(=0)Nclcee(Cl)ccl 38.98718

Cclnc(-c2ccec(/C=C/C(=0)NO)c2)n([C@@H]2CCCN(C(C)C)C2)c1-

27 127 clcccecl 40
0O=C(NO)clccc(CNC(=0)N2CCC(N3C(=0)[C@H](cdcccccd)[C@H]3c3

28 132 cccec3)CC2)ccl 42

29 137 O=C(CCCcccceC(=0)cicec(Br)cc1)NO 45
0=C(/C=C/clccc(C(=0)NO)cc1)N[C@@H](Cclc[nH]c2cceecel2)C(=0)

30 142 Nclcec(Cl)ecl 47.3

31 147 0=C(NO)clccec(S(=0)(=0)Nc2ceeec2)cl 50

CCN1CCC[C@@H](n2c(-c3ccec(/C=C/C(=0)NO)c3)nc(C)c2-

32 152 c2cccec2)Cl 50
Cclccee(NC(=0)[C@H](CCCCCC(=0)NO)NC(=0)[C@H]2CCC(=0)N2)

33 157 cl 52

34 162 COclccec(-c2cecc3c(NC(=0)CCCC(=0)NO)n[nH]c3c2)cl 54

35 167 COclccc(C(=0)NO)ccINC(=0)clcee(-c2cceec2)ccl 58.24946

36 172 0O=C(NO)clcccc(S(=0)(=0)NCCc2cccec2)cl 60

37 177 O=C1C[C@ @H](C(=0O)N[C@ @H](CCCCCS)C(=0)Nc2ccccc2)N1 61

38 182 CCN(CC)CCn1c(-c2cecc(/C=C/C(=0)NO)c2)nc2ccecc21 63

39 187 0=C(/C=C/clcccc(-c2nc3cecece3[nH]2)c1)NO 63
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40 192 COclccc(-c2cc(-c3cceee3)[nH]c2C(=0)NCc2ccc(C(=0)NCCS)cc2)ccl 64.1
CC(C)(C)clcec(CN(Cc2cec(C(=0)NO)cc2)S(=0)(=0)c2c(F)c(F)c(F)c(F)c
41 197 2F)ccl 68
42 202 COclcec(-c2cee(/C=C/C(=0)NO)cc2)ccl 69.8
43 207 0=C(NO)clccc(CCCN2CCC(CN[C@H]3C[C@ @H]3c3cccee3)CC2)ccl 71
44 212 0O=C(NO)clccc(CN2C(=0)c3ccceec3C2=0)ccl-clcceccl 72
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCC(N(C)C)CC2)clncc(-
45 217 c2cc3ccccc3nc20C)[nH]1 75
46 222 COclccc(C(=0)Nc2ec(C(=0)NO)ccc20C)ccl 77.1
47 227 0=C(/C=C/clcccc(C(=0)c2cc3cececc302)c1)NO 79
48 232 0O=C(NO)clccc2c(c1)C[C@H](Nclncec(-c3ccenc3)n1)CC2 80
49 237 CC(=0)N(Cclcce(C(C)(C)C)ecl)cleec(C(=0)NO)cc1 85.4
COclccececlC(=0)N[C@H](COclccec(/C=C/C(=0)NO)c1)Cclc[nH]c2c
50 242 ccccl2 87.4
51 247 COclcec(CS(=0)(=0)Nc2cec(/C=C\C(=0)NO)cc2)cc10C 90
0O=C(NO)clccc(N(Cc2cceec2)C(=0)CN(Cc2c(F)c(F)c(F)c(F)c2F)S(=0)(
52 252 =0)c2ccc(F)cc2)ccl 90.6
53 257 0=C(CCCCCCC(=0)Nclcce2c(c1)CCC(=0)N2)NO 94
0=C(CCCCC[C@H](NC(=0)[C@ @H]1CCCC(=0)N1)C(=0)Nclcceeel)
54 262 NO 97
55 267 Cclccec(NC(=0)[C@H](CCCCCS)NC(=0)[C@H]2CCC(=0)N2C)c1 99
56 272 Cclccee(S(=0)(=0)Nc2ccec(/C=C/C(=0)NO)cc2)cl 100
57 277 CCN1CCC[C@@H](n2c(-c3ccec(/C=C/C(=0)NO)c3)nc(C)c2C)C1 100
58 282 COclccc(C(=0)NO)cc1C(=0)Nclcee2scec2cl 100
COclccc(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=0)[C@ @
59 287 H](NC(=0)OC(C)(C)C)C(C)C)ccl 104
60 292 0=C1CCC[C@H](C(=0)N[C@ @H](CCCCCS)C(=0)Nc2cceec2)N1 107
61 297 COclcccc(C2c3ccccc3CCN2CCC(=0)NO)c1 110
62 302 Cclcec(C(=0)NO)ccl1C(=0)Nclccc(Cl)ecl 111.9821
0O=C(NO)clccc(CC(=0)N2CCC(N3CC(caccceccd)(cdcceccd)C3=0)CC2)
63 307 ccl 113
64 312 C[C@@H](N)C(=0O)NCclnnc(-c2ccc(F)cc2)ol 116
65 317 0=C(CCCCCCC(=0)Nclee(C(F)(F)F)ccclCl)NO 119
66 322 0O=C(NO)clccc(Cl)c(NC(=0)c2cceec2)cl 120
67 327 CCN1CCC[C@ @H](n2c(-c3ccec(/C=C/C(=0)NO)c3)nc3ccecc32)Cl 120
O=C(CCCCC[C@H](NC(=0)C1C(=0)NCC1clcccecl)C(=0)Nclcccecl)
68 332 NO 123
69 2039 C[C@@H](N)C(=0)NCclnnc(-c2ccc([N+](=0)[0-])cc2)ol 127
70 337 S=C1Sc2ccec(Cl)c2C2=NCCCN12 130
71 342 CCC(CCCC(=0)Nclecceel)CCC(=0)NO 130
0=C(CCCCC[C@H](NC(=0)[C@ @H]1CCCC(=0)N1)C(=0)NCCclcecce
72 347 1)NO 131
CCC(=0)CCCCC[C@@H]INC(=0)[C@H]2CCCCN2C(=0)[C@H]([C@H
73 352 J(C)CC)NC(=0)[C@H](Cc2cn(OC)c3ccccc23)NC1=0 134
74 357 CCclccc(C(=0)NO)ccINCclcececl 136
CC(C)(C)OC(=O)N[C@@H](Cclc[nH]c2ccececl2)C(=0)N1CC2(C[C@H
75 362 ]1C(=0)NCCCCCC(=0)NO)SCCS2 140
76 367 COclccc(-c2nnc(CNC(=0)CN)o2)ccl 142
77 372 CC(C)(C)OC(=0)Nclccc(Cn2cc(NC(=0)CCCCCCC(=0)NO)cn2)ccl 147
78 377 CCOclccc(C(=0)NO)ccINC(=0)clecc(-c2cccec2)ccl 148.7
CCC(=0)CCCCC[C@@H]INC(=0)[C@@H]2CCCN2C(=0)C[C@H](CC(
79 382 C)C)NC(=0)[C@H](Cc2c[nH]c3ccccc23)NC1=0 150
80 387 0O=C(NO)clccc(NC2CCN(c3cceec3Cl)C2=0)ccl 150
81 392 COclccc(C(=0)NO)ccINCCclcceecl 151
82 397 NCC(=0O)NCclnnc(-c2cccecc2)ol 155
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83 402 Cclcec(-c2cc(C(F)(F)F)c(C#N)c(SCCC#N)n2)ol 159
84 407 0O=C(NO)clccc2c(c1)CC(NS(=0)(=0)clccec(Cl)c1)CC2 160
85 412 Cclcec(C(=0)NO)ccINCclcec(Cl)ecl 161
COclccc(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=0)c2ccccc
86 417 2)ccl 164
CCCN1CC(=0O)N2[C@H](Cc3c(n(Cclccc(C(=0)NO)ccd)cdccecc34)[C
87 422 @@H]2C)C1=0 168
COclccec(CN2C(=0)CN(Cc3cec(C(=0)NO)cc3)C(=0)[C@H]2Cc2ccccc
88 427 2)cl 171
COclccc(NC(=0)[C@@H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=0)[C@H](
89 432 Cc2cec(0)cc2)NC(=0)0C(C)(C)C)ecl 175
90 437 0=C(/C=C/clccccclSclcec(Cl)ccl)NO 180
91 442 COclccc(C(=0)NO)ccINC(=0)clccec2ccencl2 180
92 447 CN(Cclccc(C(=0)NO)cc1)S(=0)(=0)clc(F)c(F)c(F)c(F)c1F 184
93 452 0O=C(CCN1CCc2ccccc2Clclcec(C(F)(F)F)cc1)NO 190
94 457 0O=C(NO)clcccc(-c2en(CSc3cccec3)nn2)cl 194.9002
95 462 CC1(C)CC(=0)Nc2cec(C(=0)NCe3ccee(/C=C/C(=0)NO)c3)cc21 200
96 467 0=C(/C=C/clccc(NS(=0)(=0)c2ccccc2)ccl)NO 200
CC[C@H](C)[C@H](NC(=0)[C@@H](NC(=0)OC(C)(C)C)C(C)C)C(=0)
97 472 N1Cc2cc(OCC(=0)NO)ccc2C[C@H]1C(=0)Nclccc(OC)ccl 201
98 477 CN1C(=0)CCC[C@H]1C(=0O)N[C@@H](CCCCCS)C(=0)Nclcccecl 202
99 482 N[C@H](Cclccc(Cl)cclCl)C(=0)N1Cc2ccecc2Cl 206.6826
100 487 0O=C(NO)clccc(CN2c3ccecce3NC(=0)[C@ @H]2Cc2cccec2)ccl 210
101 492 0O=C(Cclccc(CCCCc2ccc3c(c2)0CO3)ccl)NO 210
0O=C(COclccc(C[C@H](NC(=0)OCc2cccec2)C(=0)Nc2cccc(Cl)c2)ccl)
102 497 NO 213
COclecec2¢1C(=0)c1c(0)c3c(c(0)c1C2=0)C[C@@](0)(C(C)=0)C[C
103 502 @@H]30[C@H]1C[C@H](N)[C@H](0)[C@H](C)O1 220
COclccec2¢1C(=0)c1c(0)c3c(c(0)c1C2=0)C[C@@](0)(C(C)=0)C[C
@ @H]30[C@H]1C[C@H](NCc2cec(NC(=0)CCCCCCC(=0)NO)cc2)[C
104 507 @H](0)[C@H](C)O1 220
Cclccc(-c2cc(C(F)(F)F)nn2-
105 512 c2ccc(S(=0)(=0)NCCCCCC(=0)NO)cc2)ccl 226
106 517 0=C(NO)clccc(CNCc2nc(-c3ccc(F)cec3)no2)ccl 230
107 522 COclcc(C(=0)NO)ccc1CS(=0)(=0)Nclcecc2c(cl)cc(C)c(=0)n2C 231
108 527 CC(C)Cclnc2cc(/C=C/C(=0)NO)ccc2n1CCCO 238
109 532 COclccc(C(=0)NO)ccINC(C)clcec(Cl)ccl 240
110 537 Cclccec(CCNC(=0)CCCCCCS)cl 246
111 542 CCCNNC(=0)clenc(N2CCN(C)CC2)ncl 250
CC[C@H](Nc1ncnc2[nH]cncl12)clnc2ccec(CCCCCC(=0)NO)c2c(=0)n
112 547 1-clcccecl 253
113 552 CCN(CC)CCn1c(CCc2ccecec2)nc2cec(/C=C/C(=0)NO)ccc21 255
114 557 0=C(NO)clccc(NC2CCN(CCc3cccee3)C2=0)ccl 260
115 562 CC(C)CCclc(OCCCCCCC(=0)NO)ccc(CCC(=0)NO)c10 267.85
116 567 C#Cclnc(/C=C/CCCCCC(=0)NO)cs1 270
117 572 O=C(NO)[C@]1(F)[C@H](c2cccce2)[C@H]1clccc(-c2ncc(F)en2)ccl 280
0=C(/C=C/clccc(C(=0)NC(Cc2c[nH]c3ccececec23)C(=0)Nc2ceec(Br)c2)
118 577 ccl)NO 281.1
119 582 CC(C)clcc(C(=0)N2CCc3cc(NC(=0)CCCCCCC(=0)NO)ccc32)c(0)cc10 284
120 587 0=C(/C=C/clccc2c(c1)nc(CCclccececl)n2CCeleccen1)NO 290
0=C(/C=C/clccc(C(=0)NCCOc2no[n+]([O-
121 2044 ]1)c2S(=0)(=0)c2cccecc2)ccl)NO 290
122 592 CN1c2cce(/C=C/C(=0)NO)cc2NC1CCclccececcl 291
123 597 0O=C(NO)clccc(-c2ccec3cececc23)cecl 300
124 602 0O=C(CCCCCCNC(=0)c1ncc(-c2ccc(Br)cc2)ol)NO 302.73
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125 607 CC(CCCCCC(=0)NO)n1cc(-c2nenc3[nH]ccc23)cnl 310
126 612 0O=C(NO)clccc(CN(C2CC2)S(=0)(=0)c2c(F)cc(F)cc2F)ccl 315
127 617 COclccc(C(=0)NO)ccINC(=0)clccec2clocicecccl2 320
128 622 0O=C(CCCCCCNC(=0)Cnlcnc2c(Nc3ccece3)nc(Ne3cceee3)nc21)NO 320
129 627 0O=C(NO)clccc(/C=C/c2nc3cccec3c(=0)[nH]2)ccl 325
130 632 0O=C(NO)clccc(CN(Cc2cccen2)S(=0)(=0)c2cc(F)c(F)c(F)c2F)ccl 332
131 637 Cclcec(NC(=0)CCCCCCC(=0)NO)ccl 336
CC(C)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2ccec(n2)CNC(=0)C[C@
132 642 @H](/C=C/CCS)0C1=0 341.3
Cclcec(-c2cc(C(=0)NCCCCCCC(=0)NO)nn2-
133 647 c2ccc(S(C)(=0)=0)cc2)ccl 345
134 652 0O=C(NO)clccc(CNCc2nc(-c3cec(Cl)cec3)no2)ccl 350
NclccecccINC(=0)clcec(Cn2cenc3c(Ncdcec(C(=0)NO)ccd)nc(Cl)nc32)
135 657 ccl 352
136 662 0O=C(NO)clccc(NC(=0)c2cccc(C(F)(F)F)c2)ccl 356.5782
137 667 Cclcc2ec(NS(=0)(=0)Cc3ccc(C(=0)NO)cc3)cce2n(C)c1=0 360
138 672 0O=C(NO)clccc2c(c1)CC(NS(=0)(=0)clccencl)CC2 370
139 677 0O=C(CCCCCCC(=0)NCCclcccccl)NO 376
140 682 O=C(CCCC(CCC(=0)Nclcccccl)Ccleccecl)NO 380
141 687 COclccc(-c2nc(C(=0)NCCCC(=0)NO)cc3c2[nH]c2cccec23)ccl 390
142 692 CN1CCCC1clcn(Cc2cce(C(=0)NO)cc2)c2cccecl2 398.11
143 697 0O=C(NO)clccc(CN(CCO)C(=0)Cc2cccee2)ecl 400
144 702 COclcee(-c2nc3cec(/C=C/C(=0)NO)ccc3n2CCO)ccl 401
0O=C(NCC12C[C@H]3C[C@@H](C1)C[C@@H](C2)C3)clccc2c(cecn2C
145 707 c2ccc(C(=0)NO)c(Cl)c2)c1 410
Cclccc(-c2cc(C(F)(F)F)nn2-
146 712 c2ccc(S(=0)(=0)NCCCCCCC(=0)NO)ce2)ccl 412
147 717 S=C1Sc2ccec(Br)c2C2=NCCN12 420
148 722 COclecc2cen(CCOc3cccc(NC(=0)CCCCCCC(=0)NO)c3)c2¢(0C)c10C 420.9
149 727 CCCCC(CCCC(=0)NO)CCC(=0)Nclecceel 430
150 732 0=C(NO)clccc(CN2C(=0)CNC(=0)[C@H]2Cc2cces2)ccl 440
151 737 N[C@ @H](CCCCCC(=0)clcconl)clcnn(-c2ccc(F)cc2)nl 445
152 742 0=C(/C=C/clccc2c(c1)nc(CCclcceccl)n2CC(O)CO)NO 454
153 747 N[C@ @H](CCCCCC(=0)clcconl)clenn(-c2ccc(F)cc2)cl 466
154 752 0O=C(NO)clccc2c(cl)CC(Nclncec(-c3ccenc3)n1)CN2 470
155 757 Cclcee(-c2cenc(NC3CCc4cecc(C(=0)NO)ccdC3)n2)enl 480
156 762 CCN1CCC[C@@H](n2c(C)nc(C)c2-c2ceec(/C=C/C(=0)NO)c2)C1 500
157 767 0O=C(NO)clccc2c(c1)CC(Nclncec(-c3cecenc3Cl)n1)CC2 510
158 772 O=C(CCCCCCC(=0)Nciccc(-c2cnnn2-c2cccecc2)ccl)NO 518
159 777 0O=C1CN(Cc2ccc(C(=0)NO)cc2)c2ceccce2N1 520
160 782 0O=C(Cclccc(CCCCc2cc(F)c(F)cc2F)cc1)NO 530
0O=C(NO)clccc(Cn2ccc3ec(C(=0)NCCA5C[C@H]6C[C@@H](C4)C[C
161 787 @@H](C5)C6)cce32)c(F)cl 540
162 792 COclccc(C(=0)NO)ccINC(=0)clcec(Cl)ccacl 548.3
163 797 CC(C)CCclc(OCCCCCCC(=0)NO)ccc2eec(=0)ocl2 553.45
164 802 COclccc2c(ccn2CCOc2ccc(NC(=0)CCCCCCC(=0)NO)cc2)cl 560.9
CS(=0)(=0)Nclcec(-
165 807 c2cenc(Ne3cec(N4CCC(C(=0)NCCCCCCCC(=0)NO)CCA)ce3)n2)ccl 572
166 812 0=C(NO)clccc(CN(Cc2cecncc2)S(=0)(=0)c2cc(F)c(F)c(F)c2F)ccl 581
167 817 CC1(Nc2ccc(C(=0)NO)cc2)CCN(c2ceeec2)C1=0 590
168 822 0O=C(NO)clccc2c(c1)C(=0)clccecclC2=0 599
169 827 CN(clcee(/C=C/C(=0)NO)cc1)S(=0)(=0)clceccccl 600
0O=C(CCCCCC(c1c[nH]c2ccc([N+](=0)[O-
170 2049 1)cc12)cic[nH]c2cec([N+](=0)[0O-])cc12)NO 600
171 832 COC(=0)c1ccc(CO/N=C/c2ccc(/C=C/C(=0)NO)cc2)ccl 603
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172 837 0O=C(NO)clccc(-c2cenc(Nc3cecc(N4CCOCC4)cc3)n2)ccl 609
COclcccc(-

173 842 c2nc(NCc3cec(/C=C/C(=0)NO)cc3)cc3c2[nH]c2cceec23)cl 617

0O=C(/C=C/clcccc(-

174 847 c2cce3nenc(Ncdecc(OCc5ccec(F)c5)c(Cl)cd)c3c2)c1)NO 630

175 852 CC12CC3CC(C)(C1)CC(NCclccc(NC(=0)CCCCCCC(=0)NO)cc1)(C3)C2 638

176 857 0O=CN(0O)CCCCCCCC(=0)Nclcecec2eceecl2 650

177 862 C#Cclnc(/C=C/C=C/C(=0)NO)cs1 670

178 867 0O=C(NO)clccc(N(Cc2ceec(C(F)(F)F)c2)C(=0)c2ccec(C(F)(F)F)c2)ccl 686.3643

179 872 CnlcceclC(=0)NCclcec(C(=0)NO)ccl 690

180 877 CCCNNC(=0)clccc(-c2cec(CNC(C)=0)cc2)ccl 700
CC[C@H]10C(=0)[C@@H](C)[C@H](O[C@H]2C[C@@](C)(OC)[C@]

(O)(CN(C)Cc3ccc(-
¢4cn(CCCCC(=0)NO)nn4)cc3)[C@H](C)02)[C@H](C)[C@H](O[C@H]
20[C@@H](C)C[C@@H](N(C)C)[C@ @H]20)[C@ @](C)(O)C[C@H](

181 882 C)CN(C)[C@@H](C)[C@H](0)[C@@]1(C)O 709

CC(C)clcc(-n2nnc(C(=0)NCCCCCCC(=0)NO)c2-

182 887 c2ccc(CN3CCOCC3)cc2)c(0)cc1O 717

183 892 0O=C(NO)clccc2c(c1)CC(Nclnceenl)CC2 730

0O=C(CCCCCCOclceec2cc1COC/C=C/COCclccec(cl)-

184 897 clcene(n1)N2)NO 740

185 902 CN1CC(NS(=0)(=0)c2ccc(Cl)cc2)Cc2cc(C(=0)NO)ccc21 750

186 907 0O=C(CCCCCCclnc(-c2cccec2)nol)C(F)(F)F 760

187 912 0O=C(C=C1c2ccccc2-c2ccccc21)NCCCCCC(=0)NO 779

188 917 COclcc2c(ccl-clc(C)noclC)[nH]clnc(C)nc(NCCCCCCC(=0)NO)c12 782

189 922 0O=C(CCCCCCC(=0)Ncilccec(-c2cnnn2Cc2cccec2)ccl)NO 790

190 927 CN(C)Cclnn(Cc2ccc(C(=0)NO)cc2)c2ceeccl2 794.33

191 932 Cclcec(-c2cec(Cn3ccec(0)c3=S)cc2)ccl 800
COclcec(C(=0)c2cce3c(cecn3S(=0)(=0)c3cccc(/C=C/C(=0)NO)c3)c2)

192 937 ccl 812
CN(C)CCCNC(=0)clcc(NC(=0)c2cc(NC(=0)c3cc(NC(=0)c4nc(NC(=0)
CCCNC(=0)c5cc(NC(=0)cbec(NC(=0)c7cc(NC(=0)c8nc(NC(=0)CCNC
(=0)CCNC(=0)c9ccc(NC(=0)CCCCCCC(=0)NO)cc9)cn8C)cn7C)cn6C)

193 942 cn5C)cn4C)cn3C)cn2C)cnlC 820

194 947 FC(F)(F)clccc2c(c1)C1=NCCCN1C(=S)S2 830

195 952 O=C(CCCCCCnlcc(Nc2nce(Cl)c(Nec3ccee(Cl)e3)n2)ecn1)NO 840

196 957 CC(C)Cc1nc2cc(/C=C/C(=0)NO)ccc2ni1Cclcecccl 846

197 962 0=C(NO)clccc(NC2CCN(c3cce(Cl)eec3)C2)ccl 860
0=C(/C=C/clccc(S(=0)(=0)NCCCN2c3ccecec3CCe3cec(Cl)cec32)ccl)N

198 967 0] 874

199 972 0=C(/C=C/clccc2c(cl)nc(-clcencecl)n2CCO)NO 883

200 977 0O=C(Cclccc(NS(=0)(=0)c2ccececc2)ccl)NO 900

201 982 0=C(/C=C/clccc(CNCc2ccc3ccec(Cl)e3n2)ccl)NO 911

202 987 0=C(NO)clccc(CNC(=0)c2cce(Cl)c(Cl)c2)ccl 920

203 992 CNclccc(C(=0)NO)ccl 940

204 997 0O=C(CCN1CCc2ccccc2Clclccecccl)NO 950

205 1002 0=C(NO)clccec(Cn2c(=0)[nH]c(=0)c3cccc(Cl)c32)cl 966

206 1007 0O=C(Cclccc2ceccc2cl)Neleec(C(=0)NO)ncl 976
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](C)[C@@H](O[C@H]20[C@@H](C)C]

C@@H](N(C)Cc3ccc(-
c4cn(CCCC(=0)NO)nn4)cc3)[C@ @H]20)[C@](C)(OC)C[C@@H](C)C

207 1012 (=0)[C@H](C)[C@H](0)[C@]1(C)O 986
CCCC[C@H]INC(=0)C[C@ @H](/C=C/CCS)OC(=0)C[C@H](0)[C@ @

208 1019 H]([C@ @H](C)CC)NC(=0)[C@@H](CS)NC1=0 1000
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209 1024 S=C1Sc2ccc(l)cc2C2=NCCN12 1000
210 1029 CCCNNC(=0)clcnc(NCc2cccec2)ncl 1000
211 1034 CNcl1nc(Cl)nc2clncn2Cclcec(C(=0)Nc2cccee2N)ccl 1020
212 1039 0=C(CCCCCCclnc(-c2ccc(C(F)(F)F)cc2)nol)C(F)(F)F 1030
213 1044 [11CH3]n1cc(CCNCc2ccc(/C=C/C(=0)NO)cc2)c2cccec2l 1044
214 1049 Cclnc2cecc(/C=C/C(=0)NO)c2¢c(=0)n1-clcccecl 1060
215 1054 0O=C(NO)clccc(Cn2c(=0)n(CCc3cccee3)c(=0)c3cecenc32)ccl 1068
216 1059 COcl1cc(NC(=0)NOCCCCCC(=0)NO)c2nccec2cl 1080
CC[C@@H]10C(=0)[C@H](C)[C@@H](O[C@H]2C[C@@](C)(OC)[C
@](0)(CN(C)C)[C@H](C)02)[C@@H](C)[C@@H](O[C@@H]20[C@
H](C)C[C@H](N(C)Cc3ccc(-
c4cn(CCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(0)C[C@@H](C)CN
217 1064 (C)[C@H](C)[C@@H](0)[C@]1(C)O 1090
Ccl1c(NC(=0)CN2C(=0)S/C(=C\c3cce(Br)cc3)C2=0)c(=0)n(-
218 1069 c2cccec2)nlC 1093
219 1074 S=C1Sc2cc(Br)ccc2C2=NCCCN12 1100
220 1079 CHCCN(C)CCCOc1cc(NC(=0)CCCCCCCC(=0)NO)ccclCl 1120
CC(C)(C)OC(=0)NCCCC[C@@H]1C(=0)Nc2ccececc2N1Cclecc(C(=0)N
221 1084 O)ccl 1150
222 1089 CH#HCCN(C)CCCOclcc(NCc2cec(C(=0)NO)cc2)ceclcl 1170
223 1094 CCclnc2cc(/C=C/C(=0)NO)ccc2c(=0)n1CCclcccecl 1180
CC(C)(C)OC(=0)NCC(=0)N1CC2(C[C@H]1C(=0)NCCCCCC(=0)NO)SC
224 1099 CS2 1190
225 1104 O=C(N[C@ @H](C(=0)0)clcccccl)clcecc(=S)n10 1200
226 1109 CC(C)(C)OC(=0)Nclceee(C(=0)/C=C/c2cee(/C=C/C(=0)NO)cc2)cl 1200
CC(C)clcc(C(=0)N2CCc3cc(NC(=0)CCCCCCCC(=0)NO)cce32)c(0)ccl
227 1114 (0] 1220
228 1119 COclccc(-c2cenc(NC3CCclcec(C(=0)NO)ccdC3)n2)c(0C)cl 1230
COclccc(CN2CCC(Ne3nc(Ncdcec(NC(=0)CCCCCCC(=0)NO)ccl)nclc
229 1124 ¢(0C)c(0C)cc34)CC2)ccl 1260
230 1129 Cclcc(C)ec(C(=0)NOCCCCCC(=0)NO)c1 1278
231 1134 CCCCCC(CCCCCC(=0)Nclcecec1)C(=0)NO 1300
232 1139 0=C(NCCS)/C(Cclccc(0)c(Br)c1)=N/O 1300
233 1144 O=C(CCCCCCC(=0)Nciccee(-c2en(-c3cc(CO)cc(CO)c3)nn2)c1)NO 1320
C[C@]12CC[C@ @H]3c4ccc(O)ccACC[C@H]3[C@@H]1CC[C@@]2(
234 1149 0)c1cen(CCCCCCC(=0)NO)nnl 1341.641
CC(=0)NCCCC[C@ @H]1NC(=0)C[C@H](Cc2ccc(0)cc2)NC(=0)[C@H
235 1154 ](Cc2cccc3ccccc23)NC(=0)[C@H](CCCCCC(=0)0)NC1=0 1380
236 1159 NclcccccINC(=0)clecc(CNC2=NC[C@ @H](c3ccccec3)S2)ccl 1400
237 1164 0O=C(CCN(Cclcccccl)Ccleccecl)NO 1400
238 1169 0=C(CCCCCCC(=0)N/N=C/clcnc(N(c2cccec2)c2ececc2)ncl)NO 1430
CC[C@@H]10C(=0)[C@H](C)[C@@H](O[C@@H]2C[C@](C)(OC)[C
@H](0)[C@@H](C)02)[C@@H](C)[C@@H](O[C@@H]20[C@H](C)
C[C@H](N(C)Cc3ccec(-
c4cn(CCCCCCC(=0)NO)nn4)c3)[C@H]20)[C@](C)(O)C[C@@H](C)C
239 1174 N(C)[C@H](C)[C@@H](O)[C@]1(C)O 1440
240 1179 N#Cclccc(-c2cn(CCCCCn3cecc(0)c3=S)nn2)ccl 1465
241 1184 N#Cclccc2c(c1)CCCN2Cclcec(C(=0)NO)ccl 1490
242 1189 S$=C1Sc2ccccc2C2=NCCCN12 1500
243 1194 Cc1nc(N(C)c2cec(OCCCCCC(=0)NO)cc2)c2cccec2nl 1510
244 1199 CCCNelecc2e3c(ceeel3)C(=0)N(CCCCCC(=0)NO)C2=0 1520
CC(C)(C)OC(=0)N1Cc2cc(OCC(=0)NO)ccc2C[C@H]1C(=0)Nclcee(F)
245 1204 c(Cl)c1 1550
246 1209 Oclccen(Cc2en(-c3cccce3)nn2)cl=S 1570
247 1214 CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clncc(- 1600
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c2cce3nc(CC)cec3c2)[nH]1

N[C@ @H](Cclcccecl)C(=0)Nclcceecl-

248 1219 clcec(NC(=0)CCCCCCC(=0)NO)ccl 1600

249 1224 0=C(NO)clccc(-c2nc3ccccc3c(=0)[nH]2)ccl 1620
Ccleec(NC(=0)[C@ @H]2Cc3ccc(OCC(=0)NO)cc3CN2C(=0)0C(C)(C)

250 1229 C)ccl 1650

251 1234 0=C(NO)clccc2c(c1)CC(Nclncee(-c3cec(C(F)(F)F)cc3)n1)CC2 1690

252 1239 0O=C(CCCCCCNCclccc(F)cc1)NO 1700

253 1244 N#Cclcccc(-c2cecc(Cn3ceec(0)c3=S)cc2)cl 1701
COcl1cc2c¢(cc10C)C(=0)C(CCICCN(S(=0)(=0)c3ccec(/C=C/C(=0)NO)

254 1249 c3)cc1)c2 1720
CC[C@H](Ncincnc2[nH]cncl12)clnc2ccec(NCCCC(=0)NO)c2c(=0)n1

255 1254 -clcccecl 1758

256 1259 CHCCN(C)CCCOc1cc(NC(=0)CCCCCCC(=0)NO)c(Cl)eclCl 1780

257 1264 CHCclnc(/C=C/C(=0)NO)cs1 1800

258 1269 0=C(CCCCCN1C(=0)c2cccc3c(N4CCOCCA)cec(c23)C1=0)NO 1810
CC[C@@H]10C(=0)[C@@H](C)[C@H](O[C@H]2C[C@@](C)(OC)[C

@](0)(CN(C)Cc3ccc(-

c4cn(CCCCCCC(=0)NO)nn4)cc3)[C@H](C)02)[C@H](C)[C@H](O[C@
@H]20[C@H](C)C[C@H](N(C)C)[C@H]20)[C@ @](C)(OC)C[C@H](C)

259 1274 C(=0)[c@@H](C)[C@@H](0)[C@@]1(C)O 1840

260 1279 CCclnc2cc(Cl)c(/C=C/C(=0)NO)cc2c(=0)n1CCclcccecl 1880
CC(C)(C)OC(=0)NCCC(=0)N1CC2(C[C@H]1C(=0)NCCCCCC(=0)NO)S

261 1284 CCS2 1900

262 2055 [C-1#[N+]clcccecl-cleecc(Cn2ccec(0)c2=S)ccl 1907

263 1289 CC(C)C(cleec(C(=0)NO)cc1)C(C)C 1920

CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clnnc(-

264 1294 c2cc3cccce3nc20C)[nH]1 1931
COclcc(CNc2nc(NCc3ccc(C(=0)NcdccecececdN)ce3)ne3[nH]cce23)ec(O

265 1299 C)cl 1950
CC(C)(C)OC(=0O)N1Cc2cc(0OCC(=0)NO)ccc2C[C@H]1C(=0)Nclcec(-

266 1304 c2cceec2)ccl 1980

267 1309 0=C(NO)clccc(CN2c3cence3Sc3nccee32)ccl 2000

268 1314 0=C1Sc2ccccc2C2=NCCCN12 2000

CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CN(C)C2)clncc(-
269 1319 c2cc3ccccc3nc20C)[nH]1 2024
N[C@ @H](Cclccc(O)ccl)C(=0)Nclcceecl-

270 1324 clcec(NC(=0)CCCCCCC(=0)NO)ccl 2060

271 1329 0O=C(NO)clccc(CN2C(=0)CCc3cc(Cl)cce32)ccl 2080

272 1334 0O=C(NO)clccc(NCc2csc3cec(Br)cc23)ccl 2100
O=C(CCCCC[C@H](NC(=0)[C@@H]1CCCC(=0)N1)C(=0)NC1CCCC1)

273 1339 NO 2130

274 1344 CC1(C)c2cceccc2N(Cec2cec(C(=0)NO)cc2)Clclcecencl 2170

275 1349 0O=C(NCclccc(C(=0)Nc2ccecc20)cc1)OCcleeencl 2200

276 1354 COclcc(-c2ncc(/C=C/C(=0)NO)s2)cc(0OC)c10C 2220

277 1359 0=C(NO)clccc2c(c1)CC(Nclncee(-c3cec(F)c(Cl)e3)n1)CC2 2240

278 1364 S=C1Sc2ccec(l)c2C2=NCCN12 2300
CCC(=0)CCCCC[C@H](NC(=0)[C@ @H]1CCC12CCN(CC)CC2)clncc(-

279 1369 c2cc3ccccc3nc20C)[nH]1 2328

280 1374 CCCNNC(=0)clccc(Nc2cecec2)ccl 2352

281 1379 0O=C(NO)clccc(C(c2cecec2)c2eccec?)cecl 2380

282 2060 0O=C(CCCCCCclnc(-c2ccec([N+](=0)[0-])c2)no1)NO 2380

283 1384 0=C(/C=C/C=C/clcsc(Br)n1)NO 2400
CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](O[C@@H]20[C

284 1389 @H](C)C[C@H](N(C)Cc3cccee3- 2450
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c3cn(CCCCCCC(=0)NO)nn3)[C@H]20)[C@@](C)(OC)C[C@@H](C)C
2=NCCN3C(=0)0[C@ @]1(C)[C@H]3[C@H]2C

285 1394 CH#HCCN(C)CCCOclcc(NC(=0)Ccceeeccc(=0)NO)cecacl 2480
286 1399 Cclcec2c(=0)n(CCc3cceec3)c(=0)n(Cc3ccc(C(=0)NO)cc3)c2cl 2521
287 1404 COclcce(-c2nec(/C=C/C(=0)NO)s2)c(0C)c10C 2560
CCclc2c(nc3cec(OCc4cn(CCCCCCCC(=0)NO)nn4)ccl3)-
288 1409 clcc3c(c(=0)n1C2)COC(=0)[C@]3(0)CC 2599
289 1414 0O=C(NO)clccc2c(c1)CC(NC(=0)clccec(C(F)(F)F)c1)CN2 2670
CC(C)C[C@H]1CC(=0)N[C@@H](C)C(=0O)N[C@ @H](CCCCCC(N)=0)
290 1419 C(=O)N[C@ @H](Cc2c[nH]c3cccecc23)C(=0)N1 2700
291 1424 O=C(CCCCCCC(=0)Nciccee(-n2cc(C3CCCCC3)nn2)cl1)NO 2750
292 1429 O=C(CCCCCCC(=0)Nciccee(-c2en(-c3ccecec3)nn2)cl)NO 2780
293 1434 0=C(NO)clccc(Cn2c3c(cdcc(F)cccd2)CSCC3)ecl 2800
294 1439 COclcccc(C(=0)NC2CNc3cec(C(=0)NO)cc3C2)cl 2810
295 1444 Nclcec(-c2cc(C(=0)NCCCCC(=0)NO)no2)ccl 2830
CCC(=0)CCCCC[C@H](NC(=0)C1=NOC2(CCN(C)CcC2)C1)cincc(-
296 1449 c2cc3ccccc3nc20C)[nH]1 2885
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(CC)CC2)cincc(-
297 1454 c2ccc3cencc3c2)[nH]1 2900
298 1459 CC(C)clcc(C(=0)N2CCc3cc(NC(=0)CCCCC(=0)NO)cce32)c(0)cc1o 2940
299 1464 CCCNNC(=0)clccc(NC(=0)Cc2cccee2)ccl 2991
300 1469 CCCCCNC(=0)[C@@H]1Cc2ccc(OCC(=0)NO)cc2CN1C(=0)0OC(C)(C)C 3020
301 1474 0=C(NO)clccc(CCN2C(=0)c3cceccdc(N5CCOCC5)ccc(c34)C2=0)ccl 3050
302 1479 0O=C(NO)clccc(CN2c3ccccec3Sc3ccence32)ccl 3100
303 1484 0O=C(CCCCOciccec(-c2nnc(-c3cceec3)s2)c1)NO 3112
304 2065 0O=C(CCCCCCcinc(-c2ccc([N+](=0)[0-])cc2)nol)C(F)(F)F 3170
305 1489 Cclcec(-c2noc(CCCCCCC(=0)C(F)(F)F)n2)ccl 3190
CC[C@@H]10C(=0)[C@@H](C)[C@H](O[C@@H]2C[C@](C)(OC)[C
@@](0)(CN(C)C)[C@@H](C)02)[C@H](C)[C@H](O[C@@H]20[C@
H](C)C[C@H](N(C)Cc3ccc(-
c4cn(CCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@ @](C)(OC)C[C@H](C)C
306 1494 (=0)[C@@H](C)[C@@H](0)[C@@]1(C)O 3200
CC(C)(C)Oc1ccc(C[C@@H]2N=C(c3cccce3)c3cccce3N(CCCCC(=0)NO
307 1499 )C2=0)ccl 3300
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1C[C@ @]12CCN(C)C2)clnce(-
308 1504 c2cc3ccccc3nc20C)[nH]1 3309
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clncc(-
309 1509 c2cc3ccccc3nc20C)[nH]1 3379
310 1514 CC(C)clee(C(=0)N(C)c2cee(NC(=0)CCCCCCCC(=0)NO)cc2)c(0)ccl10 3410
CC(C)[C@@H]INC(=0)[C@]2(C)CSC(=N2)c2csc(n2)CNC(=0)C[C@ @
311 1519 H](/C=C/CCC(=0)NO)OC1=0 3500
C/C=C1\NC(=0)c2csc(n2)CNC(=0)C[C@ @H](/C=C/CCS)OC(=0)[C@
312 1524 H](C(C)C)NC1=0 3550
313 1529 CS(=0)(=0)N[C@ @H](Cclccc(OCc2ccccc2)ccl)C(=0)NO 3600
314 1534 0O=C(CCCCCCclnc(-c2cccec2Cl)nol)NO 3650
315 1539 0O=C(CCCCCNC(=0)c1cc(-c2ccc(F)cc2)[nH]n1)NO 3710
CC[C@H]10C(=0)[C@H](C)[C@@H](O)[C@H](C)[C@@H](O[C@@
H]20[C@H](C)C[C@H](N(C)Cc3cec(-
c4cn(CCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(0)C[C@@H](C)CN
316 1544 (C)[C@H](C)[C@@H](0)[C@]1(C)O 3740
317 1549 COc1cec(CC(=0)N[C@ @H](CCC(=0)0)C(=0)NCc2cceec2)cel 3800
COclcc(C(=0)c2csc(-
318 1554 c3ccc(NC(=0)/C=C/C(=0)NO)cc3)n2)cc(0C)c10C 3900
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(CC)CC2)cincc(-
319 1559 c2cc3cccecc3nc20C)[nH]1 3978
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320 1564 0O=C(NO)clccc(-c2cn(CC34CC5CC(CC(C5)C3)C4)nn2)s1 4000
321 1569 CNclnc(Nc2cnn(CCCCCCC(=0)NO)c2)nccldl 4070
322 1574 NclcccccINC(=0)clecc(CNC2=N[C@ @H](c3cccce3)CS2)ccl 4100
323 1579 0O=C(CCCCCCC(=0)Nclccee(-n2cc(-c3ccecece3)nn2)cl)NO 4180
324 1584 0O=C(NO)C1[C@H](c2cccec2)[C@H]1clcceecl 4300
CC[C@H]10C(=0)[C@H](C)[C@@H](O)[C@H](C)[C@@H](O[C@@
H]20[C@H](C)C[C@H](N(C)Cc3ccc(-
c4cn(CCCCCCCC(=0)NO)nn4)cc3)[C@H]20)[C@](C)(OC)C[C@ @H](
325 1589 C)C(=0)[C@H](C)[C@@H](O)[C@]1(C)O 4420
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clncc(-
326 1594 c2ccc3c(c2)C2CCC3C2)[nH]1 4527
327 1599 0=C(NO)clccc(/C=C/c2cenc(-c3ccecec30)c2)ccl 4620
328 1604 0=C(NO)[C@@H]1[C@H](c2cccec2)[C@H]1clcenc(C2CC2)cl 4800
329 1609 0O=C(CCCCclcen(Cc2ccc(-n3cccdeccecd3)cc2)n1)NO 4918
330 1614 COclnc2ccecc2ecl-clenc([C@@H](N)CCCCCC(=0)c2cnoc2C)[nH]1 5000
331 1619 NclcccccINC(=0)cleec(CSC2=N[C@ @H](c3cccee3)CS2)ccl 5160
332 1624 0O=C(CCCCclcen(Cc2ccc(-c3cceee3)cc2)n1)NO 5238
CCC(=0)cccceC(NC(=0)c1encsl)cl[nH]c(-
333 1629 c2cceec2)nclC(=0)NCCN(C)C 5335
334 1634 O=C(CCCCCCN(Cclccc2eccec2cel)Celecc2ecccc2cl)NO 5400
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)cincc(-
335 1639 c2ccc(-c3ccence3)cc2)[nH]1 5500
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)cincc(-
336 1644 c2ccc3c(=0)n(C)cecc3c2)[nH]1 5600
337 1649 CC(C)(C)OC(=0)Nclcccc(-c2cc(C(=0)NCCCCC(=0)NO)no2)c1 5810
O=C(CCCCCCC(=0O)NC[C@H]10[C@@H]20[C@H]3[C@H](0)[C@@
H](O)[C@ @H](O[C@H]4[C@H](O)[C@@H](O)[C@@H](O[C@H]5[C
@H](0)[C@@H](O)[Ce@@H](O[C@H]6[C@H](O)[Ce@H](O)[C@®@
H](O[C@H]7[C@H](O)[C@@H](O)[C@@H](O[C@H]8[C@H](O)[C@
@H](0)[C@@H](O[C@H]1[C@H](0)[C@H]20)0[C@@H]8CO)O0|[C
@@H]7CO)O[C@@H]6CO)O[C@@H]5CO)O[C@@H]4CO)0[C@@
338 1654 H]3CO)NO 6000
CS(=0)(=0)Nclcec(-
c2cenc(Ne3cec(N4CCC(C(=0)Nc5cec(/C=C/C(=0)NO)cc5)CC4)cc3)n2
339 1659 Jecl 6065
340 1664 C=C(c1cc(0C)c(0C)c(0OC)c1)clcec2c(cl)ec(/C=C/C(=0)NO)n2C 6200
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(CC)CC2)cl[nH]e(-
341 1669 c2ccc(F)ecc2)nclC(N)=0 6364
342 1674 0=C(COclcce2ce(/C=C3/SC(=0)NC3=0)ccc2c1)Nclccc(F)ecl 6600
343 1679 0O=C(NO)clccc(CN2c3cccece3C[C@@H]3CCCCC[C@H]32)ccl 6700
344 1684 0O=C(CCCCN1C(=0)CN=C(c2ccccc2)c2ccececc21)NO 6720
345 1689 Ccl[nH]c2cc(O)cec2c1CCNCelcee(/C=C/C(N)=0)ccl 6800
346 1694 0O=C(/C=C/clccc(-c2cec(0)c(C34CC5CC(CC(C5)C3)C4)c2)cc1)NO 6960
347 1699 Cn1c(SCCCCCC(=0)NO)nncl-clcenecl 7100
348 1704 0=C(COclccec2cc(/C=C3/SC(=0)NC3=0)ccc2c1)Nclecce(F)nl 7200
[N-
]=[N+]=NCclcc(COc2ccc(NC(=0)CCCCCCC(=0)NO)cc2)cc(N=[N+]=[N
349 2070 -])c1 7340
350 1709 Cclec(C)ee(C(=0)N(CCCCCC(=0)NO)CC(=0)NC2CCCCC2)cl 7400
COclcc(C(=0)c2csc(-
351 1714 c3ccc(OCCCCCCC(=0)NcdcccccdN)ce3)n2)cc(0C)c10C 7490
352 1719 COclceec(NC(=0)COc2ccc3cc(/C=C4/SC(=0)NC4=0)ccc3c2)cl 7600
353 1724 COclcee(Oc2cce3nc(/C=C/C(=0)NO)cce3c2)ccl 7750
354 1729 O=C(CCCCCONC(=0)clcnc2ccecec2nl)NO 7950
355 1734 NclccececcINC(=0)clecec(CNC2=NC[C@H](c3cccec3)02)ccl 8100
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356 1739 CN(clccc(C(=0)NO)cc1)C1CCN(c2ceeec2)C1=0 8200
357 1744 Cclcec(-c2noc(CCCCCCC(=0)Nc3cececece3N)n2)ccl 8390
COclcc(C(=0)c2csc(-
358 1749 c3ccc(NC(=0)CCCCCC(=0)NcdccececcdN)ce3)n2)cc(0C)c10C 8500
COclcc(C(=0)c2csc(-
359 1754 c3ccc(NC(=0)CCCCC(=0)Ncdccccc4N)cc3)n2)cc(0C)c10C 8740
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)cIncc(-
360 1759 c2ccc3nn(C)cc3c2)[nH]1 8900
0O=C(NO)[C@H](Cclcccecl)nlnnc(-c2cceecc2)c1CHCelecc(-
361 1764 c2cceec2)ccl 9100
CN(C)clcce(C(=0)N(CC(=0)NCc2cceec2)Cc2ceec(C(=0)Nc3ccecce3N)cc
362 1769 2)ccl 9210
363 1774 Nclnc2ncc(CNc3cec(C(=0)NCCCCCCCC(=0)NO)cc3)nc2c(=0)[nH]1 9380
364 1779 CS(=0)(=0)N[C@ @H](Cclccc(OCCe2cccec2)cc1)C(=0)NO 9500
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clncce(-
365 1784 c2ccc(-c3ccenc3)cc2)ol 9700
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)cd[nH]c(-
366 1789 c2cce3nc(C)cec3c2)nclCHN 9835
0=C1NC(=0)/C(=C\c2ccc(OCC(=0)N3N=C(c4cccccd)CC3c3ccc(Cl)c(C
367 1794 )c3)cc2)s1 10000
CC[C@@H]10C(=0)[C@@H](C)[C@H](O[C@H]2C[C@ @](C)(OC)[C
@](O)(CN(C)Cc3ccc(-
c4¢n(CCC(=0)NO)nn4)cc3)[C@H](C)02)[C@H](C)[C@H](O[C@ @H]
20[C@H](C)C[C@H](N(C)C)[C@H]20)[C@@](C)(OC)CI[C@H](C)C(=
368 1799 0)[C@@H](C)[C@@H](0)[C@@]1(C)O 10200
369 1804 Cclcec(C(=0)NCCCCCC(=0)Nc2cccee2N)ccl 10700
370 1809 O=C(CCCCCCNC(=0)C(0)(O)C(F)(F)F)Nc1ccc(Br)ccl 11000
371 1814 CC(=0)clcc(/C=C/C(=0)NO)n(C)c1 11250
372 1819 0O=C(CS)NCCCCCnlccc2cec(Cl)c(Cl)cc21 11849.05
373 1824 0O=C(NO)clcsc(-c2cceec2)nl 12120
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)c1[nH]c(-
374 1829 c2ccc3nn(C)cc3c2)nclCHN 12420
375 1834 NclccecccINC(=0)clcec(CNC2=N[C@H](Cc3ccceec3)CS2)ccl 12700
376 1839 S=C1Sc2ccc(Cl)cc2C2=NCCN12 13000
CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(C)CC2)clncce(-
377 1844 c2ccc3nnccc3c2)[nH]1 13000
378 1849 0O=C(NO)clcccc2cceccl2 14000
CCCCCCCC(=0)SCC/C=C/[C@@H]1CC(=0)N[C@H](C(C)C)C(=0)N[C
379 1854 @H](C)C(=0)N[C@H](C(C)C)C(=0)NCC(=0)01 14300
380 1859 CCC(=0)CCCCCI[C@H](NC(=0)C1CN(C)C1)cincc(-c2ccecec2)[nH]1 14950
381 1864 CC12CC3CC(C)(C1)CC(NCclccc(NCcaccc(C(=0)NO)ccd)ccl)(C3)C2 15300
382 1869 0O=C(NO)clcnc(NC2(c3ccecee3)CCC(F)(F)CC2)ncl 16000
383 1874 C[C@H]1CN(c2ccc(C(=0)Nc3ccecee3N)cn2)CCN1C(=0)0Cclcccecl 16720
384 1879 CC(CCclccc(NS(=0)(=0)c2ceecec2)cc1)CC(=0)NO 17000
385 1884 CN(C)clccc(C(=0)NCCCCCCNC(=0)CS)ccl 19100
386 1889 CC(C)[C@@H]1N=C(c2ccccc2)c2ccccc2N(CCCCC(=0)NO)C1=0 19830
387 1894 0O=C(NO)cl1noc(-c2ccc(Br)cc2)nl 20040
388 1899 0=C(CCCCCCNC(=0)C(0)(0)C(F)(F)F)Nclnee(-c2cccec2)sl 21000
CC(C)(C)OC(=0O)NCCCC[C@@H]1N=C(c2ccccc2)c2cccce2N(CCCCC(=
389 1904 0O)NO)C1=0 21790
390 1909 0=C(NO)clccc(NC2CCN(c3cee(Cl)ee3)C2=0)c(Cl)cl 22400
391 1914 C[C@@]12Nc3cccec3[C@]1(0)CCN2Cclcec(/C=C/C(N)=0)ccl 23000
392 1919 C[C@H](NS(=0)(=0)clccec(C(=0)NO)c1)C(=0)Ncleeeecl 24200
393 1924 CCCC(=0)NO 26000
394 1929 CCC(=0)CCCCC[C@H](NC(=0)[C@H]1CC12CCN(CC)CC2)clncc(- 27000
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c2cc3cn(C)nc3cc20C)ol
395 1934 0O=C(NO)clccc(NC(=S)N/N=C/c2ccccc2)ccl 27600
0=C1INC(=0)/C(=C\c2ccc(OCC(=0)N3N=C(c4cccccd)CC3c3ccccc3Cl)
396 1939 cc2)s1 29000
397 1944 Cn1c(SCc2ccc(C(=0)NO)cc2)nncl-cleenccl 29760
COclccc(-
398 1949 c2cce(/C=C/C=C/C(=0)NO)cc2)cc1C12CC3CC(CC(C3)C1)C2 30600
Cclecec(C2CC(c3cceecec3)=NN2C(=0)COc2ccc(/C=C3/SC(=0)NC3=0)cc
399 1954 2)ccl 31000
400 1959 Cclcec(-c2nc(C(=0)NO)co2)ccl 33890
401 1964 0=C(NO)clcsc(Cc2ceeec2)nl 35000
402 1969 CC(=0O)N[C@@H](Cclccc(OCc2cceec2)ccl)C(=0)0 36900
COC(=0)CCCCCCC(=0)Nclcec(0OCc2cc(CN=[N+]=[N-])cc(N=[N+]=[N-
403 2075 1)c2)ccl 37400
404 1974 CCCC(CCC)C(=0)NO 39000
405 1979 Cclcece(S(=0)(=O)N[C@ @H](Cc2ccc(OCc3ccece3)cc2)C(=0)NO)ccl 42400
406 1984 COclccc(NC(=0)c2cecc(CNC(=0)O0Cc3ccenc3)cc2)c(N)cl 44000
407 1989 COclcec(NC(=0)CCCCCCNC(=0)C(0)(0)C(F)(F)F)ccl 51000
408 1994 Celee(C)ee(COc2eec(NC(=0)CCCCCCC(=0)0C(C)(C)C)ec2)cl 53200
409 1999 NclccececcINC(=0)clcec(CNC2=N[C@ @H](Cc3cccec3)CO2)ccl 63000
410 2004 NclccececcINC(=0)CCCclcec(N(CCCl)CCCl)ccl 75200
411 2009 NclcccccINC(=0)clecc(CNC2=NC(c3ccc(C(F)(F)F)cc3)CO2)ccl 82100
412 2014 0O=C(0)CCCclcccccl 93000
413 2019 NclccecccINC(=0)clcec(CNC2=N[C@ @H](c3ccecnc3)CO2)ccl 111000
414 2024 CCCC(CCC)C(=0)0 137778.4
415 2029 Cclcee(S(=0)(=O)N[C@ @H](Cc2ccc(OCc3ccecc3)cc2)C(=0)0)ccl 504700

Table S3. Results obtained from the training set of the HDACS inhibitors dataset in Recursive

Partitioning
Model Information Confusion Matrix ROC Score ROC¢,
Tree 1: 69 leaves Actual\Pred. 0 1 24
Error Rate (training data): 302.93 0 663 170 090090 0779
Min alpha: 0 1 133 697
Tree 2: 52 leaves Actual\Pred. 0 1
Error Rate (training data): 304.92 0 659 | 174 0.88141 0.77198
Min alpha: 0.8932 1 131|699
Tree 3: 43 leaves Actual\Pred. 0 1
Error Rate (training data): 316.98 0 668 | 165 0.86312 0.76575
Min alpha: 1.786 1 152 678
Tree 4: 36 leaves Actual\Pred. 0 1
Error Rate (training data): 330.89 0 637 | 196 0.84745 0.76449
Min alpha: 2.68 1 135 | 695
Tree 5: 32 leaves Actual\Pred. 0 1
Error Rate (training data): 343.9 0 634 | 199 0.84011 0.76600
Min alpha: 3.573 1 145 685
Tree 6: 24 leaves Actual\Pred. 0 1
Error Rate (training data): 375.87 0 608 | 225 0.81796 0.75234
Min alpha: 4.466 1 151 679
Tree 7: 18 leaves Actual\Pred. 0 1
Error Rate (training data): 406.83 0 583 | 250 0.79665 0.75245
Min alpha: 5.359 1 157 673
Tree 8: 14 leaves Actual\Pred. 0 1




Error Rate (training data): 429.83
Min alpha: 6.252

Tree 9: 13 leaves
Error Rate (training data): 438.79
Min alpha: 10.72

Tree 10: 6 leaves
Error Rate (training data): 515.5
alpha: 11.61

Tree 11: 5 leaves
Error Rate (training data): 531.46
Min alpha: 17.86

Tree 12: 4 leaves
Error Rate (training data): 550.53
Min alpha: 21.44

Tree 13: 3 leaves
Error Rate (training data): 582.37
Min alpha: 32.16

Tree 14: 2 leaves
Error Rate (training data): 616.29
Min alpha: 35.73

0 571 262
1 168 662
Actual\Pred. 0 1

0 556 277
1 162 668
Actual\Pred. 0 1

0 435 398
1 118 712
Actual\Pred. 0 1

0 418 415
1 117 713
Actual\Pred. 0 1

0 428 405
1 146 684
Actual\Pred. 0 1

0 365 468
1 115 715
Actual\Pred. 0 1

0 326 507
1 110 720

0.77584

0.77302

0.69954

0.68915

0.67382

0.65173

0.62941

0.74802

0.71599

0.67090

0.66136

0.66136

0.63892

0.63892
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Table S4. Results obtained from the test set of the HDACS inhibitors dataset in Recursive

Partitioning

Confusion Matrix ROC Score ROC Rating
Actual\Pred. 0 1 .
0 125 163 0.83877 Quality 0.839: Good
1 39 168




Actual\Pred. 0 1

0 149 | 59 0.81861
1 37 170

Actual\Pred. 0 1

0 153 | 55 0.80451
1 40 167

Actual\Pred. 0 1

0 146 | 62 0.80111
1 36 171

Actual\Pred. 0 1

0 145 | 63 0.79872
1 40 167

Actual\Pred. 0 1

0 144 | 64 0.78472
1 44 163

Actual\Pred. 0 1

0 136 | 72 0.76813
1 40 167

Actual\Pred. 0 1

0 134 (74 0.75116
1 39 168

Actual\Pred. 0 1

0 131 | 77 0.74925
1 38 169

Actual\Pred. 0 1

0 110 | 98 0.69714
1 29 178

Actual\Pred. 0 1

0 106 | 102 0.68645
1 29 178

Actual\Pred. 0 1

0 109 | 99 0.67823
1 35 172

Actual\Pred. 0 1

0 97 | 11 0.65771
1 32 | 175

Actual\Pred. 0 1

0 86 | 122 0.63427
1 30 177

Quality 0.819: Good

Quality 0.805: Good

Quality 0.801: Good

Quality 0.799:

Quality 0.785:

Quality 0.768:

Quality 0.751:

Quality 0.749:

Quality 0.697:

Quality 0.686:

Quality 0.678:

Quality 0.658:

Quality 0.634:

Fair

Fair

Fair

Fair

Fair

Poor

Poor

Poor

Poor

Poor

Table SS. Statistical results for the RP model training set
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Tree No:
Depth:

ROCy, ROC

TP

FpP

TN FN Acc Pr

Se

Sp

F1 AUC,

14

pt

p-
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Leaves Score

1:20:69 0.779 0.901 697 170 663 133  0.818 0.804 0.840 0.796  0.821 0.818 0.636  4.115  0.201

2:19:52 0.772 0. 880 699 174 659 131 0817 0801 0.842 0.791 0.821 0.817 0.633 4.032 0.200
3:19:43 0. 766 0. 863 678 165 668 152 0.809 0.804 0.817 0.802 0.811 0.809 0.619  4.124  0.228
4:15:36 0. 764 0. 847 695 196 637 135 0.801  0.780 0.837 0.765  0.808 0.801 0.602 3.559 0.213
5:15:32 0. 766 0. 840 685 199 634 145 0.793  0.775 0.825 0.761  0.799 0.793 0.586 3.455 0.230
6:14:24 0.752 0.818 679 225 608 151 0.773  0.751 0818 0.730  0.783 0.774 0.548 3.029 0.249
7:12:18 0.752 0.797 673 250 583 157 0.755  0.729 0811 0700  0.768 0.755 0.511 2.702 0.270
8:12:14 0. 748 0.776 662 262 571 168  0.741 0.717 0.798  0.685  0.755 0.742 0.483 2.536  0.295
9:11:13 0.716 0.773 668 277 556 162 0.736  0.707 0.805 0.668  0.753 0.736 0.472 2420  0.292
10:4:6 0. 671 0. 699 712 398 435 118 0.690 0.641 0.858 0.522  0.734 0.690 0.380 1.795 0.272
11:3:5 0. 661 0. 689 713 415 418 117 0.680 0.632 0.859 0.502 0.729 0.680 0.361 1.724  0.281
12:3:4 0. 661 0.674 684 405 428 146 0.669 0.628 0.824 0.514 0.713 0.669 0.338 1.695 0.342
13:2:3 0. 639 0. 652 715 468 365 115 0.649 0.604 0.862 0438 0.710 0.650 0.300 1.533 0.316
14:1:2 0. 638 0. 629 720 507 326 110 0.629 0.587 0.868 0.391  0.700 0.629 0.259 1.425 0.337

Table S6. Statistical results for the RP model test set

Tree No: ROC P FP N FN Acc Pr Se Sp F1 Aucy, vy pt p-
Depth: Score

Leaves

1:20:69 0.839 168 63 145 39 0.754 0.727 0.812 0.697 0.767 0.754 0.508 2.680 0.270
2:19:52 0.819 170 59 149 37 0.769 0.742 0.821 0.716 0.780 0.769 0.538 2.896 0.250
3:19:43 0.804 167 55 153 40 0.771 0.752 0.807 0.736 0.779 0.771 0.542 3.051 0.263
4:15:36 0.801 171 62 146 36 0.764 0.734 0.826 0.702 0.777 0.764 0.528 2.771 0.2478
5:15:32 0.799 167 63 145 40 0.752 0.726 0.807 0.697 0.764 0.752 0.504 2.664 0.277
6:14:24 0.789 163 64 144 44 0.740 0.718 0.787 0.692 0.751 0.740 0.480 2.560 0.307
7:12:18 0.768 167 72 136 40 0.730 0.699 0.807 0.654 0.749 0.730 0.461 2.331 0.296
8:12:14 0.751 168 74 134 39 0.728 0.694 0.812 0.644 0.748 0.727 0.456 2.281 0.292
9:11:13 0.749 169 77 131 38 0.723 0.687 0.816 0.630 0.746 0.723 0.446 2.205 0.291
10:4:6 0.697 178 98 110 29 0.694 0.645 0.860 0.529 0.737 0.694 0.389 1.825 0.265
11:3:5 0.686 178 102 106 29 0.684 0.636 0.860 0.510 0.731 0.685 0.370 1.754 0.275
12:3:4 0.678 172 99 109 35 0.677 0.635 0.831 0.524 0.720 0.678 0.355 1.746 0.323
13:2:3 0.659 175 111 97 32 0.655 0.612 0.845 0.466 0.710 0.656 0.312 1.585 0.331
14:1:2 0.634 177 122 86 30 0.634 0.592 0.855 0.413 0.700 0.634 0.269 1.46 0.351

Table S7. Docking scores of the designed molecules (M1-M12)

COMPOUNDS FEATURES DOCKING
SCORES

M1 Bayesian Fingerprints: G4,G6, G10, -5.64

Gll
M2 Bayesian Fingerprint: G7 -6.30
M3 Bayesian Fingerprints: G8, G9 -2.04
M4 Bayesian Fingerprints: G12, G13 -5.85
M5 Bayesian Fingerprint: G14 -5.68
M6 Bayesian Fingerprint: G19 -7.41
M7 RP fingerprint: RP-2 -5.92
M8 RP fingerprint: RP-8 -6.10
M9 RP fingerprints: RP-19, RP-46 -6.19
M10 RP fingerprint: RP-29 -7.97
Mi11 RP fingerprint: RP-44 -4.54
Mi12 RP fingerprint: RP-29, Machine -8.56

learning: SMR_VSA 3; CSN

Analysis

Table S8. Cytotoxicity profiles of reported selective HDACS inhibitors in different cancer cell
lines



Reported Cytotoxicity Journal References

selective HDACS

inhibitors Celllines | ICso(uM)

16b 7.1 J. Med Chem. 2023 | Huang et al., 2023

16¢ AS49 12.5 [15]

16e (SZUH280) 9.6

PCI-34051 15.8

PCI-34051 A549 >33.3 J. Med Chem. 2024 | Zhao et al., 2024
HCT116 21.9+2.8 [16]

NC-Z16 A549 32.9+0.4 J. Med Chem. 2024 | Zhao et al., 2024
HCT116 30.1+8.6 [16]

Compound (6¢) A549 7.1 Current study
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Table S9. Docking scores of the synthesized molecules (6a-61)

COMPOUNDS | DOCKING SCORES
6a -7.97
6b -8.56
6¢ -9.02
6d -7.49
6e -7.40
of -6.48
6g -8.14
6h -7.79
6i -8.85
6j -8.66
6k -8.59
61 -8.58
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Fig. S1. (A) ROC plots illustrating the predictive performance of the Bayesian model for the A) Training set
and (B) Test set, showing the relationship between sensitivity (true positive rate) and specificity (false positive
rate) to evaluate the model’s classification accuracy.

Fig. S2. Equations 1 to 8 used to calculate different statistical parameters for both training and test sets.

= Se .
T

(1-Se)
Sp

Accuracy (Acc) =

Sensitivity (Se) =

Specificity (Sp) =

Precision (Pr) =

TP

F1

TP+ TN

TN TN = Number of true negatives
TN + FP ' FP = Number of false positives

TP
TP + FP
2TP
SIPTFPTEN

Se + S
AUC, = EZ 2 (6

TP+TN +FP + FN

. TP = Number of true positives
TP+ FN ' FN = Number of false negatives

[©)]

[€Y)
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where,p, > 1: Model is more likely to correctly identif'y positive instances

p+ = 1:Model has no discriminatory power

ps < 1:Model is less likely to correctly identif'y positive instances

where,p_ < 1: Model is more likely to correctly identify negativce instances
H p_ = 1:Model has no discriminatory power

p- > 1:Model is less likely to correctly identify negative instances

G1:-1557050162
38 out of 38 good
Bayesian Score: 0.689

G2:-567760077
38 out of 38 good
Bayesian Score: 0.689

G3: -156282887
38 out of 38 good
Bayesian Score: 0.689

G4: 819989073
32 out of 32 good
Bayesian Score: 0.685

G5: -828389193
32 out of 32 good
Bayesian Score: 0.685

e

G6: -440855790
23 out of 23 good
Bayesian Score: 0.673

G11: 18210252
34 out of 35 good
Bayesian Score: 0.659

GT7: 8896068599
20 out of 20 good
Bayesian Score: 0.867

G8: -2072477855
18 out of 18 good
Bayesian Score: 0.662

G-

G9: 451853696
18 out of 18 good
Bayesian Score: 0.662

:
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G13: 576849494
16 out of 16 good
Bayesian Score: 0.656

G14: 832131929
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N v
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14 out of 14 good
Bayesian Score: 0.648
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14 out of 14 good
Bayesian Score: 0.648

Figure S3. Favourable fingerprints associated with potent HDACS inhibition identified using Bayesian
classification. The Bayesian score represents the frequency and significance of each structural feature within the

dataset. Fingerprints shown in green correspond to fingerprints with nitrogen-containing ring system.
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Fig. S4. Decision tree 1 depicting the hierarchical classification of HDACS inhibitors based on key molecular
descriptors and sub-structural features. Each internal node represents a molecular descriptor used for splitting the
dataset, while terminal nodes indicate the predicted activity class (active/inactive) along with the correctly

classified compounds. The model highlights the relative importance of nitrogen-containing heterocyclic scaffolds
in governing HDACS inhibitory activity.
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Fig. S5. List of 47 favourable fingerprints associated with potent HDACS inhibition identified generated by RP
modelling study. The fingerprints containing nitrogen containing aromatic heterocycles are highlighted in green.

Fig. S6. A) A spring layout chemical space network (CSN) depicting 17 subgraphs/clusters of HDACS8
inhibitors, where node colors indicate activity classes and the line styles correspond to Tc-based similarity
values. B) 2D representations of the common scaffolds identified in the study.
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Fig. S7. 2D docking interactions of lead fingerprints A) M10 and B) M12 obtained from molecular docking
studies (PDB: 1T69).
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Fig. S8. A) Bargraph representing the % inhibition of the activity of HDACS by the synthesized compounds (6a-
6l), along with the reference inhibitor PT-5Se at SuM concentration. Data are expressed as mean + SD (n=2). B)
Dose inhibition curve of lead molecules (6a-6d, 6h-6j) against HDACS8 generated using a fluorophore-based
enzymatic inhibition assay to determine their ICso values. Data are presented as mean + SD (n = 2).
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Fig. S9. Dose-response curves along with ICso values of all synthesized compounds, including the reference
compound PT-5e, were generated across six cancer cell lines: (A) A549 (B) HeLa (C) 4TI (D) MDA-MB-231
(E) FADU (F) Moc-2 and (G) HEK-293. The compounds were incubated with these cell lines for 72 hours, and
cell viability was assessed using the MTT assay. Data are presented as mean + SD (n=2) and plotted in a dose-
response format. ICso values were calculated through nonlinear regression analysis using GraphPad Prism 5.
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Fig. S10. 2D docking interactions of lead molecule 6c¢ in the active site of HDACS (PDB: 1VKG). Green dashed
lines indicate polar interactions between the ligand and active site residues, including Asp178(A), Hiel80(A),
and Asp267(A), with bond distances (ranging from ~2.14 to 2.22 A) and bond angles (ranging from 98.1° to
108°).
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Fig. S11. (A) stacked bar chart illustrating the interaction fractions within the HDACS8-6¢ complex; (B)
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representation of ligand-protein contacts in the HDACS8-6¢ complex; (D) timeline representation of
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General methods for synthesis of intermediates

Synthesis of intermediates (2a-2d)

Preparation of methyl (E)-2-cyano-3-(1H-indol-3-yl)acrylate (2a. Methyl cyanoacetate (1.2
equiv, 2.31 mL, 24.79 mmol) was dissolved in MeOH (15 mL), followed by the addition of
0.03 equiv of KI (102.9 mg, 0.62 mmol) and 0.03 equiv of K,COj3 (85.69 mg, 0.62 mmol).
After stirring for 20 min at room temperature, indole-3-carboxaldehyde (3g, 20.66 mmol) was
added, and the reaction was allowed to proceed at RT for 4h. After completion (monitored by
TLC), the solvent was removed under reduced pressure, and the residue was extracted with
ethyl acetate, washed with water, dried over anhydrous Na.SOs, and concentrated to afford
compound 2a as a yellow solid in 95% (4.44 g) yield without further purification.

Preparation of methyl (E)-2-cyano-3-(5-methoxy-1H-indol-3-yl)acrylate (2b. Following the
synthetic procedure of 2a and adding 5-methoxyindole-3-carbaldehyde (2g, 11.4 mmol),
compound 2b was synthesized as yellow solid with a yield (2.80 g) of 96%.

Preparation of methyl (E)-2-cyano-3-(2-methyl-1H-indol-3-yl)acrylate (2c. Following the
synthetic procedure of 2a and adding 2-methylindole-3-carboxaldehyde (2g 12.56 mmol),
compound 2¢ was synthesized as pale-yellow solid (2.96 g) with a yield of 98%.

Preparation of methyl (E)-2-cyano-3-(5-nitro-1H-indol-3-yl)acrylate (2d. Following the
synthetic procedure of 2a and adding 5-nitroindole-3-carboxaldehyde (2g, 10.52 mmol),
compound 2d was synthesized (2.76 g) as brown coloured solid with 97% yield.

Synthesis of intermediates 3a-31

Compounds 2a-2b (1 equiv) was dissolved in ACN (15 ml), after which Cs2COs (2 equiv) and
methyl/ethyl iodide (1.2 equiv.) were added. The reaction was allowed to proceed at RT for 4h
and was monitored by TLC. The crude product was extracted with ethyl acetate and washed
with water. The organic phase was separated, dried over anhydrous sodium sulfate, and
concentrated under vacuum. The resulting solids (compounds 3a, 3b, 3d, 3f and 3h) were
obtained with more than 90% yield without further purification. Using the same procedure
described above, compounds 2a-2d were reacted with substituted benzyl bromides (1.2 equiv)
in the presence of Cs2COs (2 equiv) in acetonitrile to afford compounds 3¢, 3e, 3g, and 3i-31 in
>85% yield without further purification.

Synthesis of intermediates 4a-41.

Compound 3a-31 (1 equiv) were dissolved in THF (5 ml) and treated with 0.5 N LiOH (3 equiv)
at RT for 12 h. Upon completion of the reaction (monitored by TLC), THF was removed under
reduced pressure and the resulting residue was dissolved in EtOAc and extracted with water.
The aqueous layer was acidified with conc. HCI (pH 2-3) to precipitate the product, which was
extracted with ethyl acetate, dried over anhydrous Na.SOa, and concentrated to afford crude
compounds 4a-41.
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Synthesis of intermediates Sa-51

The acid derivatives 4a-41 were dissolved in DMF (5 ml) in a clean, dry round-bottom flask
under nitrogen atmosphere followed by the addition of HATU (1.2 equiv) and THP-protected
hydroxylamine (1.2 equiv). The mixture was cooled to 0 °C in an ice bath, and DIPEA was
added dropwise. After stirring at room temperature for 4-8 h (TLC monitored), the reaction
was quenched with ice-cold water and extracted with ethyl acetate. The organic layer was
washed with brine, dried over Na>SOa, and concentrated. The crude product was purified by
column chromatography (EtOAc:Hexane, 1.5:8.5) to afford THP-protected hydroxamic acids
(5a-51).

(S,E)-2-cyano-3-(1-methyl-1H-indol-3-yl)-N-((tetrahydro-2H-pyran-2-yl)oxy)acrylamide
(5a). Yellow solid; yield: 70%. '"H NMR (400 MHz, CDCl;) 6: 8.92 (s, 1H), 8.65 (s, 1H), 8.36
(s, 1H), 7.85 (dd, J = 6.8, 1.3 Hz, 1H), 7.41 — 7.28 (m, 3H), 5.09 (t, J = 2.8 Hz, 1H), 4.04 (td,
J=10.9,3.0 Hz, 1H), 3.90 (s, 3H), 3.70 (ddd, J = 11.2, 5.3, 3.9 Hz, 1H), 1.95 — 1.81 (m, 3H),
1.71 = 1.61 (m, 3H).

(S,E)-3-(1-benzyl-1H-indol-3-yl)-2-cyano-N-((tetrahydro-2 H-pyran-2-yl)oxy)acrylamide
(5b). Yellow solid; yield: 67%. '"H NMR (400 MHz, DMSO-dg) 8: 11.59 (s, 1H), 8.61 (s, 1H),
8.40 (s, 1H), 7.96 — 7.90 (m, 1H), 7.65 — 7.59 (m, 1H), 7.38 — 7.18 (m, 8H), 5.64 (s, 2H), 4.98
(s, 1H), 4.12-4.01 (m, 1H), 3.59 —3.49 (m, 1H), 1.72 (s, 3H), 1.55 (s, 3H).

(S,E)-3-(1-benzyl-5-methoxy- 1 H-indol-3-yl)-2-cyano-N-((tetrahydro-2H-pyran-2-
yl)oxy)acrylamide (5¢c). Yellow solid; yield: 69%. 'H NMR (400 MHz, DMSO-d¢) &: 11.53
(s, 1H), 8.54 (s, 1H), 8.39 (s, 1H), 7.54 — 7.42 (m, 2H), 7.37 — 7.31 (m, 2H), 7.30 — 7.23 (m,
3H), 6.91 (dd, J = 8.9, 2.4 Hz, 1H), 5.59 (s, 2H), 4.98 (s, 1H), 4.12 — 4.04 (m, 1H), 3.82 (s,
3H), 3.57 —3.48 (m, 1H), 1.72 (t, J = 3.0 Hz, 3H), 1.59 — 1.50 (m, 3H).

(S,E)-2-cyano-3-(1-ethyl-5-methoxy-1H-indol-3-yl)-N-((tetrahydro-2H-pyran-2-
yl)oxy)acrylamide (5d). Maroon solid; yield: 62 %. '"H NMR (400 MHz, DMSO-dy) 6: 11.50
(s, 1H), 8.43 (s, 1H), 8.38 (s, 1H), 7.56 (d, J = 8.9 Hz, 1H), 7.45 (d, ] = 2.4 Hz, 1H), 6.96 (dd,
J=8.9,2.4Hz, 1H),4.98 (t,] =2.7 Hz, 1H), 4.34 (q, J=7.1 Hz, 2H), 4.08 (ddd, J = 12.1, 8.5,
4.0 Hz, 1H), 4.02 (s, 2H), 3.85 (s, 3H), 3.71 (s, 3H), 3.59 — 3.50 (m, 1H), 1.72 (dt, J =4.3,2.2
Hz, 3H), 1.55 (d, J = 5.1 Hz, 3H), 1.41 (t, ] = 7.2 Hz, 3H).

(S,E)-2-cyano-3-(5-methoxy-1-(4-(trifluoromethyl) benzyl)- 1 H-indol-3-yl)-N-((tetrahydro-
2H-pyran-2-yl)oxy)acrylamide (5e. Yellow solid; yield: 59%. '"H NMR (400 MHz, DMSO-
de) 0: 11.63 (s, 1H), 8.53 (d, J = 3.2 Hz, 1H), 8.48 (s, 1H), 7.99 — 7.95 (m, 1H), 7.79 — 7.72
(m, 1H), 7.65 — 7.59 (m, 1H), 7.38 — 7.27 (m, 2H), 5.04 (s, 1H), 4.24 — 4.08 (m, 2H), 3.67 —
3.53 (m, 1H), 1.81 — 1.75 (m, 3H), 1.62 (s, 3H).

(S,E)-2-cyano-3-(1-ethyl-1H-indol-3-yl)-N-((tetrahydro-2H-pyran-2-yl)oxy)acrylamide (5f.
Orange solid; yield: 70%. "H NMR (400 MHz, DMSO-dy) 8: 11.57 (s, 1H), 8.49 (s, 1H), 8.39
(s, 1H), 7.93 (d, J = 7.7 Hz, 1H), 7.67 (d, J = 8.0 Hz, 1H), 7.42 — 7.23 (m, 2H), 4.99 (d, J =
2.8 Hz, 1H), 4.39 (q, J = 7.2 Hz, 2H), 1.72 (s, 3H), 1.55 (q, J = 7.2 Hz, 3H), 1.43 (t,J =7.2
Hz, 3H).

(S,E)-2-cyano-3-(5-methoxy-1-(4-(trifluoromethoxy)benzyl)- 1 H-indol-3-yl)-N-((tetrahydro-
2H-pyran-2-yl)oxy)acrylamide (5g. Yellow solid; yield: 68%. '"H NMR (400 MHz, DMSO-
dg) 6: 11.55 (s, 1H), 8.56 (s, 1H), 8.40 (s, 1H), 7.50 (d, J = 8.9 Hz, 1H), 7.47 (d, ] = 2.4 Hz,
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1H), 7.38 — 7.33 (m, 4H), 6.92 (dd, J = 8.9, 2.4 Hz, 1H), 5.65 (s, 2H), 4.99 (d, J = 2.8 Hz, 1H),
4.08 (ddd, J = 12.3, 8.8, 3.8 Hz, 1H), 3.83 (s, 3H), 3.61 — 3.49 (m, 1H), 1.75 — 1.68 (m, 3H),
1.55 (d, J = 5.3 Hz, 3H).

(S,E)-2-cyano-3-(5-methoxy- I-methyl-1 H-indol-3-yl)-N-((tetrahydro-2H-pyran-2-
yl)oxy)acrylamide (5h). Brown solid; yield: 67%. "H NMR (400 MHz, DMSO-dg) 6: 11.56 (s,
1H), 8.44 (s, 1H), 8.43 (s, 1H), 7.57 (d, J = 8.9 Hz, 1H), 7.50 (d, J = 2.3 Hz, 1H), 7.02 (dd, J
= 8.9, 2.4 Hz, 1H), 5.03 (s, 1H), 4.13 (td, J = 10.2, 3.9 Hz, 1H), 3.98 (s, 3H), 3.90 (s, 3H),
3.62 -3.57 (m, 1H), 1.80 — 1.74 (m, 3H), 1.60 (d, J = 5.5 Hz, 3H).

(S,E)-2-cyano-3-(2-methyl-1-(4-(trifluoromethoxy)benzyl)- 1 H-indol-3-yl)-N-((tetrahydro-
2H-pyran-2-yl)oxy)acrylamide (5i). Green solid; Yield: 59%. '"H NMR (400 MHz, DMSO-
de) 0: 11.61 (s, 1H), 8.38 (s, 1H), 8.07 — 8.01 (m, 1H), 7.65 — 7.60 (m, 1H), 7.40 — 7.37 (m,
2H), 7.33 - 7.27 (m, 2H), 7.25 (s, 2H), 5.68 (s, 2H), 5.06 (d, J = 2.8 Hz, 1H), 4.21 — 4.08 (m,
1H), 3.60 (d, J = 11.3 Hz, 1H), 2.60 (s, 3H), 1.77 (s, 3H), 1.60 (s, 3H).

(E)-2-cyano-3-(1-(4-methoxybenzyl)- 1 H-indol-3-yl)-N-((tetrahydro-2H-pyran-2-
yl)oxy)acrylamide (5j). Orange coloured solid; yield: 60%. '"H NMR (400 MHz, DMSO-d¢)
o: 11.59 (s, 1H), 8.59 (s, 1H), 8.39 (s, 1H), 7.95 — 7.90 (m, 1H), 7.68 — 7.62 (m, 1H), 7.33 —
7.24 (m, 4H), 6.93 — 6.87 (m, 2H), 5.55 (s, 2H), 4.98 (s, 1H), 4.05 (d, J = 11.0 Hz, 1H), 3.71
(s, 3H), 3.59 —3.51 (m, 1H), 1.72 (s, 2H), 1.55 (d, J = 5.1 Hz, 1H).

(E)-2-cyano-3-(1-(4-fluorobenzyl)-2-methyl-1 H-indol-3-yl)-N-((tetrahydro-2 H-pyran-2-
yl)oxy)acrylamide (5k. Yellow solid; yield: 65%. "H NMR (400 MHz, DMSO-dy) 8: 11.62 (s,
1H), 8.37 (s, 1H), 8.07 — 7.98 (m, 1H), 7.67 — 7.58 (m, 1H), 7.30 (tdd, J = 5.8, 4.1, 2.3 Hz,
2H), 7.19 (td, ] = 6.7, 2.7 Hz, 4H), 5.62 (s, 2H), 5.05 (t, ] = 2.6 Hz, 1H), 4.12 (s, 1H), 3.63 (d,
J=2.3 Hz, 1H), 2.61 (s, 3H), 1.77 (q, J = 2.0 Hz, 3H), 1.64 — 1.57 (m, 3H).

(E)-3-(1-benzyl-5-nitro-1H-indol-3-yl)-2-cyano-N-((tetrahydro-2H-pyran-2-
yl)oxy)acrylamide (51). Brown solid; yield: 66%. '"H NMR (400 MHz, DMSO-dg) 6: 9.33 (s,
1H), 8.95 (s, 1H), 8.72 (s, 1H), 8.44 (s, 1H), 8.15 (s, 1H), 7.84 (s, 1H), 7.33 (dt, J =23.5, 7.1
Hz, 4H), 5.99 — 5.38 (m, 2H), 4.96 (d, J = 26.5 Hz, 1H), 4.06 (s, 1H), 3.80 (s, 1H), 1.65—1.13
(m, 6H).
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Supporting 'HNMR spectra of intermediates (5a-51)
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Supporting spectra (HNMR, 3CNMR., YFNMR., HPLC, LCMS and HRMS) of final
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Supporting Spectra S15: HPLC traces of compound 6a.
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Supporting Spectra S16: LC-MS Spectra for the compound 6a.
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Supporting Spectra S19: 13C NMR Spectra for the compound 6b.
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Supporting Spectra S20: HPLC traces of compound 6b.
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Supporting Spectra S26: LC-MS Spectra for the compound 6c¢.
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2 PDA Multi 1 391nm,4nm
S
1500 —o
0
i \ u,oa-|
CN
1000 N
{ 6d
500
= ™
= TE ]
0 e s
0.0 25 5.0 75 10.0 12.5 15.0 17.5 20.0
min
PDA Ch1 391nm
Peaki#| Ret. Time Area Height Area% Height%
1 9.242 55968 8949 0.425 0.483
2 10.893| 12681531 1766003 96.385 95.372
3 11.261 29746 7418 0.226 0.401
4 11.438 74014 15434 0.563 0.833
5 11.833 217936 36833 1.656 1.989
6 12.665 97902 17062 0.744 0.921
Total 13157096 1851699 100.000 100.000
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Supporting Spectra S35: 1°F NMR Spectra for the compound 6e.
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Supporting Spectra S36: HPLC traces of compound 6e.
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Supporting Spectra S37: LC-MS Spectra for the compound 6e.
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Supporting Spectra S41: HPLC traces of compound 6f.
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Supporting Spectra S42: LC-MS Spectra for the compound 6f.
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Supporting Spectra S43: HRMS Spectra for the compound 6f.
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Supporting Spectra S44: 'H NMR Spectra for the compound 6g.
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Supporting Spectra S45: 3C NMR Spectra for the compound 6g.
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Supporting Spectra S46: ’F NMR Spectra for the compound 6g.



1500 P 8 PDA Multi 1 386nm,4nm
0 3
o o
Al OH
N en P
1000
6g
OCF,
500 88
o
= & 4
0
0.0 25 5.0 7.5 10.0 12.5 15.0 17.5 20.0
min
PDA Ch1 386nm
Peak#| Ret. Time Area Height Area% Height%
1 11.352 55378 9887 0.515 0.647
2 11.961 126335 24410 1.175 1.596
3 12.356| 10442125 1469240 97.119 96.083
4 12.786 61499 13318 0.572 0.871
5 12.923 12457 1836 0.116 0.120
6 13.775 54106 10440 0.503 0.683
Total 10751901 1529132 100.000 100.000
Supporting Spectra S47: HPLC traces of compound 6g.
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Supporting Spectra S48: LC-MS Spectra for the compound 6g.
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Supporting Spectra S49: HRMS Spectra for the compound 6g.
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Supporting Spectra S50: "TH NMR Spectra for the compound 6h.
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Supporting Spectra S51: 3C NMR Spectra for compound 6h.
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Supporting Spectra S52: HPLC traces of compound 6h.
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Supporting Spectra S53: LC-MS Spectra for the compound 6h.
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Supporting Spectra S57: ’F NMR Spectra for compound 6i.
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Supporting Spectra S59: LC-MS Spectra for the compound 6i.
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Supporting Spectra S60: HRMS Spectra for the compound 6i.
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Supporting Spectra S63: HPLC traces of compound 6j.
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Supporting Spectra S67: 13C NMR Spectra for compound 6k
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Supporting Spectra S68: ’F NMR Spectra for compound 6k
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Supporting Spectra S70: LC-MS Spectra for the compound 6k.
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Supporting Spectra S71: HRMS Spectra for the compound 6k.
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Supporting Spectra S72: 'TH NMR Spectra for compound 6l.
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Supporting Spectra S73: 3C NMR Spectra for compound 61.
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Peak#| Ret. Time Area Height Area% Height% Tailing Factor
1 7.113 216705 30923 1.193 1.209 1.195
2 9.379 298783 43133 1.645 1.687 1.250
3 11.1562| 17649084 2483411 97.162 97.104 1.234
Total 18164572 2557467 100.000 100.000

Supporting Spectra S74: HPLC traces of compound 6l.
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Supporting Spectra S75: LC-MS Spectra for the compound 6l.
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Supporting Spectra S76: HRMS Spectra for the compound 6l.
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