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Table S1. All molecules and their structures

id Dataset Class Reference SMILES

Cl CacoP CacoP- 12 Oclc(ce(ecl)[C@@H](O)C[NH2+]C)O

C2 CacoP CacoP- 12 OC[C@H]1O[C@H]([C@H](O)[C@@H](O)[C@@H]10)clc(ccc2eloce(c2=0)clcec(cc1)O)O

C3 CacoP CacoP- 12 CC(C)clnne(nl[C@H]1C[C@H]2CC[C@@H](CHIN@@H+]12CC[C@@H](NC(=O)C1CCC(F)(F)CCl)clcececl)C

C4 CacoP CacoP- 12 COclcee(cel)elo(O[C@HI20[C@@H](C)[C@@H](0)[C@H](0)[C@H]20)c(=0)c2¢(c(c(cc20)0[C@HI20[C@@H](CO)[C@@H](0)[C@@H](0)[ C@@H]20)CC=C(C)C)ol
CS CaCOP CaCOP- 1 2 ClC@@)12cCCC@@)(CN[C@@H]) CC[C@@]13C[C@@H)([C@@H)(C[C@@H]21)O[C@H]10[C@@H](CO)[C@@H](0)[C@@H)(O[C@H)20[C@@H](CO) C@@H)(0)[C@@H)(0)[C@@H)20)[C@@H]10[C@H] 1 O[C@@H](CO)[C@H)(0)[C@@H](0)[C@@H]10)C(=C)C3)C(=0)0[C@H] 1 O[C@@H)(CO)[C@@H)(O)[C@@H)(0)[C@@H] 10
C6 CacoP CacoP- 10,4 OC(=0)C1=C/C(=N\Nc2cc(c(cc2)O)C(=0)[O-])/C=CC1=0

C7 CacoP CacoP- 10 CO/N=C(/C(=O)NCIC2SCC(=C(N2C1=0)C(=0)[O-])CSc1nc(=0)c(nn1C)O)\clcsc(nl)N

C8 CacoP CacoP- 12 [O-]1C(=0)C1=C(CSc2nc(=0)c(=0)[nH]n2C)CS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=N\OC)/clcsc(n1)N

C9 CacoP CacoP- 12 CC(C)C(INH3+])C(=0)OCCOCnlenc2cl[nH]e(nc2=0)N

C10 CacoP CacoP- 12 CC(C)(C)NC(=O)[C@H]1C[C@H]2CCCC[C@H]2C[NH+]1C[C@@H](O)[C@H](Cclccccc )NC(=0)[C@@H](CC(=0O)N)NC(=0)cInc2cceec2ecl
Cl1 CacoP CacoP- 12 Nclne(=0)c2¢(n(cn2)[C@@H]2C[C@H](CO)[C@H]2CO)[nH]1

C12 CacoP CacoP- 12 ClC@@H]1C[C@HR[C@@H]3CCC4=CC(=0)C=C[C@]4(C)[C@@]3(F)[C@@H](0)C[C@]2(C)[C@@]1(0)C(=0)COC10[C@H](CO)[C@@H](0)[C@H](0)[C@H]10
C13 CacoP CacoP- 12 CC(NC(=0)C([INH3+])CCCCN)C(=O)N

Cl4 CacoP CacoP- 12 COC(=0)[C@H](Cclcce(cc1)O)NC(=0O)CNC(=0)[C@H](CO)NC(=0)CNC(=0)[C@H](CC(C)C)NC(=0)[C@@H]([NH3+])Cclcce(cc1)O

C15 CacoP CacoP- 10 CCICC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(0O)CC2(C)C1(O)C(=0)COC10C(CO)C(O)C(0)C10

Cl6 CacoP CacoP- 12 [O-]C(=0O)C(Cclce(nc2cleecc2)O)NC(=0)cleee(ccl)Cl

C17 CacoP CacoP- 12,5,2 NC(E=N)NC(=0)clne(e(ne IN)N)CL

C18 CacoP CacoP- 10,114  CC(C)(C)[NH2+]CC(O)clce(ce(c1)O)O

C19 CacoP CacoP- 12 CN(C)C(=N)NC(=N)N

C20 CacoP CacoP- 10,4 NS(=0)(=0)c1ce(c(cc1C)NCeleecol)C(=0)[O-]

C21 CacoP CacoP- 10,11 OCC10C(CO)(0OC20C(CO)C(0)C(0)C20)C(0)C10

C22 CacoP CacoP- 10 CN(Cclnc2c(ne(ne2nc1)N)N)cleee(ccl)C(=0)NC(CCC(=0)0O)C(=0)[O-]

C23 CacoP CacoP- 10 COclc(cceel)Cele(ne(ncINS(=0)(=O)clecc(ccl)C(C)(C)C)clneecen1)OCCO

C24 CacoP CacoP- 10 COclc2¢(ccel)C(=0)clc(c(c3c(c10)CC(0)(CC30CICC([NH3+])C(O)C(C)O01)C(=0)CO)0)C2=0

C25 CacoP CacoP- 12,4 [NH3+][C@@H](C(=O)NC1C2CCC(=C(N2C1=0)C(=0)[O-])Cl)clcceccl

C26 CacoP CacoP- 12,8,2 [C@H]12SC(C)(O)[C@@H](N1C(=0)[C@H]2NC(=0)Cclcccecl)C(=0)[O-]

C27 CacoP CacoP- 12 CCC[C@@H]1C[C@H](INH+](C)C1)C(=O)N[C@H]([C@@H](C)O)[C@H]1O[C@H](SC)[C@H](O)[C@@H](O)[C@H]10

C28 CacoP CacoP- 12 CCI(O)S[C@@H]2[C@H](NC(=0)C(INH3+])c3cceec3)C(=0)N2[C@H]1C(=0)[O-]

C29 CacoP CacoP- 12 O[C@@H]1[C@H](Oc2cc(cc(c2C1=0)0)0)clce(c(cc1)0)O

C30 CacoP CacoP- 12 OC(=0)[C@@H](Cclcc(c(cc1)O)O)OC(=0)/C=C/clcce(c2cl [C@@H]([C@H](02)clcce(c(c1)0)0)C(=0)[0-])O

C31 CacoP CacoP- 12 CO[C@]I(NC(=O)CSCC#N)[C@H]2SCC(=C(N2C1=0)C(=0)[O-])CSclnnnn1C

C32 CaCOP CacoP— 12 ClC@@]12CCCIC@Q@](CN[C@@H]ICC[C@@]13CC(=0)[C@@](C1)(CC[C@H]23)0[C@H]10[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H]10[C@H]10[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H]10)C(=0)0[C@H]10[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H] 10
C33 CacoP CacoP- 2 C[C@@H]10[C@@H](O[C@H]2C[C@@H](0)[C@]3(CO)[C@H4[C@H](0)C[C@]5(C)[C@H](CC[C@]5(0)[C@Q@H]4CC[C@]3(0)C2)C2=CC(=0)0C2)[C@H](0)[C@H](O)[C@H]10
C34 CacoP CacoP- 2 C[N+]1(O)[C@H]2CC(C[C@@H]1[C@H]10[C@@H]21)0OC(=0)[C@H](CO)clccecccl

C35 CacoP CacoP-  10,11,4,5,2,3 CC(C)[NH2+]CC(0)COclcce(cec1)CC(=0)N

C36 CacoP CacoP- 12 CC1=C(C=C)/C(=C/c2¢c(c(c([nH]2)CC2N=C(/C=C/3\NC(=0)C(=C3C)C=C)C(=C2CCC(=0)0)C)CCC(=0)[O-])C)/NC1=0

C37 CacoP CacoP- 10 NC(=N)clcee2ne([nH]c2¢1)Celeceenl

C38 CacoP CacoP- 10,11,4,8  Nclnc2c(nen2COCCO)c(=0)[nH]1

C39 CaCOP CaCOP- 1 2 CO(=CCC[C@@)(CHO[C@@H]10[C@@H)(CO[C@H20[C@@H)(CO)[C@@H)(0) C@@H)(O)[C@@H20)[C@@H(0) C@H)O)[C@@H]10)[C@H] 1 CC[C@@)2(O) [ C@H) 1 [C@H)(0)C[C@H)I [C@@]3(C)CCIC@@H)(O[C@HH0[C@@H)(CO)C@@H)(0)[C@H)(0) C@@HHO0[C@@H 40 C@@H)(CO) C@H)(O) C@@H)O)[C@@H40)C(C)O) [C@@HRCC[C@@]210)C
C40 CacoP CacoP- 12,4 Ccleec(cel)/C(=C\C[NH+]1CCCCl)/clcece(nl)/C=C/C(=0)[O-]

C41 CacoP CacoP- 12,4 [C@H]12SC(C)(O)[C@@H](N1C(=0)[C@H]2NC(=0)COclcccec1)C(=0)[O-]

C42 CacoP CacoP- 13 C[C@H]1[C@H](0)[C@@H](0)[C@@H](0)[C@H](O[C@@H2[C@@H](0)[C@H](0)[C@@H](CO)O[C@H]20c2cc(c3¢(c2)O[C@@H](CC3=0)c2cce(cc2)0)0)01
C43 CacoP CacoP- 13 CCCCCCCCOC(=0)clee(e(c(c1)0)0)O

C44 CacoP CacoP- 13 Ncleee(eel)S(=0)(=0)Nclnncsl



C45
C46
C47
C48
C49
C50
Cs1
Cs2
Cs3
C54
C55
C56
C57
Cs8
C59
C60
Co1
C62
Ce3
Co4
C65
C66
Ce7
C68
C69
C70
C71
C72
C73
C74
C75
C76
C77
C78
C79
C80
C81
C82
C83
C84
C85
C86
C87
C88
C89
C90

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
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CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
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CacoP-
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CacoP-
CacoP-
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13
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13
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13
13
13
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O=C(COCCOCCOC)Nclcce(cel)S(=0)(=0O)Nclnnesl

O=C(clcc(nnlclceee(cl)C(=N)N)C(F)(F)F)Nclncc(cnl)clceeeel1 S(=0)(=O)N
O=C(clcc(nnlclccec(c1)C[NH3+])C)Nelece(ecl)cleeccc1S(=0)(=0)C

O=C(clce(nnlclecec(cl)C[NH3+])C(F)(F)F)Ncle(ce(ecl)elececc1 S(=0)(=O)N)F
COclce(ce(c10C)OC)C(=O)N1CC[C@@](c2cce(c(c2)CHCI)(CCINH+]2CCC(C(=0)N)(c3cence3)CC2)C1
O=C(N1CCC(CC(c2cc3cceee3nc2)CC(=0)[0-])CC1)CCelecc2e(nl)NCCC2
O=c1[nH]c(=0)n(ccl1F)[C@H]1O[C@@H](CO)[C@H](OC(=0)[C@H](C(C)C)[NH3+])Cl
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)[C@H](C(C)C)N)[C@H](OC(=0)[C@H](C(C)C)[NH3+])C1
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)C(CC(=0)[O-)[NH3+])[C@H](O)C1
O=C(C[C@H](C[C@H](/C=C/c1n(c2c(clclcce(ccl)F)cecc2)C(C)C)0)0)[O-]

O=C([O-])clcee(ccl)Cnlencel

O=C([O-])clceec(cl)Cnlenc2clccec2

cl(cec(ccl)Cnlenc2clccec2)clnnn[n-]1

O=C([O-])CNCC[NH2+]CC(=0)[O-]
CCIC(NC(=0)c2c3c(c(ce2)C)oc2e(C)e(=0)e(c(C(=0)NCAC(C)OC(=0)C(C(C)C)N(C)C(=0)CN(C)C(=0)[C@@H]5CCCNS5C(=0)[C@@H](C(C)C)NC4=0)c2n3)[NH3+])C(=0)N[C@H](C(C)C)C(=0)N2CCC[C@H]2C(=0)N(C)CC(=0)N(C)C(C(C)C)C(=0)01
CCC1=CC2C[C@@](c3c(checcecd[nHI3)CN(C2)C1)(cle(ce2e(c1)[C@]13CCINHA4[C@H] [C@@](C=CC4)([C@H]([C@@]([C@@H]3N2C)(C(=0)0C)0)OC(=0)C)CC)OC)C(=0)0C
O=C([C@H](OCclccceel)[C@H](O)[C@@H](O)[C@@H](OCcleccec]l)C(=0)N[C@@H](C(C)C)C(=O)NCCF)N[C@@H]1[C@H](O)Cc2clccecc2
0=C(clec(ce(c1)C(EON[C@H](C)elcecee HIN(C)S(=0)(=0)C)N[C@@H](COc Lce(ce(c])F)F)[C@@H](0)C[C@@H](OC)C(=0)N[C@@H](C(C)C)C(=0)NCcl cecec]
COclcc(cc(c10)O0)[C@H] [C@@H]2[C@@H]([C@H](OC3C(0)C(0)C4C(COC(cScces5)04)03)c3ccde(cc13)0C04)COC2=0
CC(C1C(=O)N[C@H]2CSSCC/C=C/[C@H](OC(=0)[C@H](C(C)C)NC(=0)/C(=C/C)/NC2=0)CC(=O)N1)C
O=CINCC2(CC[NH2+]CC2)c2clcc([nH]2)clcene(nl)clcc2e(cc1)OCO2

O=CINCC2(CC[NH2+]CC2)c2clcc([nH]2)clcene(nl)clec2ecccc2o1

C(CC(=0)[O-NC(C(=0)[O-D[NH3+]

O=CINCC2(CC[NH+](C)CC2)c2clcc([nH]2)clcenc(nl)clec2eccec2ol

O=CINCC2(CCC[NH2+]C2)c2clcc([nH]2)cleene(nl)clec(encl)OC

O=C(NC)clcce(cel)C(INH+]1CCN(C2CCC2)CCC1)clnnnnlCelececcl
CN1CCN(CC1)Celecce(cel)C(INH+]1ICCN(C2CCC2)CCCl)clnnnn1Cclceceel
O=C1C[C@@H](IN@H+]2CCC[N@@H+](CCCN3c4c(cce(c4)CC(=0)[O-])OCc4c3ccccd)CC2)N(C)C(=0O)N1C
0=C(N[C@@H](Ceclcce(ce])0)C(=0)NCC(=0)NCC(=0)N[C@@H](Cclcecee] )C(=0)N[C@@H](CC(C)C)C(=0)N)[C@@H](CCCCCCCCCC)NC(=0)C
O=clc2c(cc(cc20)O)oc(cl)clee(c(c(c1)OC)O)O
CCl([C@@H2[C@H]1[C@H](N(C2)C(=0)[C@H](C(C)(C)C)NC(=O)NC(C)(C)C)C(=O)NC(CCI1CCCHC(=O)C(=O)N)C
[NH3+][C@@H](CCC(=O)NCC)C(=0)[O-]

O=S(=0)(Nclnccccl)cleee(eccl)/N=N/clce(c(ce1)O)CC(=0)N C[C@@H](C(=O)N1[C@H]2CCCC[C@@H]2C[C@H]1C(=0)[O-
DINH2+][Ca@@H](CCclcceccl)C(=0)[O-] Clelcee(ce1 CI)C1(CN(C(=0)Cc2cc(ccc2)OC(C)C)CCCT)CCIN+]12CCC(CC1)(CC2)cleccecl
O=C(N(CC(clcece(c(c1)CIHCIHCCINH+]1CCC(c2cceec2)(NC(=0)C)CC1)C)clececcl

COIC@@HN(C@Q@H]IICE@HNCICCIC@ICIC@HBCIC@@H)C/C-C(CY [CR@HIOIC@HICIC@@HI00[C@@HIOICEHISCICA@HOO[C@@HIO)C@Q@HI(CIOS[C@@HICIODIC@H)C)C~CIC-CACO[CEHISIC@M(OC@HKC(-0)03)C-CCO)[C@Q@HIS0)02)01)C
Oclc(cc(ccl)C[C@H]([NH3+])C(=0)[O-]))O

O=C([C@@H](INH2+][C@H](C(=0)[O-])CCclccceccl )CCCCN)N 1 [C@@H](C(=0)[O-])CCC1
OCcle(nc(nlCcleee(cel)ele(ceccl)clnnn[n-]1)CCCC)Cl

OC(C[NH2+]C(C)(C)C)COclcecc2e 1 C[C@H](O)[C@H](0)C2

Oclcee(ce1C(=0)[O-HN

O=cl1[nH]c2ccene2n(C(=0)C[NH+]2CCN(C)CC2)c2cccccl2
CC(O)(SEO)(=0)C[C@@H](C(FON[C@@H](C(=ON[C@@H]([C@@H](O)[C@@H](0O)C1CC1)CC1CCCCCI)Cclenc[nH]1)Cclceceel)C
O=C([O-])CC(clcec(ccl)CI)C[NH3+]

CCIC(C(C(C(O1)OCC1IC(C(C(C(01)Oc1e(oc2ee(ce(c2c1=0)0)0)clce(c(cc1)0)0)0)0)0)0)0)O
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O=C1C(CCS(=0)c2cccec2)C(=O)N(Nlclceceel)clecceel

O=C(NC[C@H]1[NH+](CC)CCCl)clcc(ccc10OC)S(=0)(=0O)N

CCC@H][C@IA[C@@HI([C@@H](C(=0)[C@@HI(C[CR@@](CR@H|([C@@H)(C(=0)[C@@H](C(=0)01)O)C)O[C@H] [C@@HI([C@@H)(C[C@@HI(O1)O)INH+|(C)C)0)C)IOC)C)ON(C(=0)02)CCCClec(ne e lencee)C
CC(C)(C)CHC/C=C/C[NH+](C)Cclc2cccec2ecc]

CCC1(c2¢(COC1=0)c(=0)n1Cc3c(nc4cee(c(c4c3)C[NH+](C)C)O)c1c2)O

O=C(C1CCC(C[NH3+])CC1)[O-]

FC(clcc2ce(ccl)Sele(ceec)N2CCCINH+]1CCN(C)CC)(F)F

CC([C@H](N(Cclcee(cel)cle(ceccl)elnnn[nH]1)C(=0)CCCC)C(=0)[O-])C

O=C(NCC[NH2+]C[C@@H](0O)COclcce(cc)O)NICCOCC1

OC[C@H|([C@H]([C@@H]([C@@H](CO)0)0)0)0

O=clnc(N)cenl[C@@H]10[C@H](CO)[C@@H](O)CI(F)F
CC(C)C[C@H]IC(=0)N2CCC[C@H2[C@]2(N1C(=0)[C@](02)(C(C)C)NC(=0)[C@H]1C[NH+]([C@@H]2Cc3c([nH]c4ccce(c34)C2=C1)Br)C)O
0=C([C@H]1CSSCIC@@H]([NH3+])C(=0)N[C@H](Ce2cce(cc2)0)C(=0N[C@@H](Ce2ecece2)C(=0)N[C@@H](CCC(=0)N)C(=0)N[C@@H](CC(=0)N)C(=0)N )N 1 [C@@H](C(=0)N[C@@H](C(=0)NCC(=0)N)CCCN=C(N)N)CCC1
O=CIN[C@@H](C(=0)N[C@@H](C(=0)N[C@@H](Cc2c[nH]c3c2ccee3)C(=0)N[C@H](CO)C(=0)N[C@@H](C(=0)N[C@@H](COC(C)(C)C)C(=0)N[C@@H](CC(C)C)C(=0)N[C@@H](CCCN=C(N)N)C(=0)N2CCC[C@@H]2C(=0)NCC)Cc2cce(ce2)0)Ce2enc[nH]2)CC1
O=cIn(NC(=O)N[NH3+])c(=0)c2cc(cc3c2clcc(c3N)S(=0)(=0)[0-])S(=0)(=0)[O-]

O=C(NCO)[C@H](NC(=0)[C@@H](C)NC(=0)C)Cclcccecl

O=C(NO)[C@H](NC(=0)[C@@H](C(C)C)NC(=0)C)Cclcccecl

0=S(=0)(clccc2ccecc2el )N[C@@H](Celec(cecl)C(=N)N)CC(=O)N1CCCC[C@@H]1C(=0)0OC
0O=S(=0)(clccc2ccecc2c1)NC(Celece(cec1)C(=N)N)CC(=O)N1CCCC(C(=0)[O-])C1
0O=S(=0)(clccc2ececc2e1)NC(Celec(cec1)C(=N)N)CC(=O)N1CCC(C(=0)[O-])CC1
0=S(=0)(clccc2ececc2c1)NC(Celee(cecl)C(=N)N)CC(=0)N1CCC(C(=0)OC)CC1
0=S(=0)(clccc2ececc2c1)NC(Celee(cecl)C(=N)NO)CC(=0)N1CCC(C(=0)[O-])CC1
0=S(=0)(clccc2ccccc2c])NC(Celec(ceel)C(=N)N)CC(=0O)N1CC[NH2+]CC1

0=C([C@H]! CSSCCC(=0)N[C@H](Ce2cee(cc2)0)C(=0)N[C@@H](Ce2ecccc2) C(=0)N[C@@H](CCC(=0)N)C(=0)N[C@@H](CC(=0)N)C(=0)N N [C@@H](C(=0)N[C@@H](C(=0)NCC(=0)N)CCCN=C(N)N)CCC]
0O=S(=0)(cleccc2ececc2c1)NC(Celee(ececl)C(=N)NC)CC(=O)N1CCC(C)CC1
OC(C[NH2+]CCNC(=O)N1CCC(0)CC1)COclecc(ccl)CCOCCOCCICCL
0O=S(=0)(Nclnccccl)cleee(cc1)N/N=C/1\C=C(C(=0)[O-])C(=0)C=Cl1
O=C([O-]))C[NH2+][C@H](C1CCCCC1)C(=0O)N1[C@H](C(=O)N(c2ccc(cc2)C(=N)N)C)CC1
CCIC(0)C(O)C(O)C(O[C@H]2CCI[C@]3(O)[C@H4CCI[C@]5(O)[C@@H](c6coc(=0)cc6)CC[C@]5(0)[C@@H]4CCC3=C2)01
Oclcce(ce])C(INH3+])C(=O)N[C@@H]1[C@@H]2SCC(=C(C(=0)[0-])N2C1=0)CScln[nH]cnl
O=C(C(OP(=0)(CCCCclcecec])[0O-])CCCCINH3+])N1C(C(=0)[O-])CCCl

CC[N+](Cclc(cceel)Br)(C)C

O=C(C1=CCS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=C\CC(=0)0)/clcsc(n1)N)[O-]

NC(=N)clcee(ec1)OCCCCCOclcece(cel)C(=N)N

C[C@@H]IC[C@HR2[C@@H]3CCC4=CC(=0)C=C[C@4(O)[C@@]3(F)[C@@H](0)C[C@]2(C)[C@]1(C(=0)COCI [C@@H](O)[C@H](0)[C@@H](0)[C@H](CC(=0)[0-)O1)O
O[C@HI[C@@](CO)O)O[C@@H](CO)[C@@H]10[C@@H]10[C@@H]([C@@H]([C@@H]([C@H]10)0)0)CO
CO/N=C(\clcccol)/C(=0)NC1C2N(C1=0)C(=C(CS2)COC(=0)N)C(=0)[O-]

OC(O)C(=0)[O-]

CNICC(=O)N=CIN

C[C@H]1C(=O)N(C)[C@H](C(=O)NC)Cc2cn(cn2)CC(=O)N2[C@H](C(=O)N1)CCC2
O=CIN[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N[C@H](Cc2c[nH]c3c2ccee3)C(=0)N[C@H](C(=0)N[C@H] 1 [C@@H](C)O)CCCC[NH3+])Cclcecccl)Celecccel
O=CIN[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N(C)[C@H](Cc2c[nH]c3c2ccec3)C(=0)N[C@H](C(=0)N[C@H] 1 [C@@H](C)O)CCCC[NH3+])Cclcceeel)Celeceeel
CC(=O)N[C@@H](Cclcceeel)C(=0)N[C@H](Ccleccec]l)C(=O0)N[C@@H](Ccleccecec1)C(=0O)N
NC(=N)clcce2e(cl)[nH]c(n2)Celnc2e([nH]1)c(cen2)C

Fclee(cec1C1CCS(=0)CCI)NIC[C@H](CNC(=0)C)0OC1=0

Fclee(cecIN1ICCN(C(=0)CO)CCIHNIC[C@H](CNC(=0)C)OC1=0



C137
C138
C139
C140
Cl141
C142
Cl143
Cl44
Cl145
Cl46
C147
C148
C149
C150
C151
C152
Cl153
Cl154
C155
C156
C157
C158
C159
C160
Cl61
Cl162
C163
Cl64
C165
C166
C167
C168
C169
C170
C171
C172
C173
C174
Cl175
C176
C177
C178
C179
C180
C181
C182

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-

13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13

Fele(cee(c1)N1C[C@H](CNC(=S)N)OC1=0)C1CCS(=0)CC1
0=S1(=0)c2¢(ce(c(c2)S(=0)(=0)N)C)N=CN1
0=S(=0)(N1CC[NH+](C2CN(CC[C@]3(cdec(c(ced)CICHCCC(=0)N(CCACCA)C3)C2)CCIN

Ocleee(celJe(elece(=0)eel02)elcee(ee] C(=0)[O-HNC(=S)NCCOC(=0)CCC(=0IN[C@HI(CCINH3+))C(=0)NCCCC(=0N[C@H](CCONC(=N)N)C(=0)N[C@@H](C(=0)N[C@H](CCCNC(=N)N)C(=ON[C@@H](C(=0)N[C@H}(CCCNC(=N)N)C(=O)N[C@@H]([CCONC(=N)N)C(=0)N[C@@H](C(=0)N)CCONC(=N)N)CCCNC(=N)N)CCONC(=N)N

Oclee2e(eel Je(elece(=0)eel02)elcec(ee] C(=0)[0-)NC(=S)NCCOC(=0)CCC(=0IN[C@HJ(CC(=0)N)C(=0)NCCCC(=0)N[C@H](CCONC(=N)N)C(=0)N[C@@H](C(=0N[C@H](CCONC(=N)N)C(=0)N[C@@H](C(=0)N[C@H](CCCNC(=N)N)C(=0)N[C@@H](CCONC(=N)N)C(=O)N[C@@H](C(=0)N)CCCNC(=N)N)CCCNC(=N)N)CCONC(=N)N

Oclcc2ce(ccl)e(clcee(=0)cclo2)clcec(cc 1 C(=0)[O-])NC(=S)NCCO
O[C@@H]1C[C@2([C@@](C1[C@@H](C(=0)[O-])CCC(=0)C(C)C)(CCC1=C2CCC2[C@]1(C)CCC(C2(C)C)OC(=0)C)C)C
O=c1[nH]c(=0)n(ccl1 F)[C@H]10[C@@H](COC(=0)C(Cc2ccccc2)NC(=0)C(C(C)C)[NH3+])[C@H](O)C1 Oclec(ccc1O)CC(C(=0)[O-

DO

Oclce(cec10)CC(C(=0)[0-])OC(=0)/C=C/clcce(c(c1/C=C/clcce(c(c1)0)0)0)O
Cl[C@@]([C@H]2C[C@H]3[C@@H](C(=0)C(=C([C@]3(C(=0)C2=C(c2c(ccc(c12)C)0)0)0)O)C(=0)N)[NH+](C)C)O
NC(E=O0)[C@@H](NC(=0)C(Cclc[nH]c2clccec2)NC(=0)[C@@H]IN(C(=0)[C@H](Cc2cce(cc2)O)[NH3+])CCC1)Ccleeceel
0=C(N[C@H](C(=0)N)CCCCCC)[C@@H](NC(=0)[C@@H](Cclc[nH]c2c L cccc2)NC(=0)[C@H] IN(C(=0)[C@@H](Cc2cec(cc2)O)[NH3+])CCC1)Celeeccel
0=C(N[C@@H](C(=0)N)CCCCCCCCCO)[C@@H](NC(=0)[C@@H](Ccle[nH]c2c 1 ccec2)NC(=0)[C@H]IN(C(=0)[C@@H](Cc2cce(cc2)O)NH3+])CCC1)Celeccec
0=C(N[C@H]10[C@@H]([C@@H](0)[C@H](0)[C@@H]10)C(=0)N)[C@@H](NC(=0)[C@@H](Cc1c[nH]c2c I cccc2)NC(=0)[C@H]IN(C(=0)[C@@H](Cc2ccc(cc2)0)NC(=0)[C@@H]([INH3+])CCCCCC)CCC)Celececc
0=C(N[C@H](C(=0)N)CCCCCC)[C@@H]NC(=0)[C@@H](Celc[nH]e2c1cecc2)NC(=0)[C@H]IN(C(=0)[C@@H](Cc2ccc(cc2)O)NC(=0)CCC(=0N[C@@H2[C@@H]([C@@H]([C@@H](0)[C@@H](CO)02)0)0)CCC1)Celcccec]
NC(=0)[C@@H](NC(=0)C(Cclc[nH]c2c¢lccec2)NC(=0)[C@@H] IN(C(=0)[C@H](Cc2c(cc(cc2C)O)C)NC(=0)C([NH3+])CCCCCC)CCCI)Cceleccecl
COclcee(cel)cle(c(=0)c2e(c(c(cc2)O[C@H]2[C@H](0)[C@@H](0)[C@H](0)[C@@H](CO)02)CC=C(C)C)o1)O[C@@H]10[C@H](CO)[C@@H](0)[C@H](0)[C@H]10[C@@H]10[C@@H](C)[C@H](0)[C@@H](0)[C@H]10
COclece(eel)ele(c(=0)e2¢(c(c(cc20)0[C@HR2IC@@HI(O)[C@@H](0)C@H](0) CR@HI(CO)02)CC=C(C)C)oNO[C@H]I O[CR@HIO[C@@HI(0)[C@@H)(O)[C@@H]1 O[C@H] 1 0OC[C@@HI(O)[C@@HI(0)[C@@H] 10
COcleee(eel)ele(e(=0)e2¢(c(c(cc20)O[C@H2[C@HI(O)[C@@H)O)[C@H](0)[C@@HI(CO)02)CC=C(C)C)oO[C@H] 1 O[C@H](C)[C@@H](0)[C@HI(0)[C@@H]1 O[C@H] 1 O[C@H](C)[C@@HI(O)[C@HI(O)[C@@H] 10
COclccc(cel)cle(c(=0)c2c(c(c(cc20)0)CC=C(C)C)o1)O[C@H]10[C@H](C)[C@@H](0O)[C@H](O)[C@@H]10
O=C(O[C@H](C(=0)O)[C@@H](OC(=0)/C=C/clcc(c(cc1)0)0)C(=0)[0O-])/C=C/clcc(c(cc1)O0)O

0O=S(=0)(N(Cclcc(ccecl)nlceeel )C1CN(Ce2enen2C)c2ecc(cc2C1)C#N)clen(enl)C
0O=S(=0)(N(Cclcccenl)C1CN(Cc2enen2C)c2ccc(cc2C1)C#N)clen(enl)C
O=S(=0)(N(Cclcce(ccl)S(=0)(=0)C)C1CN(Cc2enen2C)c2ecc(cc2C1)CH#N)cInccceel
O=S(=0)(N(CC1CCN(C(=0)OC)CC1)CICN(Cc2cncn2C)c2ccc(cc2C1)CH#N)clncccecl
0=C(clcc(=0)c2c(cccc20CC(0)COc2ccecc3c2e(=0)ce(C(=0)[0-])03)01)O
N#Cclcee(cc1)N(CCN(Celecceel)S(=0)(=O)clen(enl)C)CelenenlC

Cnlencc1CN(CCN(CCICCCCC1)S(=0)(=O)clen(enl)C)eleec(ccl)CHN

0=C(N[C@@H](CC(=0)N)C(=0)N[C@@H](Ccl cecee [ CR@H](CIN@H+1[C@@H](C(=0)NC(C)(C)C)C[C@H]2CCCC[C@@H]2C 1)OC(=0)CCCC[C@H] [C@H]2NC(=0)N[CR@H]2CS e Inc2cccec2ec
NC(=N)clecc(cel)CNelece2e(c1)C(=0O)N(CC(=0)N2C)CCC(=0)OCC

NC(=N)clcce(ecl)COcleec2e(c1)C(=0)N(CC(=0)N2CC)CCC(=0)[O-]

CC(CC(INH3+])C(=0)[O-])C

C[C@H]1[C@@H](0)[C@@H](0)[C@@H](0)[C@@H](O[C@HR[C@@H](0)[C@@H])(OCCc3ce(c(cc3)0)0)O[C@@H](CO[C@H3[C@@H](0)[C@@H](0)[C@@H](0)[C@@H](CO)03)[C@@H]20C(=0)/C=C\c2cc(¢(cc2)0)0)01

ce(=0)eel02)clcee(eel C(=0)[O-INC(=SNCCOC(=0)CCC(=0N[C@H](CCC(=0)N)C(=0)NCCCC(=0)N[C@HI(CCONC(=N)N)C(=0)N[C@@H](C(=0)N[C@H](CCONC(=N)N)C(=0)N[C@@H](C(=OIN[C@H](CCONC(=N)N)C(=0)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](C(=0)N)CCCNC(=N)N)CCCNC(=N)N)CCCNC(=N)N

0=CI[C@@H](O)[C@@H](O[C@H]20[C@@H](C)[C@@H](0)[C@@](C)(0C)C)[C@@H](C)[C@@H)(0[C@H]20[C@@H])(C)C[C@@H]([NH+](C)O)[C@@H]20)[C@@](C)O)C[C@@H](C)/C(=N\OCOCCOC)/[C@@H])(C)[C@@H](0)[C@@)(C)(O)[C@@H)(CC)O1
O=C([N-]S(=0)(=O)clccc(ccl)C)C(clcc2e(cc1)OCO2)clen(c2elcee(c2)CO)C
O=C([N-]S(=0)(=O)clcce(cc10C)O)[C@@H](clcc2e(cc1)OCO2)clen(c2elcee(c2)F)CCOC

O=C(CNC(=O)clce2c(s1)CC[NH2+]C2)clcec(c(c 1) OCC(=0)[0-]))OCC(=0)[O-]
O=C(NCCC[N@@H+]1CC[C@@H](O)CCH[C@@H](Cclccccc )NC(=0)C1(CCCCI1)NC(=O)clcc2ccece2sl
O=C(NCCCC(=O)N1CCC(INH+]2CCOCC2)CC1)[C@@H](Cclccecc )NC(=0)C1(CCCC1)NC(=0O)clcc2eccec2sl
O=C(NCCC(=O)N1CC[NH+](C)CC1)[C@@H](Cclcccccl)NC(=0)C1(CCCC1)NC(=0)clcc2eccee2sl
O=C(NCCI1CC[NH+](C2CCOCC2)CC1)[C@@H](Cclccececcl)NC(=0)C1(CCCCI1)NC(=0)clec2eecee2sl
O=C(NCCI1CC[NH+](CC2CCOCC2)CC1)[C@@H](Cclcceecc)NC(=0)C1(CCCCI)NC(=0)clec2eec(cc2s1)OC
O=clnc[nH]c2c1ncn2[C@@H]10[C@H](CO)CCl1



C183  CacoP CacoP- 13 Nelnene2eInen2[C@H] 1 [C@@H](0)[C@H](0)[C@@H](COC(=0)C(C(C)C)[NH3+])O1

C184 CacoP CacoP- 13 CIC@Q@H]I[CR@H](O)[CR@HIO)C[C@HIO[C@@HIIC@@H](CI0[C@@HIO[C@HBIC@@H]O)CIC@HIO[C@@HMCIC@HISCCIC@R@HIGIC@H](CIC@R@HIO)C@@](C)C@IB(0)CCCTCE-CC-0)0CHC@IS(CICCHOIC@@HTCICIC@@HI20)01
C185 CacoP CacoP- 13 O=C1C[C@@H](c2ccc(cc2)O[C@@H]20[C@H](CO[C@@H]3[C@@H](0)[C@](0)(CO)CO3)[C@@H](0O)[C@H](0O)[C@H]20)Oc2clcce(c2)O
C186 CacoP CacoP- 13 O=C([O-])C[C@@H](C(=O)N)NC(=0)C

C187 CacoP CacoP- 13 O=C(NC(C)C(=O)NCC(=O)NCC(=0O)NC(CC(=0)[O-])C(=O)NC(C)C(=O)N)C(Cclc[nH]c2c1cccc2)NC(=0)C

C188 CacoP CacoP- 13 O=C(N[C@@H](CC(=O)N)C(=O)N[C@@H](C)C(=O)N)CNC(=0)C

C189 CacoP CacoP- 13 O=C(N[C@@H](CC(=0)[O-])C(=O)N[C@@H](C)C(=0O)N)CNC(=0)C

C190 CacoP CacoP- 13 O=C10C2(c3c(ce(ce3)0)O0c3c2ecc(c3)O)c2elec(cc2)NC(=S)N[C@H](C(C)C)C(=0)OC

C191 CacoP CacoP- 13 0=C10C2(c3c(cc(ce3)0)0c3c2ccc(c3)O)c2clec(cc2)NC(=S)NCCCC[C@@H](INH3+])C(=0)[O-]

C192 CacoP CacoP- 13 O=CIC[C@H]20CC=C3C[N+4([C@@H]5C[C@@H]3[C@@H]2[C@H]2N1clc(cccel)[C@@]52CC4)[O-]

C193 CacoP CacoP- 13 O=c1[nH]c(=0O)c(c[nH]1)F

C194 CacoP CacoP- 13 O=clc2¢(n(cn2)COCCOC(=0)C[NH3+])nc([nH]1)N

C195  CacoP CacoP- 13 Cele([nH]e(c1CCC(=0)NCCS(=0)(=0)0)Celc(c(c([nH]1)/C=C/1\C(=C(C)C(=0)N1)C=C)C)CCC(=0)NCCS(=0)(=0)[0-])/C=C\1/C(=C(C=C)C(=0)N1)C
C196 CacoP CacoP- 13 Clcle(c(cee)CHC(=0)N[C@@H](Cclcee(ccl)cle(OC)enn(C)ec1=0)C(=0)[O-]

C197 CacoP CacoP- 13 COclec2ce(c(ce(n2)c2nees2)O[C@H]2C[C@H]3C(=0)N(CCCC/C=C\[C@H4[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)ccl
C198 CacoP CacoP- 13 O=clce(c2cce(c(c2)0)0C)oc2celc(cc(c2)OC [C@@H]([C@H]([C@@H]([C@@H](CO[C@H2[C@@H]([C@H]([C@@H](C02)0)0)0)01)0)0)0)0
C199 CacoP CacoP- 13 O=clcc(c2eee(c(c2)0)0O)oc2elc(ce(c2)O[C@@H]10[C@H](CO)[C@@H](O)[C@H](0O)[C@H]10)O

C200 CacoP CacoP- 13 O=C([C@H]10[C@@H](Oc2cc3c(c(c20)0)c(=0)cc(c2eccec2)03)[C@H](O)[Ca@H](0)[C@@H]10)[O-]

C201 CacoP CacoP- 13 O=clc(c(c2ce(c(c(c2)0)0)0)oc2cle(ce(c2)0)0)O

C202 CacoP CacoP- 13 O=clc(c(c2cce(cc20)0)oc2elce(cc(c2)0)0)0

C203 CacoP CacoP- 13 O=clc(c(c2cc(c(c(c2)0)0)0)oc2clc(ce(c2)0)0)O[C@@H]10[C@@H](C)[C@H](0)[C@@H](0O)[C@H]10

C204 CacoP CacoP- 13 Oclcc2e(e(c1)O)C[C@H]([C@H](02)clcce(c(c1)0)0)O

C205 CacoP CacoP- 13 O=C([C@@H]IN(C(=0)[C@@H](INH2+][C@H](CCc2ccccc2)C(=0)OCC)C)CCC[O-]

C206 CacoP CacoP- 13 Clcleee(c(c)CHC[C@@H](C)C(=O)N1CCN(c2c(cecc2F)[C@@H](NC(=0O)C[NH2+]C)C(C)C)CC1

C207 CacoP CacoP- 13 Clclcee(c(c1)OC)C[C@@H](C)C(=O)N1CCN(c2e(ccce2F)[C@@H](NC(=0)C2C[NH2+]C2)C(C)C)CC1

C208 CacoP CacoP- 13 O=C([C@@H]IN(C(=0)[C@@H]([INH2+][C@H](CCc2ccccc2)C(=0)[O-])C)CCC1)[0-]

C209 CacoP CacoP- 13 Clclcee(ccl)C[C@@H](C)C(=0)N1CCN(c2c(ce(ce2)CH[C@@H](NC(=0)C2C[NH+](C)C2)C(C)C)CCl1

C210 CacoP CacoP- 13 O=clcc([NH+](C)CCC[NH+]2CCC(CN3cdccecc4Scac3ec(ce4)C(=0)[0-])CC2)n(C)e(=0)n1C

C211 CacoP CacoP- 13 O=c1n(C)c(=0)n(C)c(c1)[NH+]ICCC[NH+](CC1)CCCN1c2c(ccec2Sc2elecec2)C(=0)[0-]

C212 CacoP CacoP- 13 O=C(N(C)C(Cclce(c(cec1)O)C(C)(C)C)C(=0)N)C(C(C)YC)NC(=0)C([NH3+])Cclcceccl

C213  CacoP CacoP- 13 C[C@@H]1 [C@H]2C3=CC(=0)[C@HM[C@@]([C@]3(C[C@@H]([C@H]2CC[C@H]1C)C)C)(C)CCIC@@H] 1 [C@](C)(C(=0)[0-D[C@H](0)CC[C@@]41C
C214 CacoP CacoP- 13 O=C([O-])C1=C(CS[C@@H]2N1C(=0O)[C@H]2NC(=0)/C(=N/OC(C)(C(=0)[O-])C)/clcsc(n1)N)C[n+]1ccceccl

C215 CacoP CacoP- 13 Ccle2e(c(c(c1CCO[C@@H]10[C@H](CO)[C@@H](O)[C@H](0)[C@H]10)C)O)CC(C)(C)C2=0

C216 CacoP CacoP- 13 Ocle(c2ece(c(c2)0)0C2[C@@H]([C@H]([C@@H]([C@@H](CO)02)0)0)0)oc2c(c(cc(c2)0)0)c1=0

C217  CacoP CacoP- 13 O=clc(c(c2ece(c(c2)0)0C2[C@@H]([C@H]([C@@H]([C@@H](C0)02)0)0)0)oc2c I ¢(ce(c2)0)0)0C | [C@@H]([C@H]([C@@H]([C@@H](CO)01)0)0)0O
C218 CacoP CacoP- 13 CC(=0)N(O)CCCCCNC(=0)CCC(=0O)N(O)CCCCCNC(=0)CCC(=O)N(O)CCCCC[NH3+]

C219 CacoP CacoP- 13 O=S(=0)(clccccel )N[C@@H](Ccelee(c(cel)[C@@H]1CC(=0)[N-]S1(=0)=0)F)c1nc2ccecec2[nH]1

C220 CacoP CacoP- 13 0=CIN(C)[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N[C@H](Cc2c[nH]c3c2cece3)C(=0)N([C@H](C(=0)N[C@H] 1 [C@@H](C)0)CCCCINH3+])C)Cel cccee 1 )Celcocec
C221 CacoP CacoP- 13 O=C(O[C@H]1[C@@H](c2cc(c(c(c2)0)0)0)Oc2cc(cc(c2C1)0)O)clec(c(c(c1)0)0)O

C222 CaCOP CaCOP— 1 3 O[C@H][C@@H](C)O[C@@H](O[C@H]2[C@@H](0)[C@@H)(0)[C@@H)(CO)O[C@@H20[C@H]2[C@@H])(O0)[C@@H](0)[C@@H](C(=0)[0-)O[C@@H]20[C@H2[C@@](CO)C)[C@H3CCIC@M(O)[C@@H)(CC=CS[C@@]4(C)CCIC@R@I(O)[C@@H]SCC(C)C)CIC@@H40)[C@@]3(C)CC)[C@H)(O) C@@H]10

C223 CacoP CacoP- 13 OC1[C@@](CO)(C)C2CCC3(C)C(CC=C4[C@@]3(C)CCC3(C)C4CC(C)(O)CC30)c2(0)cct

C224 CacoP CacoP- 13 0=S1(=0)c2c(ccc(c2)NS(=0)(=0)C)NC(=N1)clc(O)c2ccen2n(CCC(C)C)c1=0

C225 CacoP CacoP- 13 0=C(NCCN(CCC(=0)NCCN)CCC(=0)NCCN)CCN(CCC(=0)NCCN(CCC(=0)NCCN)CCC(=0)NCCN)CCINH+(CCC(=0)NCCN(CCC(=0)NCCN)CCC(=0)NCEN)CCC(=0)NCCN(CCC(=0)NCCN)CCCO(=0)NCCN
C226 CacoP CacoP- 13 O=C([O-D[C@H](NC(=0)[C@@H](NC(=O)CNC(=0)CNC(=0)[C@@H]([NH3+])Cclccc(cc1)O)Celececc1)CCSC

C227 CacoP CacoP- 13 O=C(NC(=O)[C@@H](NC(=O)CNC(=0)[C@@H](NC(=0)[C@@H](N)Cclccc(cc1)O)C)Cclccecel)[C@@H]([NH2+]C)CCSC

C228 CacoP CacoP- 13 CC(O)clecc(ccl )N1ICC(CNC(=O)C)NC1=0



C229
C230
C231
C232
C233
C234
C235
C236
C237
C238
C239
C240
C241
C242
C243
C244
C245
C246
C247
C248
C249
C250
C251
C252
C253
C254
C255
C256
C257
C258
C259
C260
C261
C262
C263
C264
C265
C266
C267
C268
C269
C270
C271
C272
C273
C274

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13

13

13

13

13

10,11,6,8,2
12
10,8
12
10,4,5,6,2

12

12

12

12

12

12
10,11

12

10,12,4

10
10,11

12

12

12

12

10

12

10

12

8,2

10,11,4,8,2,3

10,12

12

10,11,4,5,3

12

12

12

12

12

12

10,8

6,2

12

12

12

12

N/C(=N/S(=0)(=0)N)/CCSCclcsc(nl )N=C(N)N
O=C(N[C@@H](C)C(=O)NCC(=O)NCC(=O)N[C@@H](CCCC[NH3+])C(=O)N[C@@H](C)C(=O)N)C(Cclc[nH]c2ccccc12)NC(=0)C
O[C@@H]1[C@@H](CO)O[C@H]([C@H]10)n1c(=0)nc(O)ccl

O=C(clc(nc(nlCclecc(cel)cleeceelelnnn[nH]1)CCC)CC)[O-]
O=C([O-])cle(nc(nlCclcee(ecl)elececclclnnn[nH]1)CCC)C(F)(F)C(F)(F)F

clnc2¢(nl1C)e(=0)n(c(=0)n2C)C

O/C(=C\1/C(=0)[C@@H](INH+](C)O)[C@@H]2[ C@@H](O)[C@H]3C(=C(O)c4c(cccc4O)[C@@H]3C)C(=0)[C@]2(0)C1=0)/N
CCC10OC(=0)C(C)C(0OC2CC(C)(OC)C(0)C(C)O2)C(C)C(OC20C(C)CC(C20)[NH+](C)C)C(CYO)CC(C)C(=O)C(O)C(O)CI(C)O
COclc2c3c(ccl)CCl[C@@H]AC=C[C@H]([C@H](02)[C@]34CC[NH+]1C)O

cle(n(n(c1=0)clccecc])C)C CCICN(CCINH2+]1)cle(c(c2e(c1)N(CC(C2=0)C(=0)[O-

DCICCI)C)F CC(=0)OC(C)O)[C@@H]1Cc2c(ccc3c20c(=0)ce3)01

Cnlc2cccec2e(=0)[n+]2¢1C1INc3ccecc3C1CC2
CC/C=C(\C(=O)N[C@H]1[C@H]2SCC(=C(N2C1=0)C(=0)OCOC(=0)C(C)(C)C)COC(=0O)N)/clesc(n1)N
O[C@@H]1C[NH+]2CC3=CCO[C@H]4CC(=O)N5[C@H]6[C@H]4[C@H]3CC2Cl6clcccec51
C[NH+]ICC[C@@]23[C@@H]4[C@@H]5[C@H](CC(=0)N4c4ccecec24)OCC=C(C1)[C@@H]5CC3=0
CCI12CCC3C(CCc4c3cec(c4)O)C1CcCC20

O[C@@H]ICC[C@@]2(C)[C@@H](CHC[C@@H](O)[C@H]1 [Ca@@H]3CC[C@H]([C@H](C)CCC(=0)NCCS(=0)(=0)[0-DIC@@]3(C)[C@@H](0)C[C@H]21
NC(=N)N/N=C/clc(cccclCl)CL

OCC(/N=C(\O)/C(CDHCHC(O)clcee(ccl)[N+](=0)[O-]

COclcee2n(c(c(c2c1)CC(=0)[0O-])C)C(=0)clcee(cel)Cl

[O-][N+](=O)/N=C\1/NCCN1Cclcnc(ccl)Cl

OCIC2C3[NH+]4[C@H](0)C(CC)C2CC4[C@@H]2N(c4ccecc4C12C3)C
COC(=0)C1=CO[C@@H](C)[C@H]2C[NH+]3CCc4c([nH]c5cccecd5)[C@@H]3C[C@H]12
COC(=0)[C@@H]1[C@@H](O)CC[C@H]2C[NH+]3CCc4c([nH]c5ccecc45)[C@@H]3C[C@H]12
CC(=0)Oclc(ccecl)C(=0)Ocleccecl C(=0)[O-]

C[NH2+]Cclnnc(s1)clc(cc(ccl )N1C[C@H](C/N=C(/C)\S)OC1=0)F

CC(C)[NH2+]CC(COcleccc2eeecc12)OC(=C)CICC1
CO[C@H]1/C=C\O[C@@]2(C)Oc3c(c(c4e(c3C2=0)C(=0)/C(=C/N[NH+]2CCN(C)CC2)/C(=C40)NC(=0)/C(=C/C=C\[C@H](O)[C@H](0)[C@@H](O)[C@Q@H](0)[C@@H](C)[C@H](OC(=0)O)[C@@H] 1C)/C)0)C
COclecce2c1C(=0)cle(c(c3c(c10)[C@H](C[C@](C3)(0)C(=0)CO)O[C@H]1C[C@H](INH3+])[C@H](0)[C@H](C)01)0)C2=0
CC(C)[NH2+]CC(0O)COclceec2elecce2

NC(E=EN)NCC1COc2ce(ceec2)01

C[C@@H]10[C@H](OC[C@H]INC(=0)Cclccccel)cleec(ccl)[N+](=0)[O-]

COCCclece(ce1)OCC(O)C[NH2+]C(C)C
[NH3+]clc2ec(cee2n[nH]1)CN1[C@H](Cc2ccecc2)[C@H](0O)[C@@H](O)[C@@H](Cc2cceccc2)N(Ce2cececec2)C1=0
C=C(C10CC(CO1)NC(=0)Cclcceccl)cleeceel

C[C@@H]10[C@H](OC[C@H]1[NH3+])C(=C)clcceccl
CC1=C(C=C)/C(=C/c2c(c(c([nH]2)/C=c/2\[nH]/c(=C/C3=NC(=0)C(=C3C)C=C)/c(c2CCC(=0)0)C)CCC(=0)[O-])C)/NC1=0
C/C=C/C/C=C/CCC(=0O)[C@H]10[C@H]1C(=O)N

C[C@@H]10[C@H](OC[C@H]1[NH3+])clecc(cel)Cl

COclcee2necee(c2¢1)C(O)C1CC2CCINH+]1CC2C=C
CIC@HII0[C@@H)CIC@Q@HI(O)[C@@H]I0)0[C@H]IC@@HIO)CIC@@HKOIC@HRIC@@HKO)CIC@@HIO[C@HBCCICR@IO[CR@HICCIC@HISIC@@HICICE@H)0)C@Q@HCIC@@HICCIC@@I40)C4-CU=0)0CHC3)0C@Q@HI2CI0C@Q@HIIC
C[C@]12CC[C@H]3[C@@H](CCc4c3cce(c4)OS(=0)(=0)[O-)[C@@H]1CCC2=0

[NH3+]CC(=O)N1CCCCI1C(=0)[O-]
CCC@H]10C(=0)[C@H](C)C(=0)[C@H](CO)[C@@H](O[C@@H]20[C@H](C)C[C@@H]([C@H20)[NH+](C)0)[C@@](C)C[C@@H](C)C(=0)[C@H](C)[C@H]2N(CCCCn3enc(c3)e3encee3)C(=0)0[C@] 12C)0OC
CCclceec2el[nH]e1c2CCOC1(CC)CC(=0)[O-]



C275
C276
C277
C278
C279
C280
C281
C282
C283
C284
C285
C286
C287
C288
C289
C290
C291
C292
C293
C294
C295
C296
C297
C298
C299
C300
C301
C302
C303
C304
C305
C306
C307
C308
C309
C310
C311
C312
C313
C314
C315
C316
C317
C318
C319
C320

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

12

2

11

10,11,12,6,2

12
12
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13

[C@@H]12CC[C@](O)(C(=0)CO)[C@@]1(C)C[C@H](O)[C@H]1[C@H]2CCC2=CC(=0)C=C[C@]12C
C[C@]12CC[C@H]3[C@@H](CCC4=Cc5c(cno5)C[C@]34C)[C@@H]1CC[C@@]2(0O)C#C
CCCI2CC[NH+](CC(C)(C)O)C(Cc3cee(ecl13)0)C2(C)C

CC(=0)CC(clceccel)cle(O)oc2eecee2el=0

OCC(C(=0)OCIC[C@H]2[NH+](C)[C@H](CC2)C1)clcceccl
c1c2¢(cc(c10C)00)[C@@]13CCINH+]4CC5=CCOCO6CC(=0)N2C1[C@H]6[C@H]5C[C@@H]34
cl(c(ne(c(n1)CHN)N)C(=O)N=C(N)N

Nelnc2c(ee(cc2)/C(=C/C(=0)N)/c2ccec(c2)F)n1S(=0)(=0)C(C)C
Nclnc2¢(ce(cc2)/C(=C/C(=0O)N)/c2cc(ccc2F)F)n1S(=0)(=0)C(C)C
Nclnc2c(cc(ce2)/C(=C/C(=0O)NC)/c2cc(ccc2F)F)n1S(=0)(=0)C(C)C
Nelnc2c(ec(ec2)/C(=C/C(=0)NC)/c2cceec2)n1S(=0)(=0)C(C)C
Nelnc2c(ec(ec2)/C(=C/C(=0)NC)/c2ccec(c2)F)n1S(=0)(=0)CCC
Nclnc2cee(ce2n1S(=0)(=0)C(C)C)/C(=C/C(=0O)N)/clccc(c(c1)F)OC
Neln(c2e(nl)cee(c2)/C(=C/C(=0)N)/clc(c(c(c(c1F)F)F)F)F)S(=0)(=0)C(C)C
Nclnc2cee(ce2n1S(=0)(=0)C(C)C)/C(=C/C(=0O)N)/clcc(c(c(c1)F)F)F
Ncelnc2cee(ce2n1S(=0)(=0)C(C)C)/C(=C/C(=0O)N)/clccc(cclF)F
Ncln(c2e(nl)cce(c2)/C(=C/C(=0)NC)/clccec(c1)F)S(=0)(=0)[N-]C(=O)N(C)C

O=C(NCC1[NH2+]CCCCl)clec(ccc IOCC(F)(F)F)OCC(F)(F)F
Ncln(c2e(nl)cee(c2)/C(=C/C(=0)N)/clccee(c1)F)S(=0)(=0)[N-]C(=0)N1CCOCC1
Nelnc2c(ec(ec2)/C(=C/C(=0)NC)/c2ccec(c2F)F)n1C(C)C

Nelnc2cee(ce2n1C1CCCCI)/C(=C/C(=O)NC)/clceccclF

CC(cle(e(cec])C(C)C)O)C

clec(cecIN)S(=0)(=0O)N

Oclce(ce(c10)0)C(=0)0C

O=C1C([NH2+]C)(c2cccec2Cl)CCCCl

O=C(CCCCCCCCC)Nclcee(ecl)S(=0)(=O)Nclnncsl
CC1(O)[C@H2[C@@H]1ICN(C(=0)[C@@H](C(C)(C)C)NC(=O)N[C@H](C(=0)C(C)C)C(C)O)[C@@H]2C(=0)N[C@@H](CCC)C(=0)C(=0)NCC=C
CIC1(CDC2CICN(C(=O)C(NC(=0)OC(C)(C)C)C(C)(C)C)C2C(=O)NC(CC1CCCHC(=0)C(=O)N
0=CIN2C(C[C@@H](Oc3ce(ncdec(cee34)0C)c3ese(n3)NC(C)C)C2)C(=0IN[C@@]2([C@@H](/C=C/CCCCC[C@@H]INC(=0)0C1CCCC1)C2)C(=0)[0-]
C[NH2+]CCC(Oclcce(ccl)C)cleceecd
O=C(clcc(nnlclceec(c1)C[NH3+])C(F)(F)F)Ncle(ce(cel)cleccec1S(=0)(=0)C)F
COclce(cc(c10C)OC)C(=0)N1CC[C@@](c2cec(c(c2)ClCI)(CCINH+]2CCC(C(=0)N3CCN(C)CC3)(c3cceee3)CC2)Cl
Oclc2cceec2eccl

Fclceee2c10[C@@H] 1 [C@H](02)C[NH2+]C1

[NH3+][C@@H]([C@@H](0)[C@@H](0)CC(C)C)CCICCCCC1
O[C@@H]([C@@H](O)CC(C)O)[C@@H](NC(=0)CCCCCclcceeel ) CCICCCCCI
O[C@@H]([C@@H](0)CC(O)O)C@@H](NC(=0)C[C@H](NC(=0)OC(C)(C)C)C(=0)[O-])CC1CCCCCL
O[C@@H]([C@@H](0)CC(C)C)[C@@H](NC(=0)[C@@H](NC(=0)[C@H](Cclcecce 1 INS(=0)(=0)N1CCN(C(=0)CCC(=0)[0-])CC1)Celese(nl IN)CC1CCCCCL
O=C(N1CCC(C(CC(=0O)[O-])C2CNc3c(ccee3)C2)CC1)CCCelnc2e(cc1)CCCN2
O=c1[nH]c(=0)n(ccl1F)[C@H]10[C@@H](COC(=0)C(C(C)C)[NH3+])[C@H](O)C1
O=c1[nH]c(=0)n(cc1F)[C@H]10[C@@H](CO)[C@H](OC(=0)[C@H]([C@@H](C)CC)[NH3+])C1
Oclcee(cel)C(=0)OCCCC

Oclcee(cel)C(=0)OCCCCCCC

0O=C(CC(=0)/C=C/clccc(c(c1)OC)0)/C=C/clcee(c(c1)OC)O
CCI=C2[C@@H](0)C(=0)[C@@]3(C)[C@@H](O[C@@H4[C@@H](0)[C@H](0)[C@@H](0)CO4)C[C@@HI4[C@@](CO4)(OC(=0)C)[C@@H]3[C@@H](OC(=0)c3cccee3)[C@@](C[C@@H]10C(=0)[C@@H](0)[C@H](NC(=0)c 1 cecee el cecee] )(0)C2(C)C

Fcle(e(c(cc1)OCcInc2ce(nec(c2)Cl)s1)F)C(=O)N



C321
C322
C323
C324
C325
C326
C327
C328
C329
C330
C331
C332
C333
C334
C335
C336
C337
C338
C339
C340
C341
C342
C343
C344
C345
C346
C347
C348
C349
C350
C351
C352
C353
C354
C355
C356
C357
C358
C359
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CacoP
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CacoP+
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N#Cclccee(c1)Cnlenccel

cl(cceecl)Cnlenc2elccec2

O=C([O-])clcee(ccl)Cnlenc2eleccee2

NS(=0)(=O)clcec(ccl)Cnlenc2elecec2

N#Cclccee(c1)Cnlnececl

O=C([O-])clcee(ccl)Cnlnceel

O=C([O-])Cclcecc(ecl)Cnlnceel

[O-1C(=O)clceee(cl)Cclnceenl

NC(=O)clccee(cl)Cnlenc2elccec2

NC(=O)clceee(cl)Cnlnccecl

[NH3+]Cclcceec(el)Cnlneccl

CC(=O)N[C@H](Cclcceeel)C(=0O)N(C)[C@H](Ccleceec)C(=O)N[C@H](Cclecceel)C(=O)N
CC(=O)N[C@H](Cclcececeel)C(=O)N[C@H](Cclceceec1)C(=0O)N[C@H](Cclcceecl)C(=O0)NC
FC(cle(nc(cc1)N1ICC[NH2+]CC1)CI)(F)F

0O=C1CC(C)(C)CC(=O)N1CCCC[NH+]1CCN(c2nceen2)CC1

0=C1C(0)C(C)(C)CC(=0)N1CCCC[NH+]1CCN(c2nccen2)CCl

FC(clce(nec1)N1CC[NH+](CCCCN2CCCC2=0)CCI1)(F)F

Clclcee(ccl)Cle2e(cecc2)C2=NCCN2C1

O=C1CC(C)C(=NN1)clecc2ee(c(ce2s1)OC)0OC

[NH3+]C(CC=C)cleccccclelnoc2elecce2
O=C([C@H](OCclcccec)[C@H](O)[C@@H](0O)[C@@H](OCclcceecc1)C(=0)N[C@@H](C(C)C)C(=0)NCC(F)(F)F)N[C@@H] 1 [C@H](O)Cc2clccce2
0=C(clee(ne(c HN(C[C@H] 1 [C@@H](C)C1)C)N(C)S(=0)(=0)CN[C@@H](Ce cecee)[C@@H](O)C[C@@H](OC)C(=0)N[C@@H](C(C)C)C(=0)NCclcceee
O=C([O-])C[C@H](O)C[C@H](0)/C=C/clc(c(c(nc1C(C)C)C(C)C)COC)clece(ccl)F
O=CINCC2(CCC[NH2+]C2)c2clcc([nH]2)cleene(nl)clec2e(cc1)OCO2
cl(cceee])Cnle(nnnl)C([NH+]1ICCN(C2CCC2)CCCl)clecc2ocec2el
O=C1CC(INH+]2CCC[NH+](CCCN3c4c(cce(c4)C(=0)[O-])OCc4c3ccecd) CC2)N(C)C(=O)N1C
O=C1C[C@@H](IN@H+]2CC[N@@H+](CCCN3c4c(cce(c4)CC(=0)[O-])OCc4c3cecccd)CC2)N(C)C(=0O)N1C
O=C1CC(INH+]2CCC[NH+](CCCN3c4c(ccc(c4)C(C)(C)C(=0)[O-])CCc4c3ccce4)CC2)N(C)C(=0O)N1C
Clcle(cc(c2e10[C@@]1(C(=CC(=0)C[C@H]1C)OC)C2=0)0OC)OC O=C1CC(INH+]2CCC[NH+](CCCN3c4c(cce(c4)C(=0)[O-
DCCc4c3ceecd)CC2)N(C)C(=0)N1C O=CIC[C@@H](IN@H+]2CC[N@@H+](CC/C=C/3\c4c(ccc(c4)CC(=0)[O-
DOCc4c3ccecd)CC2)N(C)C(=0)N1C O=C1CC([NH+]2CCC[NH+](CC/C=C/3\c4c(ccc(c4)C(=0)[0-])OCc4c3ceccc4)CC2)N(C)C(=O)NIC
O=CI1C[C@@H](IN@H+]2CC[N@@H+](CC/C=C/3\c4c(ccc(c4)CC(=0)[0O-])CCc4c3ccecd)CC2)N(C)C(=O)N1C
O=C1CC([NH+]2CCC[NH+](CC/C=C/3\c4c(ccc(c4)CC(=0)[O-])CCc4c3ceccd)CC2)N(C)C(=O)NIC
0O=C1C(c2ccece2)(c2ececc2)C(=0)N(COC)C(=O)N1COC
[NH3+][C@@H](CCCCCC)C(=O)N[C@@H](Cclece(cel1)O)C(=O)NCC(=O)NCC(=O)N[C@@H](Cclcceceel ) C(=O)N[C@@H](CC(C)C)C(=O)N
CCCCCCCeee(=0)oc

CCCCCcCCCee(=0)occece

CCCCCCCCCC(=0)Oclc(ceeccl)F
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CCCCCCCCCC(=0)Nclenccecl
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[NH3+]Nclnncc2cceeel2
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CCCCCCCCCC(=0)NCCO

CCCCCCCCCC(=0O)NNclcceeel

CCCCCCCCCC(=0)NCclceceel

CCCCCCCCCC(=0)N1CC[NH2+]CCl1

Oclcc2e(c(c1)O)C(=0)OCC(CCC(CCCCC2)0)C

O=c1c2c(cc(cc20)O)oc(cl)clec(c(c(c1)OC)OC)O

O=c1c2c(cc(c(c20)0C)0C)oc(c10C)clec(c(ce1)O0)O
C[C@]12CCC(=0)C=CICC[C@@H]1[C@@H]2[C@H](C[C@]2([C@H]1CC[C@@]2(C(=0)CO)O)C)O
CCC[C@@H](C(=0)C(=0)NC1CC1)NC(=0)[C@H]1[C@H]2CCC[C@H]2CN1C(=0)[C@@H](C(C)(C)C)NC(=0)[C@@H](C1CCCCC1)NC(=0)clncencl
O=cln2c(nc3clcecec3)C(=0)clc2eeccl

O[C@](C[NH+](Cclcee(ccl)Br)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Ccleccecl )C(=O)NClc2eccec2C[C@H] 10
O[C@@](CIN@@H+](Cclcee(ccl)/C=C\clcccec )NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Cclceecc])C(=0)N[C@H]1c2ccccc2C[C@@H]10
O[C@](C[NH+](Cclcee(ecl)Br)NC(=0)C(C(C)(C)C)CC(=0)OC)(Ccleecec1)C(=O)N[C@H](C(C)C)C(=O)NCCOC
O[C@](C[NH+](Cclcee(ecl)Br)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Ccleccec]l ) C(=O)N[C@H](C(C)(C)C)C(=O)NC
O[C@](C[NH+](Cclcee(ecl)eleceenl)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Cclcecee)C(=O)N[C@H](C(C)(C)C)C(=O)NC
O=Cl1[C@@H]2C[C@@H](Oc3nc(nc4c3cceced)c3cecee3)C[C@H]2C(=0)N(CCCC/C=C\[C@H]2[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
0=C1[C@@H]2C[C@@H](Oc3nc(ncdc3cce(c4)OC)c3ne(cs3)C(C)C)C[C@H]2C(=0)N(CCCC/C=C\[C@HR[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
CC(C)Ccleec(eecl)C(C)C(=0)NO
0=C1[C@@H]2C[C@@H](Oc3nc(ncdc3cee(c4)OC)c3ccc(ce3)F)C[C@H]2C(=0)N(CCCC/C=C\[C@H]2[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
O=CIN[C@@]2(C[C@H]2/C=C/CCCCN(C)C(=0)[C@H]2[C@H]1C[C@H](C2)Oclnc(nc2clcec(c2C)OC)clccecc1)C(=0)[N-]S(=0)(=0)C1CCl1
0=C1[C@@H]2C[C@@H](Oc3nc(ncdc3ccc(c4C)OC)c3cee(ce3)0C)C[C@H]2C(=0)N(CCCC/C=C\[C@H]2[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
O=CIN[C@@]2(C[C@H]2/C=C/CCCCCNC(=0)[C@H]2[C@H]1C[C@H](C2)Oclnc(nc2clcec(c2C)OC)clcceecl)C(=0)[N-]S(=0)(=0)C1CCl
Ccle(ce(cel)NC(=0)clcee(cel)C[NH+]1CCN(C)CC1)Nelncee(nl)clenceel

N#Cclc(ne(c(cl)F)CI)CIL

O=C([O-])Cclccec(cIN)C(=O)clceeccl

C[C@H]1C[C@@H](C(=0)[C@@H](C1)[C@@H](CCICC(=O)NC(=0)C1)0)C

O=C(OCC)C(SP(=S)(0OC)OC)CC(=0)0CC

C[NH+](C)CCCNI1c2cccec2CCc2clecee2

Oclc(e(e(c(c1CHCHCHCHC

O=cl[nH]c(nc2clc(c(cc2)C)Scleenecl )N

CN(CCCNC(=0)C1CCCO1)clnc2ec(c(cc2e(nl)N)OC)OC

0O=C(clc(oc2cceec12)CCCC)clec(c(c(c1))OCCINH+](CC)CO)IX

O=C(NCclcee(ecc1)OCCINH+](C)C)elee(c(c(c1)OC)0C)0C

CCCCCI1=NC2(CCCC2)C(=0O)N1Cclcce(cel)cleccecleln[n-]nnl

O=c1n(CC[NH+]2CCC(C(=0)c3ccc(ce3)F)CC2)c(=0)c2c(ccec2)[nH]1
CC(=O)N1CCN(c2cce(cc2)OC[C@@H]2CO[C@@](Cn3cene3)(c3c(cc(cec3)CCNHO2)CC1

CC(clccee(c1)C(=0O)cleccecl)C(=0)[O-]

O=C(Cl1c2ccc(n2CC1)C(=0)clccecc])[O-]

C[NH+]1CC/C(=C\2/c3c(scc3)C(=0)Cc3ccecc23)/CCl

OC(C[NH2+]C(C)CCclcceeel)cleee(e(c1)C(=O)N)O

O=clnc(N)cenl [C@@H]1CS[C@H](CO)O1

Ccle(cenc1CS(=0)cInc2eccec2[nH]1)OCC(F)(F)F cle(ce(c(c1)Oclee(c(c(c1))O)DHI)CC(C(=0)[O-

DINH3+] CCN(CC)C(=O)N[C@@H]1C[NH+]([C@@H]2Cc3c[nH]cdcece(c34)C2=CI1)C

C[C@H](INH3+])Cclcceccl

CCC(C)C(=0)0OC1CC(C=C2C1C(C(C=C2)C)CCCICcC(CCc(=0)01)0)C
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CC(clece(cel)CC1C(=0)CCC1)C(=0)[O-]

0=C(OC)NclInc2ccc(cc2[nH]1)C(=O)clcecccl

0=C1/C(=C(\O)/Nc2ncc(s2)C)/N(C)S(=0)(=0)c2clccee2

CCC(=0)C(clceceel)(clececcl)CC(INH+](C)C)C

CC(C)CN(S(=0)(=O)clccc(cc )N)C[C@@H](O)[C@@H](NC(=0)O[C@H]1CCOC1)Cclcceccl
C[C@@H]1Nc2cc(c(cc2C(=0)Nl1cleccee1C)S(=0)(=0O)N)C1

Cclnce2nlcleee(cc1C(=NC2)clecceclF)Cl

O=c1[nH]c(=0)c(cnl[C@@H]10[C@H](CO)[C@@H](0O)[C@@H]10)C#CC

O=clc2c(ncce2)n(C2CC2)c2necc(c2[nH]1)C

C[NH+]1C(c2ccenc2)CCCl1

CC1COc2c3c(cc(c2N2CC[NH+](C)CC2)F)c(=0)c(cn13)C(=0)[O-]

O=C([O-])Cclcce2e(cl)/C(=C\CC[NH+](C)C)/clc(cceccl)CO2

COclcece(ccl)CCINH+]1CCC(Ne2ne3ccece3n2Cc2cce(cc2)F)CCL

O=CI1Nc2c(cc(cc2)CHC(=NC10)clceeccl

OC(COclcecce10OCC=C)C[NH2+]C(C)C

cleee(ccl)clc(oc(nl)CCC(=0)[O-])cleccecd

COclc(ce(cel)Celneec2ee(c(cc12)OC)OC)0C

O=cIn(CCCCC(=0)C)c(=0)c2¢c(necn2C)nl1C

0O=C(clen(CC)c2e(cc(c(c2)N2CC[NH+](C)CC2)F)c1=0)[O-]

cleee(c(c1)CC(=0)OCC(=0)[O-])Nclc(ceceelCl)CI
CC[C@@H]([C@@H]1C(=0)N[C@@H](CCC(=0)N)C(=0)N[C@@H](CC(=0)N)C(=0)N[C@@H](C(=0)N2CCC[C@@H]2C(=0)N[C@@H](C(=0)NCC(=0)N)CCCN=C(N)N)CSSC[C@@H]([NH3+])C(=0)N[C@@H](Cc2ccc(cc2)0)C(=0)N1)C
O=CINC(=0)C(CC)(c2cccce2)C(=0O)N1

O=C([O-])C(INH3+])Cclccececel

OC(C[NH2+]C(C)C)COclccec2clcc[nH]2

0=C(C1=C(0)c2ccccc2S(=0)(=0)N1C)Nclncceel

O=C(Nclccec2cloc(ce2=0)cln[n-nnl)clcee(cel)OCCCCelecceel

CC(=0)Nclcee(ccl)OCC(O)CINH2+]C(C)C

COclc(ec2e(el)e(nc(n2)N1CCN(C(=0)c2c(cco2)CICCI)N)OC

CC(clec2e(ccl)Ocle(ceenl)C2)C(=0)[O-]
C[C@]12CC(=0)[C@H3[C@H]([C@@H]1CC[C@@]2(C(=0)CO)O)CCC1=CC(=0)C=C[C@]31C

CC(Nclc2neeec2ee(c1)OC)CCCINH3+]

C[NH+](C)CCCNI1c2c(ceec2)Sc2clceec2
CO[C@H][C@@H](C[C@@H]2C[NH+]3CCc4c([nH]c5c4cec(c5)0C)[C@H]3C[C@@H]2[C@@H]1C(=0)OC)OC(=0)clcc(c(c(c1)OC)0C)OC
O=c1[nH]c(=0)c2nc3c(cc(c(c3)C)C)n(c2nl)C[C@H](0)[C@H](O)[C@H](O)CO
CC1/C=C/C=C(/C(=0)NC2=C(c3c(c(c4c(c3C(=0)/C/2=C/NN2CC[NH+](CC2)C2CCCC2)C(=0)C(04)(0/C=C/C(C(C(C(C(C(C10)C)0)C)OC(=0)C)C)OC)C)C)0)ONC
NS(=0)(=0)clccc(ccl)C1=C(c2ccecc2)C(=0)0C1
CCCIC(C(C(/C(=N\OCOCCOC)/C(CC(C(C(C(C(C(=O)OC)OCICC(C(C(O1HTC)O)(C)OC)C)OCIC(C(CC(O)C)[NH+](C)C)0)(C)O)C)C)O)(C)O
C[NH+]1C2CC(CC1C1C201)OC(=0)C(clcceeccl)CO

C[NH+]ICCN(CC1)S(=0)(=0)clcc(c(cc1)OCC)elnc2e(n(nc2CCC)C)e(=0)[nH]1

OC[C@H]10[C@@H](n2c(=0)[nH]c(=0)c(c2)C)C=C1

0O=S(=0)(clccc(ccl)N)Nclnccenl

0=S(=0)(clccc(ccl)N)Nclnoc(c1)C

0=S(=0)(Cclcc2e([nH]cc2CC[NH+](C)C)ccl)NC

CIC@@H]1 C[C@HI(O0)[CR@HRICQ@H](OC)CIC@@H](C)[CR@](C(=0)C(=0)N3CCCCIC@HI3C(=0)0C(C(=C/IC@@H3CCIC@@HI(O)[C@HI(OC)C3)/O)[C@HI(O[CR@H]0)CC(=0)[C@H](CC=C)/C=C(\C)/C1)(0)02
CC(C)([NH2+]CC(0)COclccc(cc 1 )NC(=O)NCICCCCCI1)C

Cclece(ec2elne(n2Cclecc(ccl)clcceec 1 C(=0)[O-])CCC)elnc2eccec2nlC
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0=C1c2c¢(ccs2)S(=0)(=0)N(/C/1=C(\O)/NcIncccel)C
O=C(Nclcce(c(c1)C(F)(F)F)CHN)C(C)(O)CS(=0)(=0O)clcce(ccl)F
CC(C)(C)cleee(cel)C(CCCINH+]1CCC(CC1)C(elecceel)(cleeecc1)O)O
O=CICC[C@]2(O)[C@H]3CC[C@]4(O)[C@@H](O)CC[C@H)4[C@@H]3CCC2=C1
OC1=C(C(=O)N)C(=0)[C@@]2(0O)C(=C3C(=0)c4c(cccc4[C@](O)(C)CICC2[C@@H]1[NH+](C)C)O)O
O=CIN(C2CCC(=0)NC2=0)C(=0O)c2clcccc2

CSclccc2e(el)e(=0)n(en2)/C=C/C(=0)[O-]
CC(C)(C)[NH2+]C[C@H](O)COc1nsncIN1CCOCCI
OC(COclece(ce1)COCCOC(C)C)CINH2+]C(C)C

O=C([O-])Cclccc(n1C)C(=O)clcee(ccl)C

OC1(c2cc(cec2)OC)C(CINH+](C)C)CCCCl
O=c1n(CCC[NH+]2CCN(c3ccee(c3)Cl)CC2)nc2cecenl2
Cclnnc2nlclcee(cc1C(=NC2)clecceclCl)Cl

COclcce(ce(c10C)OC)Celenc(ne IN)N
Cl[C@@H]2[C@@H](C2[NH3+])CNlclc(cc2e(nl)n(cc(c2=0)C(=0)[O-])clc(cc(ccl)F)F)F
CC(clcee2e(c1)CC(=0)clc(eeeccl)S2)C(=0)[O-]
Cclen(c(=0)[nH]c1=0)C1CC(C(O1)CO)N=[N+]=[N-]
0=C1Cc2cc(c(cc2N1)CI)CC[NH+]1CCN(c2nsc3cceec23)CCl

Oclcceccl1 C(=0)[O-]

O=clcc(c2eccec2)oc2eleccc2

[NH3+]CCclcee(c(c1)0)O
CC1(O)[C@@]2(CC)CCIN@@H+](CC3(CC3)0)[C@@H]1Cclecc(cec21)O
O=C(NCO)[C@H](NC(=0)C(Cclccceccl)NC(=0)C)Cclceceel
O=C([C@@H](C(C)C)NC(=0O)C)NCCclcccecl

O=C([C@@H](Cclccccc )NC(=0O)C)NCCclcececl
O=C(C(CCICCCCCI1)NC(=0)C)NCCclcceeel

CC(INH2+]C(C)(C)C)C(=O)clcc(cec])Cl
0O=S(=0)(clccc2cececc2¢1)NC(Celee(cecl)C[NH3+])CC(=0)N1CCC(C)CC1
O=CICC[C@]2(O)[C@H]3[C@@H](O)C[C@]4(O)[C@@H](C(=0)CO)CC[C@H]4[C@@H]3CCC2=C1
O=C(CCC)Nclcee(c(c1)C(=0)C)OCC(OC(=0)CICCI)C[NH2+]C(C)C
C=CCclccccc1OCC(OC(=0)CICCI1)C[NH2+]C(C)C
CC(C)[NH2+]CC(OC(=0)C1CC1)COclcee(ecl)CCOCCICCL
O=C([O-])C1=CC(C(C(0O1)C(C(O)CO)OC(=0O)CNC(=0O)C(C(C)C)C[NH3+])NC(=0)C)N=C(N)N
CC(C)(C)[NH2+]C[C@H](OC(=0)C1CC1)COclnsncIN1CCOCCI1
O=clc(en(C2CC2)c2clec(c(c2)N1CC[NH2+]C(C)C1)F)C(=0)[O-]
O=clc(cn(C2CC2)c2clcc(c(c2)N1CC[NH+](CCCC)C(C)C)F)C(=0)[O-]
[C@@H]12CC[C@]3(C)0[C@@H]4[C@]1(003)[C@H]([C@@H](C)C(=0)04)CC[C@H]2C
O=C(Nclccee(c1)OCCC)OCCINH+]1CCCC1
O=C(Nclccee(c1)OCCCCCC)OCCINH+]1CCCC1

CCCC(C)(COC(=0)N)COC(=0O)NC(O)C
N/C(=N\OC)/clcce(ccl)clecc(ol)elece(ccl)/C(=N/OC)/N
N#C[C@@](CCC[NH2+]CCclce(c(cc1)OC)OC)(clee(c(cc1)OC)OC)C(C)C
0=S(=0)(clcc(c(cc1)OCCC)c1nc(=0)c2n(nc(c2[nH]1)CCC)C)NCCCICCC[NH+]1C
C[C@H]1Cc2c(c(c3¢(c2)OCO3)0C)c2¢(cc(c(c20C)0C)0C)C[C@]1(C)O
Fcleee2e(e1)CC[C@](OC(=0)COC)(CC[NH+](C)CCCclnc3cecec3[nH]1)[C@H]J2C(C)C
CC(nlc2cecece2n2enc(c2c1=0)clnoc(nl)C1CC1)C
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[NH3+][C@@H](Cclceceel)C(=O)N1[C@H](C(=0)[O-])CCC1
O=c1[nH]c(=0)n(ccl/C=C/Br)[C@@H]1[C@H](O)[C@@H](O)[C@H](CO)O1
C[NH+]1CCC(c2c[nH]c3c2ce(ce3)NC(=0)c2cce(cc2)F)CC1

CCCOclec2e(ccl)[C@H](clecc3e(c1)OCO3) [ C@@H](C(=0)[O-D[C@@H]2c1c(cc(cc1)OC)OCCO
[NH3+][C@@H](C)C(=0)[O-]

NC(=Nclnc(cs1)CSCCN/C(=N/C)/NCH#N)N

COclcece2ce(cee(c2)C(C)C(=0)[0-])cl

O=C([C@@H](Cclcccccl )NC(=0)C1(CCCCI1)NC(=0O)clcc2ece(ce2s1)C)NCCICCINH+](CC1)CCI1CCOCCI
OC(C[NH2+]C(C)C)COclcee(eccl)NC=0

[NH3+]clce(c[nH]c1=0)clcencecl
CCI=C(N2[C@@H]([C@@H](C2=0)NC(=0)C(C2=CCC=CC2)[NH3+])SC1)C(=0)[O-]
CC(=EON[C@@H](Ccleceee1)C(=0)N(C)[C@H](Celececcl)C(=ON(C)[C@@H](Celececc1)C(=O)N
CC(=O)N(C)[C@@H](Cclceecc])C(=O)N(CO)[C@@H](Ccleceecl ) C(=O)N(O)[C@@H](Ccleccee1)C(=O)N
O=C(JO-])COCCI[NH+]1CC[NH+](C(c2ccc(cc2)Cl)c2eccec2)CCl
Fclee(cecINICCOCCI)NIC[C@H](CNC(=0)C)OC1=0
Fclee(cccIN1ICCN(C(=0)CO)CC1)N1IC[C@H](CNC(=S)C)OC1=0
Fclee(ceccIN1ICCS(=0)CCC1)N1C[C@H](CNC(=S)C)OC1=0
Fclee(cecIN1ICCN(C=0)CC1)N1C[C@H](CNC(=S)CC)OC1=0
Fele(cee(c1)N1C[C@H](CNC(=0)CC)OC1=0)clnncsl
Fele(cee(c1)N1C[C@H](CNC(=0)C)OC1=0)clcne(ccl)CHN
Fele(cee(c)N1IC[C@H](CNC(=S)C)OC1=0)c1nnc(s1)C[NH3+]
Fele(cee(c1)N1C[C@H](CNC(=0)CC)OC1=0)nlncc(c1)C#N
Fele(cee(c1)NIC[C@H](CNC(=S)C)OC1=0)N1CCS(=0)(=0)CCC1
Fele(cee(c1)NIC[C@H](CNC(=0)C)OC1=0)c1nnc(s1)CC/C(=N\0O)/C
Fele(cee(c)NIC[C@H](CNC(=S)C)OC1=0)clnnc(s1)CNS(=0)(=0)C

Nclnc2eee(ce2n1 C(C)C)C(C(=0O)NC)clccee(clF)F
O=C([C@@H](NC(=0O)clccec(ccl)C(=0)N1CCOCC1)C(C)C)N1[C@H](C(=O)NC(C(C)C)C(=O)C(F)(F)C(F)(F)F)CCCl1
Nclnc2cee(ee2nlS(=0)(=0)NC(C)C)C(C(=O)N)clcece(cl)F

C[NH+](C)CCC(clcce(ccl)Cl)clnceecl

Ccle(sc[nt]1Cclenc(ncIN)C)CCO

CCCSclec2e(cel)ne([nH]2)NC(=0)OC

COclce(e(c2¢10CO2)cle(ce(c2c10CO2)0C)C(=0)0C)CO
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)C(Cc2ccccc2)[NH3+])[C@H](O)C1
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)C[NH3+])[C@H](O)C1
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)CNC(=0)C(CC(C)C)[NH3+])[C@H](O)C1
C[NH+](C)CC/C=C/1\c2c(ccc(c2)Cl)Sc2clceec2
O=c1[nH]c(=O)n(ccl1F)[C@H]10[C@@H](COC(=0)C(CC(C)C)NC(=0)C[NH3+])[C@H](O)C1
O=c1[nH]c(=0)n(cclF)[C@@H]10[C@@H](COC(=0)[C@@H](Cc2ccc(cc2)O)NC(=0O)[C@@H](Cc2ccccc2)[NH3+]) [ C@@H](O)C1
Oclcce(cee10)C=0

CN(C)clece(cel)C(=0)NCCCCCNC(=0)CS
NC(=0)[C@@H](NC(=0)C(Cclc[nH]c2clcecc2)NC(=0)[C@@H]IN(C(=0)[C@H](Cc2ccc(cc2)O)NC(=0)C([NH3+])CCCCCC)CCCI1)Celcceccl
Cele(c(cee])C)OCC(=0)N[C@@H](Celeccee)[C@@H](OC(=0)[C@H](C(C)C)NC(=0)C[NH3+])C[C@@H](Cc l ccece )NC(=0)[C@@H](C(C)C)NICCCNC1=0
0O=C(clen(C2CC2)c2c(ce(c(c2)N2CC[NH2+]CC2)F)c1=0)[O-]

O=clcce2e(cc(cec2)O)ol

C/C=C(\C(=0)O[C@@H]([C@H](O)C(C)(0)C)clc(cc2e(cl)cec(=0)02)OC)/C
CC(=0)CCCCC/C=C\CCHCCHC
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COCI1C[NH+](CCCINC(=0)clcc(c(cc10C)N)CI)CCCOclece(cel)F

0=S(=0)(Nclccce2c1 CCN(clne(c3c(e(c(ce3nl)OC)OC)cInceec])N)C2)C
O=C(NO)/C=C/clcc2c(ccl)n(c(n2)CCelecceel )CC[NH+]1CCCC1
O=S(=0O)(N(Cclccec(cl)nlceecl)C1CN(Ce2enen2C)c2ecc(cc2C1)CH#N)elnecceel
0O=S(=0)(N(Cclc(onc1C)C)CI1CN(Cc2cncn2C)c2cce(cc2C1)C#N)clnceecl
O=S(=0)(N(CC1CCN(C(=0)OC(C)(C)C)CCI)CICN(Cc2cnen2C)c2ccc(cc2C1)C#N)clnceecl
Clclcecc(cINC1=NCCN1)Cl
O=C(N[C@H](C(=O)NCCC[NH+]1CCOCCI1)Cclcceccl)C1(NC(=0)c2ce3ccecc3s2)CCCCI
O=C(NCCC[NH+]1CCOCCH[C@@H](Cclccccc )NC(=0)C1(CCCCI1)NC(=O)clcee(ecl)elececcl
O=C(NCC[C@H]1CC[N@@H+](CC2CCOCC2)CC[C@@H](Cclcccecl)NC(=0)C1(CCCC1)NC(=0)clec2eecee2s]
Nclceencl

O=C(N)clcenceel

Clclcencecl

O=Cclcenccl

Nclcenecel

cl(cencel)Celeccecl

CCclcenccel

cl(ccencl)cleccccl

C[NH+]1C2CC[C@@H]1C[C@H](OC(clce(cccl)Cleleceec])C2
CCCCCCCCCCCCCCCCOPEO)([O-DOCCINH](C)C)C

O=clcc(c2cccec2)oc2elece(c2)OC

O=clcc(c2ccc(cc2)OC)oc2ele(ce(c2)OC)0C

O=clcc(c2cec(cc2)O)oc2elece(c2)O

O=clcc(c2ecccc2)oc2elc(cc(c2)0)O

CIC(C(=O)NO1)[NH3+]

Oclceecc1 C(=0)OC(=0)C

NC(=N)clcce(ec1)COcleec2e(c1)C(=0)N(CC(=0)N2C)CCC(=0)[O-]
CCIC(C(CC(0O1)OCICCC2(C3CCCA(C(CCC4A(C3CCC2(CHO)O)CI=CC(=0)0C1)C)C=0)0OC)O
CC[C@@]1(0)c2c(c(=0)n3c(c2)Cc2ncdcecccdcec32)COCI=0
Ncelnc2ccee(ce2n1S(=0)(=0)NC(C)C)C(C(=O)N)clccec2elecece2
CHCCH#HCCC/C=C\C=C\C(=O)NCC(O)C

C/C=C/C#CCC/C=C\C=C\C(=O)NCC(C)C

CCC/C=C\CC/C=C/C=C/C(=O)NCC(C)C

CCH#HCCH#HCCCCC/C=C/C(=O)NCCc(C)CC

CH#HCCH#CC/C=C\CCCCC/C=C/C(=O)NCC(C)C

CC1=NCCc2cl1[nH]clc2cec(c1)O

Cclnccc2el[nH]clc2cec(c1)OC
Nclne2e(nen2COCCOC(=0)C(C(C)C)NC(=0O)C[NH3+])c(=0)[nH]1
O=clc(coc2clc(ce(c2)O)O)clecc(ccl)O

O=C([C@@H]IN(C(=0)[C@H](C)CSN=0)CCC1)[O-]
O=C([N-]S(=0)(=O)clcce(cc10C)C)C(clec2e(ce1)OCO2)c1en(c2elcec(c2)C)C
O=C([N-]S(=0)(=0)clccc(cc10C)C)C(clec2e(cc1)OCO2)clen(c2clcec(c2)COC)C
C[C@@H]IC[C@H]2[C@@H]3CCC4=CC(=0)C=C[C@]4(C)[C@@]3(F)[C@@H](0)C[C@]2(C)[C@]1(C(=0)CO)O
O=C(CNC(=O)clce2c(s1)CC[NH2+]C2)clcec(c(c 1) OCC(=0)OCCCC)OCC(=0)0CCcCC
Ccle(e(ce(c1)0)O)C[C@H](INH3+])C(=O)N[C@@H](CCCNC(=N)N)C(=0)NC(Cclcccecl)C(=O)NC(CCCCN)C(=O)N
O=C(NCCC[NH+]1CCOCC1)[C@@H](Cclcccccl)NC(=0)C1(CCCC1)NC(=0)clec2eccee2nlC
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O=C(NCCCI[NH+]1CCOCCH[C@@H](Cclcccccl )NC(=0O)C(C)(C)NC(=O)clec2eccece2sl
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0=C(clen(CC)c2e(cc(c(n2)N2CC[NH2+]CC2)F)c1=0)[O-]
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COclce(ce(c10C)OC)C(=0)N1CC[C@@](c2cce(c(c2)CHCL(CCINH+]2CCC(C(=O)N3CCN(C)CC3)(c3ccenc3)CC2)Cl
OC[C@@H](0)[C@@H](0)CO
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CS(=0)(=O)N[C@@H](C(=O)N1[C@H](C(=O)NCC2CCN(C(=N)N)CC2)CCC1)Cclcccccl
O=C(C1=C(CS[C@@H]2N1C(=0)[C@H]2NC(=0)Cnlnnnc1)CSclnnc(s1)C)[O-]
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11 Ocle(ce(cel)/N=N/clcc(c(cc1)O)C(=0)0)C(=0)[O-]
O=c1n(C)c(=0)n(C)c(c1)[NH+]1CC[NH+](CCC1)CCCNI1c2cceec2Sc2elec(cc2)OCC(=0)[0-]
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C[C@H](NC(=0O)C(CCCCN)[NH3+])Cclcccecl
CC1=C(C=C)/C(=C/c2¢(c(c([nH]2)Ce2c(c(c([nH]2)/C=C/2\NC(=0)C(=C2C=C)C)C)CCC(=0)NCCS(=0)(=0)[0-]) CCC(=0)NCCS(=0)(=0)0)C)/NC1=0



C735 CacoP CacoP- 13 Nclne2e(nen2C2[C@@H](CO)C[C@@H]2CO)c(=0)[nH]1

C736 CacoP CacoP- 13 [C@H]1(NC(=0)OCOC(=0)[C@H](C)NC(=0)[C@@H](NC(=O)CNC(=O)CNC(=0)[C@@H](NC1=0)C)CC(=0)[O-])Cclc[nH]c2clcccc2
C737 CacoP CacoP- 13 CC(Cclecee(cecl)O)[NH2+]CC(clee(ce(c1)0)0)O

C738 CacoP CacoP- 13 cl(cceecl)Cnle(nnnl)C([NH+]1CCN(C2CCC2)CCCl)clcce(ccl)Cnlenenl

C739 CacoP CacoP- 12,2 CC(INH3+])(Cclee(e(ce1)0)0)C(=0)[0-]

C740 CacoP CacoP- 13 O=C(N[C@@H](C(=0)[O-])CCC(=0)0)clccc(ccl)NCclenc2e(nl)e(=0)nc(N)[nH]2

C741 CacoP CacoP- 13 O=C([C@H](NC(=0)[C@H]1CCC(=0O)N1)Cclc[nH]en1)N1[C@H](CCC1)C(=O)N

C742 CacoP CacoP- 13 C[C@H](NC(=0)[C@@H](Cclcccecel)[NH3+])C(=O)N[C@H](CO)C(=0)[O-]

C743 CacoP CacoP- 13 NC(=N)clcee(cel)C#HCcleee2e(c1)C(=O)N(CC(=0O)N2C)CCC(=0)[0O-]

C744 CacoP CacoP- 12 CC/C=C(\C(=O)N[C@H]1[C@H]2SCC(=C(N2C1=0)C(=0)[O-])COC(=0O)N)/clcsc(nl)N

C745  CacoP CacoP- 13 Cele2e(c(c(c1CCO[C@H]10[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H]10)C)O[C@H]10[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H]10)CC(C)(C)C2=0
C746 CacoP CacoP- 13 0O=S(=0)(clccccel )N[C@@H](Celee(c(cel)[C@@H]1CC(=0)[N-]S1(=0)=0)C)clnc2ccccc2[nH]1

C747 CacoP CacoP- 13 O=C([O-])clecce(cl)Cnlencel

C748 CacoP CacoP- 13 O=C([N-]S(=0)(=0O)c1ccc(cc10C)C)C(clec2e(cc1)OCO2)clen(c2elecc(c2)C(=0)C)C

C749 CacoP CacoP- 13 C[C@]12CC[C@H](O)C(C)(O)[C@@H]1CC[C@]1(C)[C@@H]2CC=C2[C@@]1(C)CC[C@]1(C(=0)[O-)[C@H]2CC(C)(C)CC1
C750 CacoP CacoP- 13 Fele(cee(c1)NIC[C@H](CNC(=S)N)OC1=0)N1CCN(C(=0)CO)CC1

C751 CacoP CacoP- 13 O=C([O-D[C@@H](OC(=0)/C=C/clcce(c(c1)0)0)[C@@H](0)C(=0)O

C752 CacoP CacoP- 13 [NH3+]C(Cclcee(ec1)O)C(=O)NC(CCCNC(=N)N)C(=O)NC(Cclcceecl ) C(=O)NC(Cclceeecl )C(=O)N

C753 CacoP CacoP- 13 Oclce(cee1O)CC(C(=0)[0-])OC(=0)/C=C/clcee(c(c1CC(=0)0)0)O

C754 CacoP CacoP- 13 O=clnc(N)[nH]c2c1ncn2COCCO

C755 CacoP CacoP- 13 NC(=N)cleccc2e(cl)[nH]c(n2)Cclnc2c([nH]1)ccee2

C756 CacoP CacoP- 13 0O=S(=0)(Nclnccccl)cleee(ccl)/N=N/clcc(c(cc1)O)CC(=0)[O-]

C757 CacoP CacoP- 13 O=C(NCCC(=O)N1CC[NH+](C2CCOCC2)CC)[C@@H](Cclccecc)NC(=0)C1(CCCC1)NC(=0)clcc2eecec2sl

C758 CacoP CacoP- 13 NC(=0)[C@@H](NC(=0)C(Cclc[nH]c2clcecc2)NC(=0)[C@@H]IN(C(=0)[C@H](Cc2c(cc(cc2C)O)C)[NH3+])CCC1)Celeccecl O=C([N-
C759 CacoP CacoP- 13 1S(=0)(=0)clcce(cc10C)O)[C@@H](c1lec2e(cc1)OCO2)clen(c2elcec(c2)COC)CCOC

C760 CacoP CacoP- 13 O=C1CC([NH+]2CCC[NH+](CCCN3c4c(cce(c4)C(C)C(=0)[0-])OCc4c3ccecd)CC2)N(C)C(=O)N1C

C761 CacoP CacoP- 13 O=C(clce(nnlclccee(cl)C[NH3+])C)Nele(ce(cel)clecceclS(=0)(=O)N)F

C762 CacoP CacoP- 13 O=-C(N[C@H]10[C@@H]([C@@H](0)[C@@H](0)[C@@H]1 0)C(=0)N)[C@@H](NC(=0)[C@@H](Cc1c[nH]c2¢ 1 ccec2)NC(=0)[C@H]IN(C(=0)[C@@H](Cc2cce(ce2)0)[NH3+])CCC1)Cel ceceel
C763 CacoP CacoP- 13 O=C(NCCI1CC[NH+](CC2CCOCC2)CCl)[C@@H](Cclcceeccl)NC(=0)C1(CCCC1)NC(=0)clec2eec(cc2s])F

C764 CacoP CacoP- 13 Fele(cee(c)NIC[C@H](CNC(=S)N)OC1=0)C1CCS(=0)(=0)CC1

C765 CacoP CacoP- 13 Oclece(cel)CC(C(=O)NC(C(=O)NC(C(=O)NC(C(=0O)N)Cclcccecl)Celeceecl)C)[NH3+]

C766 CacoP CacoP- 13 0O=S(=0)(clccc2ecccc2e1)NC(Celee(cecl)C(=N)N)CC(=O)N1CCCC(C(=0)0C)Cl1

C767 CacoP CacoP- 13 O=C(NC)[C@H](NC(=0)CNC(=0)C)Cclcccecl

C768 CacoP CacoP- 13 Clclcee(e(c1)OC)C[C@@H](C)C(=0O)N1CCN(c2c(cc(cc2)CH[C@@H](NC(=0)C2C[NH2+]C2)C(C)C)CCl

C769 CacoP CacoP- 13 O=C(N[C@@H](Cclcc(c(cc1)O)C(C)C)C)C(=O)N)C(C(C)CN(C)C(=0O)[C@@H](INH3+])Cclcccecl

C770 CacoP CacoP- 13 0=S(=0)(clccc2cccec2c])NC(Celee(cee1)C(=N)N)CC(=0)N1CCN(C(=0)C)CC1

C771 CacoP CacoP- 10 CCI(C)SC2C(NC(=0O)C(INH3+])c3cec(cec3)0)C(=0)N2C1C(=0)[O-]

C772 CacoP CacoP- 13 O=C(NC)[C@H](NC(=0)[C@@H](CC(C)C)NC(=0)C)Cclcccecl

C773 CacoP CacoP- 13 O=clc(coc2clcee(c2)O[C@@H]10[C@H](CO)[C@@H](0O)[C@H](0)[C@H]10)clccc(ccl)O

C774 CacoP CacoP- 13 O=CINCC2(CC[NH+](CC)CC2)c2clcc([nH]2)cleenc(nl)clec2eccec2ol

C7175 CacoP CacoP- 13 CCI(C)C2CICN(C(=O)C(NC(=O)NC(C)(O)YC)C(CY)(C)O)C2C(=0O)NC(CCICC)C(=0)C(=O)N

C776 CacoP CacoP- 13 O[C@H]1[C@@H](c2cc(c(c(c2)0)0)0)Oc2¢(c(cc(c2)0)0)C1

C777 CacoP CacoP- 13 0O=C10C2(c3c(cc(cec3)0)O0c3c2cecc(c3)0)c2clcc(cc2)NC(=S)NCCCC[C@@H](INH3+])C(=0)OC

C778 CacoP CacoP- 13 NC(=N)clcce(eel)COcleec2e(c1)C(=O)N(CC(=0)N2C)CCC(=0)OCC

C779 CacoP CacoP- 13 O=C(N[C@@H](C)C(=O)NCC(=O)NCC(=O)N[C@@H](CC(=O)N)C(=O)N[C@@H](C)C(=0O)N)C(Cclc[nH]c2ccccc12)NC(=0)C

C780  CacoP CacoP- 13 0=C(C1CCC(F)(F)CCIHN[C@@H](CC[NH+]1C2CCC1CC(nle(nnel C)C(C)C)C2)elcecec]



C781 CacoP CacoP- 13 O=c1[nH]c(=0O)n(cclF)[C@H]10[C@@H](COC(=0)[C@H](C(C)C)[NH3+])[C@H](O)C1

C782 CacoP CacoP- 10,11 OCC(0)C(0)C(O)C(0)CO

C7 8 3 CacoP CaCQP- 1 2 C[C@H]10[C@@H](O[C@H]2[C@@H](0)[C@@H])(0)[C@@H](CO)O[C@@H]20[C@H]2[C@@H](0)[C@@H](0)[C@@H](O[C@@H]20[C@@H]2CC[C@@]3(O)[C@@H])(CC[C@Q@H4(C)[C@@H]3CC=C3[C@H]5CC(C)(C)C[C@H](0)[C@]5(C)CC[C@@30) [C@@]2(C)CO)C(=0)[0-)[C@H](0)[C@H)(O)[C@@H] 10
C784 CacoP CacoP- 13 O=C(C1=C(CS[C@@H]2N1C(=0)[C@@]2(OC)NC(=0)CSCCH#N)CSc1nnnn1C)[O-]

C785 CacoP CacoP- 13 O=C(N[C@@H](Cclcce(cc1)O)C(=O)NCC(=O)NCC(=O)N[C@@H](Cclcceec )C(=O)N[C@@H](CC(C)C)C(=O)N)[C@@H](CCCCCC)NC(=0)C
C786 CacoP CacoP- 13 O=C(C1=C/C(=N/Nc2ccc(cc2)S(=0)(=0)Nc2ncecc?)/C=CC1=0)[O-]

C787 CacoP CacoP- 12 CIN+]1(O)[C@H]2CC(C[C@@H]1C10C21)OC(=0)[C@H](CO)clecccecl

C7388 CacoP CacoP- 13 O=C1[C@@H](O[C@@H]20[C@@H](C)[C@H](0)[C@@H](0)[C@H]20)[C@H](c2ccc(c(c2)0)0)Oc2c1c(cc(c2)O)O

C789 CacoP CacoP- 13 Oclc2e(c(c3c1C(=0)cle(ccec10C)C3=0)0)C[C@@](C(=0)CO)(O)C[C@H]20[C@H]10[C@H](C)[C@H](O)[C@H](INH3+])C1

C790 CacoP CacoP- 12 OCclc(nc(nlCcleee(cel)cleccecleln[n-lnnl)CCCC)Cl

C791 CacoP CacoP- 13 O[C@@H]1[C@@H](0)[C@@H](0)[C@H](0[C@@H]2C[C@]3(CC[C@@H4[C@H]([C@H](0)C[C@@]5(C)[C@]4(0)CC[C@@H]5C4=CC(=0)0C4)[C@]3(CO)[C@H](0)C2)0)O[C@H]1C
C792 CaCOP CaCOP— 1 3 O[C@@H]1 [C@Q@H)(O[C@)(CCC-C(OCN[Cr@H2CCIC@@)3(C)C@@HCO)CCIC@H]SCCNO) C@@H)(O[C@H]60[C@@H)(CO) C@@H)(O) C@@H)(O)C@@H]60[C@@H]60[C@@H)(CO)[C@@H)(0)[C@H|(0)[C@@H]60)CC[C@@)S(C)[C@@H4C[Ce@H)(0) C@@H)23)C)0[C@@H|(CO[C@@H)20[C@@H)(CO) C@@H)(O) C@@H)(O)C@@H)20) C@@H|(O) C@@H]10
C793 CacoP CacoP- 13 ClEQ@ICCCICRERIC)COICA@HBIC@@H]OIC@@H)O)IC@@H)OIC@@H)CO0NCE@HIICCICAE@IBIC@@HPCCIC@@KC(-OCTO[C@HI[CQ@H)O[C@HRIC@HKO)CE@HKO)CEHIO)Ca@HICO02)CR@HIO)CQ@HIO)[CQ@HICO0IC3
C79%4 CacoP CacoP- 13 Cnle(nc(=0)c(=0)[nH]1)SCC1=C(C(=0)[O-])N2[C@H](SC1)[C@H](NC(=0)/C(=N/OC)/clcsc(n1)N)C2=0

C795 CacoP CacoP- 13 O=clc(c(c2cce(c(c2)0)0)oc2cele(cc(c2)0)0)0[C@@H]10[C@H](CO)[C@@H](0)[C@H](O)[C@H]10

C796 CacoP CacoP- 13 Clcleee(c(c1)OC)C[C@@H](C)C(=O)N1CCN(c2c(ccec2F)[C@@H](NC(=0)C[NH2+]C)C(C)C)CC1

C797 CacoP CacoP- 13 CC1(O)[C@@H](C(=0)[O-])N2[C@H]([C@@H](NC(=0)Cc3ccccc3)C2=0)S1

C798 CacoP CacoP- 13 cl(ccee(cl)Cnlenc2clcecc2)clnnn[n-]1

C799  CacoP CacoP- 13 O=cle(c(c2eec(c(c2)0C)0)oc2e le(ce(c2)0)0)O[C@H] 1 O[C@@H](CO[C@H]20[C@@H](C)[C@H](0)[C@@H](0)[C@@H]20)[C@@H](0)[C@@H](0)[C@@H]10
C800 CacoP CacoP- 13 Oclce(cecc10)CC(C(=0)0)OC(=0)/C=C/clcce(c2c1C(C(=0)[O-]C(cleece(c(c1)0)0)02)0

C801  CacoP CacoP- 13 C[C@@H]1C[C@H2[C@@H]3CCC4=CC(=0)C=C[C@(C)[C@@]3(F)[C@Q@H](0)C[C@]2(C)[C@]1(C(=0)COC 1 [C@@H](0)[C@H](0)[C@@H](0)[C@H](CO)01)0
C802 CacoP CacoP- 13 O=CIN[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N(C)[C@H](Cc2c[nH]c3c2cece3)C(=0)N([C@H](C(=0)N[C@H] | [CQ@H](C)O)CCCC[NH3+])C)Celecece1)Celecece]
C803  CacoP CacoP- 13 COclcec(cel)ele(c(=0)e2¢(c(c(cc20)0[C@HR[C@H](0)[C@@H](0)[C@H](0)[C@@H](CO)02)CC=C(C)C)o YO[C@H] LO[C@H](C)[C@@H](0)[C@H](0)[C@@H] 1O
C 8 04 CaCOP CaCOP— 1 3 Oclee2e(cel)e(elece(=0)eclo2)clece(ce 1 C(=0)[O-]))NC(=S)NCCOC(=0)CCC(=0)N[C@H](C[NH3+])C(=O)NCCCC(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@@H](C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@@H](C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](C(=O)N)CCCNC(=N)N)CCCNC(=N)N)CCCNC(=N)N
C805 CacoP CacoP- 13 O=C([O-D[C@H](NC(=0O)[C@@H](NC(=O)CNC(=0)[C@@H](NC(=0)[C@@H]([NH3+])Cclccc(cc1)O)C)Cclcecce 1 )CCSC

C806 CacoP CacoP- 13 Cnlcenec CN(CCN(Celeceen1)S(=0)(=O)clen(cnl)C)clecc(ccl)CHN

C807 CacoP CacoP- 12 COclcee(cel)ele(O[C@H20[C@@H](C)[CR@H](0)[C@@H](0)[C@@H]20[C@H]20[C@@H](C)[C@H)(0)[C@H](0)[C@H]20)c(=0)c2¢(c(c(cc20)0[C@H20[C@@H](CO)[C@@H](0)[C@@H](0)[C@@H]20)CC=C(C)C)ol
C808 CacoP CacoP- 12 O[C@@H]([C@@H](NC(=0)[C@H](NC(=O)[C@@H](Cclcccccl)CS(=0)(=0)C(C)(C)C)Cclenc[nH]1)CCICCCCCI)[C@@H](0O)C1ICC1
C809 CacoP CacoP- 13 Oclece(cee(el ece(=O)eel02)el eec(ee] C(=0)[0-HNC(=SNCCOC(=0)CCC(=OIN[C@H](CCCINH3H)C(=ONCCCC(=0)N[C@HI(CCONC(-NINIC(=OIN[C@@H(C(=0IN[C@H](CCONC(-NN)C(=ON[C@@H](C(=OIN[C@H](CCONC(=NIN)C(=ON[C@@H](CCONC(-N)N)C(=OIN[C@@H](C(=0)N)CCONC(=N)N)CCONC=N)N)CCONC(=N)N
C810 CacoP CacoP- 12,5 OC[C@H]10[C@](0)(CO)[C@@H](0)[C@@H]10[C@@H]10[C@H](CO)[C@H](O)[C@H](O)[C@H]10

C811 CacoP CacoP+ 13 CCCCCCCCCC(=O)N[NH3+]

C812 CacoP CacoP+ 13 CC(C)(00)C

C813 CacoP CacoP+ 13 0O=S(=0)([O-])clccc(cc)N

C814 CacoP CacoP+ 13 O=cloc2ccc(cc2[nH]1)Cl1

C815 CacoP CacoP+ 13 0=C(0)C(0)C(0)C(=0)[O-]

C816 CacoP CacoP+ 13 OC1CCC(N(c2cce(ce(c2N)Br)Br)C)CCl1

C817 CacoP CacoP+ 13 Felcenecl

C818 CacoP CacoP+ 13 OCCIN+](O)(C)C

C819 CacoP CacoP+ 13 0O=C(OCclencs] )N[C@@H]([C@@H](O)C[C@@H](NC(=0)[C@@H](C(C)C)NC(=O)N(C)Cclcsc(n1)C(C)C)Cclceceel)Celeccecl

C820 CacoP CacoP+ 13 O=c1[nH]c(=0)cc[nH]1

C321 CacoP CacoP+ 13 O=C1[C@@H](COC(=0)Nc2c(cc(cc2)C)C(F)(F)F)N=C(c2cccee2)c2e(cecc2)N1CC(=0)NC/C=C/C(=0)0C

C822 CacoP CacoP+ 13 Fclee(c(ecl)C(O)(Cnlnencl)Cnlnencl)F

C823 CacoP CacoP+ 13 OCCNCCNCcle2e(c(cc)NCC[NH2+]CCO)C(=0)clc(c(cec10)0)C2=0

C824 CacoP CacoP+ 13 CCCCCNC(=0)clcoc(n)[C@H] [C@H]([C@@H]2CCC102)Cclcceccl CCC(=0)[O-]

C825 CacoP CacoP+ 13 CC(C)(NC(=O)[C@H]1CN(Cc2encec2)CCIN@@H+]1C[C@@H](0O)C[C@@H](C(=O)N[C@H]1 [C@@H](O)Cc2cccccl12)Celeecec])C

C826 CacoP CacoP+ 12 CC(C)C(=O)Nclce(c(ccl)[N+](=O)[O-)C(F)(F)F



C827  CacoP CacoP+ 13 Cele(c(nol)elecece1)C(=0)N[C@H] 1 [C@H]2SC(C)(C)[C@@H](N2C1=0)C(=0)[O-]

C828 CacoP CacoP+ 13 O=CINC(C2CCCCC2)C(=O)N2CC(OC(CCOc3cc(ccec3)C1)(C)C)CC2C(=0)NC(CCC)C(=0)C(=O)NCC=C

C829 CacoP CacoP+ 13 Ccle(c(ceel)CHNC(=0)clenc(s1)Nelne(ne(c1)N1CC[NH+](CC1)CCO)C

C830  CacoP CacoP+ 13 0=C(N[C@@H](C(=0)N[C@]1(CCC[C@H](C(=0)[0-])C1)NC(=0)[C@H]1CCCC[C@@H]1[NH3+])Cclcccec])C1(CCCCCNC(=0)clce2eccec2s]
C831 CacoP CacoP+ 13 O=clcc(CCC)[nH]e(=S)[nH]1

C832 CacoP CacoP+ 12 COC(=0)C1=C(C)NC(=C(Clclcc(cecc])[N+](=0)[O-])C(=0O)OCC[NH+](C)Cclcecec])C

C833 CacoP CacoP+ 13 FC(F)(F)cInn(c(c1)clccc(ecl)C)ecleee(cel)S(=0)(=O0)N

C834 CacoP CacoP+ 13 O=cloc2c(c3c(cco3)cc2ecl ) OCC(C(=C)C)OC(CYC)C(O)COc1c2ce(cc3cloce3)cec(=0)o2

C835 CacoP CacoP+ 13 O=C(cInn(c(c1C)clecc(ccl)Cl)cleee(ccl1 CI)CI)N[NH+]1CCCCC1

C836 CacoP CacoP+ 13 O=clc(c(nc2n1CCCC2)C)CC[NH+]1CCC(CCl)clnoc2clecc(c2)F

C837 CacoP CacoP+ 13 CN(C(=0)C[NH3+])CC(=0)[O-]

C838 CacoP CacoP+ 13 O=clc(c(CC)oc(c1Ccle(c(c(c(c10)C(=0)C)O)CC=C(C)C)0)O)C

C839 CacoP CacoP+ 13 Ccle2e(c(c(c1CCO)C)O)CC(C)(C)C2=0

C840 CacoP CacoP+ 13 COclcc2nenc(c2cc10CCCINH+]1CCOCCT)Ncelcee(e(cl)CHF

C841 CacoP CacoP+ 10,11,12,4,6,2 O=CINC(=0)C(N1)(cleccceel)cleccecl

C842 CacoP CacoP+ 13 [O-]C(=O)CC1(CNC(=0)OC(C)OC(=0)C(C)C)cceect

C843 CacoP CacoP+ 13 O=C([O-])CCI1(C[NH3+])CCCCCl1

C844 CacoP CacoP+ 13 0O=S(=0)(cleccc(ccl)CCCCCCCCCCCC)Nelnnesl

C845 CacoP CacoP+ 13 0=S(=0)(clccc2ccccc2c1)NC(Celee(cee1)C(=N)NO)CC(=0)N1CCC(C)CC1

C846 CacoP CacoP+ 13 C1Cc2c¢(cee(c2)Cl)C(=C2CC[NH2+]CC2)c2clccen2

C847 CacoP CacoP+ 13 O=C(c1lncc(ncl)C)NCCceleee(ccl)S(=0)(=0)[N-]C(=O)NC1CCCCCl1

C848 CacoP CacoP+ 13 Cleleccec1C[NH+]1CCc2¢(ccs2)C1 CCC1(CC(=0)[0O-

C849 CacoP CacoP+ 13 DOCC=C2c3c(c(ccc3)CC)NCI2

C850 CacoP CacoP+ 13 CCCCIO[C@@H]2C[C@H]3[C@@H]4CCC5=CC(=0)C=C[C@@]5([C@HJ4[C@H](C[C@@]3([C@@]2(01)C(=0)CO)C)O)C
C851 CacoP CacoP+ 13 O=C(N(C)C)C(clcccecl)(cleeccel)CC[NH+]1CCC(O)(c2ccc(ec2)Cl)CCl

C852 CacoP CacoP+ 13 O=C(OC1C(=O)N(C)c2ccec(cc2C(=NT1)clcceecl)CIHN(C)C

C853 CacoP CacoP+ 13 Oclc(e(enc1C)CO)CO

C854 CacoP CacoP+ 13 CINH+]1C[C@H]2[C@@H](c3c(cce(c3)Cl)Oc3cceec23)Cl

C855 CacoP CacoP+ 13 Cclnce(cel)clnee(ccleleee(ccl)S(=0)(=0)C)Cl

C856 CacoP CacoP+ 10 Cnlc2c¢([nH]en2)c(=0)n(C)c1=0

C857 CacoP CacoP+ 13 O=clcc2oc3c(cec(e3)O)c(c2ccl)cleccec 1 C(=0)[O-]

C858 CacoP CacoP+ 13 O=C(OC)Nclnc2ccecec2[nH]1

C859 CacoP CacoP+ 13 Ccleencel

C860 CacoP CacoP+ 13 O=C(NCCI1CC[NH+](CC2CCOCC2)CC1)[C@@H](Cclccececcl)NC(=0)C1(CCCC1)NC(=0)clec2eec(cc2s1)C(F)(F)F
C861 CacoP CacoP+ 13 O=C(CCCCCNC(=0)CS)Nclc2nceec2eceel

C862 CacoP CacoP+ 13 O=C([C@@H](NC(=O)N1CCOCCI1)C(C)C)N1[C@H](C(=O)NC(C(C)C)C(=O)C(F)(F)C(F)(F)F)CCC1

C863 CacoP CacoP+ 13 CC(CN1c2c(cecc2)Sc2elcecc2)[NH+](C)C

CR64 CacoP CacoP+ 13 O=C1N(c2cccee2)c2e(ccce2)C1(Celeencel)Celeencel

C865 CacoP CacoP+ 12 [O-]1C(=0)CCC(=0)O[C@H]1O[C@@H]20C3(00[C@@]42[C@@H](CC[C@@H](C)[C@@H]4CC3)[C@H]1C)C
C866 CacoP CacoP+ 13 Fclc(cee(c)NIC[C@H](CNC(=S)N)OC1=0)N1CCOCCl

C867 CacoP CacoP+ 13 Cclene(c(c10C)C)CS(=0)cInc2e([nH]1)ec(cc2)OC

C868 CacoP CacoP+ 13 Fclee(cecel C1CCS(=0)CC1)N1C[C@H](CNC(=0)CC)OC1=0

C869 CacoP CacoP+ 13 Oclec(ceel [C@@H]1COc2c3¢(cecc2C1)OC(C=C3)(C)C)O

C870 CacoP CacoP+ 13 COcle(cc2e(c)[C@@]13CCIN+14([O-D[C@@H]1C[C@H]1 [C@H]5[C@H]3N2C(=0)C[C@H]50CC=C1C4)0C
C871 CacoP CacoP+ 13 O=C(N)clccee(cl)Celne(e([nH]1)cInc(cccl)C)elec2neenc2ecl

C872 CacoP CacoP+ 13 Cnlc(nc2ncc(cel2)clceccel)N



C873
C874
C875
C876
C877
C878
C879
C880
C881
C882
C883
C884
C885
C886
C887
C888
C889
C890
C891
C892
C893
C894
C895
C896
C897
C898
C899
C900
C901
€902
€903
C904
C905
C906
C907
C908
C909
C910
Co11
C912
C913
Co14
C915
Co16
Co17
C918

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13
13
13
13
13
12
13
13

12,8,2
13
13
13

11,4,82

13
10,11
13
13
10
13
13
10
13
12
13
12
13
12
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13

Ccle(c(ceel)C)OCC(=O)N[C@@H](Cclceceel)[C@H](C[C@H](Ccleccecl )NC(=0)[C@H](C(C)C)N1CCCNC1=0)O
O=C([O-])clccc(ccl)clec2ecenc2e(nl)elce2nonc2ec]
O=C([C@H](NC(=0)[C@H]1CCC(=0O)N1)Cclc[nH]en1)N1[C@H](CCC1)C(=O)NCI1[C@@H]([C@H]([C@@H]([C@@H](C(=0)N)O1)0)0)O
CS(=0)(=O)Nclcce(ccl)C(O)C[NH2+]C(C)C

O=C1Nc2cce(cc2C(=NC1)clncecel)Br

CC/C(=C(\clcceccl)/cleec(cc1)OCCINH+](C)C)/clecceel

O=C(Nclcce2e(c1)NCC2(C)C)elecenc1NCeleencel

0=S(=0)(clccc(ccl)N)Ncelce(e(nol)C)C

OC[C@@H](NC(=0)C(CHCH[C@H](O)clecc(cc)[N+](=0)[O-]

Cele(e(cee] )C)OCC(=0)N[C@@H](Cel cccee H[C@@H](OC(=0)[C@H](C(C)C)NC(=0)[C@@H](C(C)C)[NH3+])C[C@@H](Celcccee NC(=0)[C@@H](C(C)C)N1CCCNC1=0
O=C([O-])C1=CC(C(C(0O1)C(C(O)CO)OC(=0)C(COC)NC(=0)C(C(C)C)C[NH3+])NC(=0)C)N=C(N)N

OCclcencel

CC(=0)Oclc(ccecl)C(=0)[0-]

O[C@](C[NH+](Cclcee(ecl)Br)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Ccleccecl )C(=O)NC1CCOC1
CC(C)(C)[NH2+]CC(0)COclceec2c1CC(O)C(0)C2

Cclee(nol)N/C(=C/1\C(=0)c2cccec2S(=0)(=0)N1C)/O
O=C(N1CCCC1)CCC[NH+]1CCC(=C(c2cce(cc2)F)c2cec(cc2)F)CCl
CCOC(=0)C(CCclccecc])[NH2+]C(C)C(=O)N1CCCCI1C(=0)[0-]

cl(cencel)cleccecl

CC(O)CN(C[C@@H]([C@@H](Cclccecc] )NC(=0)O[C@H]1CO[C@H]2[C@@H]1CCO02)0)S(=0)(=0)clcec(ccl)N
CScleec2e(cl)e(=C)n(cn2)/C=C/C(=0)[O-]
O[C@](C[NH+](Cclcee(ecl)Br)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Ccleccecl)C(=0O)Nelecec(c1C)O
C[C@@H]10[C@H](OC[C@H]1[NH3+])clcce(ccl)[N+](=0)[O-]

C[NH+](C)CCN(Cclcec(cc1)OC)clnceecl

CC[C@]1(0)C(=0)OCc2clccln(Ce3clnclccec(clc3)[N+](=0)[O-])c2=0

O=C(CCCCCCC(=0O)NO)Nclccecel

C[NH2+]CCC(Oclcce(cel)C(F)(F)F)cleeeecl

O=C([O-])Cclccec2eloclc(cee(c1C)C)e2=0

O=C([O-])clcceccINeleeec(c1C)C

Cnlencc1CN(CCN(Celeceec1)S(=0)(=0)clcecenl)cleec(cel)CHN

OclcecccINC(=0)C

O=C([N-]S(=0)(=0)c1ccec(cc10C)C)C(clec2e(cc1)OCO2)clen(c2elecc(c2)C(=0)OCC)C
O=C(NCCC(=O)N1CC[NH+](CC2CCOCC2)CC1)[C@@H](Cclccececcl)NC(=0)CI1(CCCC1)NC(=0)clcc2eecee2sl
O=C([O-])/C=C/clcccccl

O=C(clnsccl[NH2+]Cclcenecl)Nceleeee(c1)C(C)(C)C
Ncelnc2ccee(ce2n1S(=0)(=0)NC(C)C)C(C(=O)N)clc(ccc(c1)F)F

CC(=0)CCCCCC(o)/Cc=C/cHC/IC=C\C
COclce(ce(c10C)OC)C(=0O)N1CC[C@@](c2cce(c(c2)CHCL)(CCINH+]2CCC(C(=0O)N)(c3cceec3)CC2)Cl

Oclcencel
O[C@@H]1[C@H](O)C[C@]2(C(=0)C=C3C([C@@H](0)C[C@@]4(C)[C@@]3(0)CC[C@@H MK C@@](C)(O)[C@H](0)CCC(C)O)[C@]2(C)C1)O
Fclee(ce(cleleencel)F)N1CC(CNC(=0)C)OC1=0

CC(=O)N[C@@H](Cclccecel)C(=O)N

CCOclcceecc10CCIC[NH2+]CCO1
O=CIN(Cc2ccc3[nH]nc(c3c2)N)[C@@H](Cc2cceecc?)[C@@H](0)[C@@H](0)[C@@H](Cc2cccec2)N1CCCC
O=C1Nc2c(cc(cc2)Cl)C(=NC10)clc(cccel)Cl

Cclncee2el[nH]clc2cceecl



€919
C920
€921
C922
€923
C924
C925
C926
C927
C928
C929
C930
C931
C932
C933
C934
C935
C936
C937
C938
C939
C940
C941
C942
C943
C944
C945
C946
C947
C948
C949
C950
C951
C952
C953
C954
C955
C956
C957
C958
C959
C960
C961
C962
C963
C964

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13
13
13
13
13
12
13
13
13
13
13
13
13
13

10,6,2
13
13
13

12,5
13
13
13
13
13
12
13
10,11,12,8
12
13

10,11
13
13
13
13

10,11,12,4,2
12
13
13
12
13
13
10,8
13
13
13
12

Oclcc2e(c(c1)0)C(=0)OCC(CCC(=0)CCC/C=C\2)C

O=C([O-])Cclce(c(n1C)C(=0)clcec(ecl)CI)C
CCC(C)(C(=0)O[C@@H]IC[C@@H](C=C2C=C[C@H]([C@H]([C@H]12)CC[C@@H]1C[C@@H](CC(=0)01)0)C)C)C
Clclcec(c(c)F)C[C@@H](C)C(=O)N1CCN(c2c(cc(cc2)C)[C@@H](INH2+]CCNC)C(C)C)CC1

O=clc2c(ccee2)nc2n1CCelc2[nH]c2clecce2

CCclc2cc(cec2ne2c1Cnlc2ec2c(COC(=0)[C@]2(0)CC)c1=0)0
O=C(clcc(nnlclceec(c1)C[NH3+])C(F)(F)F)Nclcece(cel)eleecee1S(=0)(=0)C
COclc(e2e(e(ce(n2)n2eec(n2)C(C)C)O[C@H]2C[C@H]3C(=0)N(CCCC/C=C\[C@HJ4[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)cel)C
Clcleec(cel)C[C@@H](C)C(=0)N1CCN(c2c(cecc2F)[C@@H](NC(=0O)CC[NH+](C)C)C(C)C)CC1
CCI1=C(CCC(=0)0)/C(=C/c2c(c(c([nH]2)/C=C/2\C(=C(C)C(=0)N2)C=C)C)CCC(=0)[O-])/N=C1/C=C/I\C(=C(C=C)C(=O)N1)C
O=Cclc(nc(nlCclcec(ecl)clecceclclnnn[n-]1)CCC)CC

O[C@@H]([C@@H](0O)CC(C)O)[C@@H](NC(=0)C[NH3+])CC1CCCCC1
O=S(=0)(N(CC1CCN(C(=0)OCC(C)C)CCI)CICN(Cc2cnen2C)c2cec(cc2C1)C#N)clnceccl
O=C1CC(INH+]2CC[NH+](CCCN3c4cccecdSc4c3cec(ccd)CC(=0)[0-]))CC2)N(C)C(=O)NIC
COclcce(cc1OC)CCINH+](C)CCCC(C#N)(C(C)C)cleee(c(c1)OC)0C
Ncln(c2e(nl)cce(c2)/C(=C/C(=0)NC)/clccec(c1)F)S(=0)(=0)[N-]C(=0)N1CCCC1

clee(e(c(c1)CL/C=N/N=C(N)N)C1
CC/C=C(\C(FON[C@@H]1[C@H]2N(C(=C(COC(=0)N)CS2)C(=0)OCOC(=0)C(C)(C)C)C1=0)/clcsc(n])N
[nH]1c2¢(n(nc2CCC)C)e(=0)nclclc(cece(c1)S(=0)(=0)N1CC[NH+](C)CC1)OCC

O=C1C(c2cccec2)(c2eccec2)C(=0)N(COC)C(=0O)N1

O=C(clcenn1CCcleencel)Nelece(cel)Cl

O=C1CC(c2ccc(cc2)O)Oc2c1c(cc(c2CC=C(C)C)0)O

Cclnnc2nlclce(ec(ccl)Cl)C(=NC2)clcceccl

C[C@]12CC[C@H]3[C@H]([C@@H]1CC[C@]2(C#C)O)CCclc3cce(cl)O

CCIC@]1(0)C[C@@H]2CN(C1)CCele([nH]c3ceeee 13)[C@Q@I(C2)(C(=0)0C)c 1 e(cc2¢(c HC@]13[C@@HI(N2C) [ CRQ@I2(CIC@@]4(C=CC[NH+](CC1)[C@H]34)CC)OC(=0)N(CCCC2=0)0C
O=C(CNC(=0)C)NCCclcccecel

Clclcecc(cIN=CINCCNI1)Cl

COclc(cc2e(cl)oc(=0)ce2)[C@@H](O)[C@H](OC(=0)/C(=C/C)/C)C(C)(C)O
O[C@@H]1[C@@H](COC(=0)[C@H](C(C)C)[NH3+])O[C@H]([C@H]10)nlc(=0)nc(O)ccl
COclcc(c(c2c1C(=0)C1(02)C(C)CC(=0)C=C10C)C1)OC

O=C(NO)[C@@H](NC(=0)[C@@H](CC1CCCCC1)NC(=0)C)Cclcccecl
cle(e(=0)[nH]c(=0)n1[C@H]1[C@H]([C@@H]([C@H](01)CO)0)0)/C=C/Br

CC(clceee(c1)Ocleceecl)C(=0)[0O-]

CCCCCCCCCC(=0)[0-]

Cclen([C@H]2C[C@H](N=[N+]=[N-D[C@@H](CO)02)c(=0)[nH]c1=0
CCIC@H]10C(=0)[C@HI(C)CO[C@RHRCIC@@N(CYOO[C@Q@HIO)IC@HI(C)02)[C@HI(C)C(O[C@@HI20[C@HI(C)CIC@@HI([C@HI20)NH+(O)O)[C@ICAO)C[C@@HI(CY/C(=N/OCOCCOCY [C@HIOIC@@HI(O)[C@]1(C)0
O=CIN[C@@]2(C[C@H]2/C=C/CCCCCNC(=0)[C@H]2[C@H]1C[C@H](C2)Oclnc(nc2clccc(c2C)OC)clcce(ccl)F)C(=0)[N-]S(=0)(=0)C1CCl
C[NH+](C)CCCNI1c2c¢(ccec2)Sc2eee(ccl12)Cl

C/C(=N/C[C@H]1CN(C(=0)O1)clce(e(ccl)clnnc(s1)C[NH3+])F)/S

0O=S(=0)(clccc(ccl)N)Nelnceeel

CCEON(O)[C@@H](Cclcceecel)C(=0)N(C)[C@H](Celeceec]l)C(=0O)N(C)C(Celeccecl)C(=0)NC
COclc(cc2e(ne(nc2cl)N1CCN(CC1)C(=0)cleccol)N)OC
0=S(=0)([O-])CCNC(=0)CC[C@@H](C)[C@H]1CC[C@H]2[C@@H]3[C@H](0O)CC4C[C@H](0)CC[C@]4(C)[C@H]3C[C@H](O)[C@]12C
O=C(NCCC[NH+]1CCOCCH[C@@H](Cclccccc )NC(=0)C1(CCCCI1)NC(=O)clcc2cececc2ecl
0O=C(clcc2¢([nH]c(n2)SC)ecCHNICCC(C)CCl

C[NH+]1CCC[C@H]1clcnceel



C965
C966
C967
C968
C969
C970
C971
C972
C973
C974
C975
C976
CoT7
C978
C979
C980
C981
C982
C983
C984
C985
C986
C987
C988
C989
C990
C991
C992
C993
C994
C995
C996
C997
C998
C999
C1000
C1001
C1002
C1003
C1004
C1005
C1006
C1007
C1008
C1009
C1010

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13
13
13
13
13
10
13

12,2
13
13
12
13
12
13
13
13
13
13
13

12,2
13
13

10,11
13
13
13
12
12
13
10
13
13
13
13
13
13
13
12
13
13
13
13
13
13
13
13

CC1=NCCc2cl1[nH]clc2cec(c1)OC
0O=C1N2c3cccee3[C@@]34CC[NH+](C)CC5=CCO[C@@H](C)[C@H]([C@@H]23)[C@@H]5CC4=0
O=cloc2cccec2e(c1C(clceccc]l)CC(=0)C)O

O=C([N-]S(=0)(=O)clccec(cc10C)C)C(clec2e(cc1)OCO2)clen(c2elecc(c2)F)C
C[NH+]1C2CC[C@@H]1C[C@H](OC(clcc(cccl)Cl)cleee(cc1)CI)C2
CCICC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(0O)CC2(C)C1(0)C(=0)CO
C[C@@H]1[C@H2[C@@H]([C@H]3[C@@H](C(=O)C(=C([C@]3(C(=0)C2=C(c2clcccc20)0)0)0)C(=0)N)[NH+](C)C)O
[C@@H]12CC[C@](O)(C(=O)CO)[C@@]1(C)CC(=0)[C@H]1[C@H]2CCC2=CC(=0)CC[C@]12C
O=C([O-])Cclcce(ccl)Cnlenc2elceec2

CIC@@H]1/C=C/C=C(/C)\C(=0)NC2=C(O)c3c(c(cde(c3C(=0)/C/2=CN[NH+]2CCN(C)CC2)C(=0)[C@](0/C=C/[C@@H](00) [CRQ@H](C)[C@H](OC(=0)C)[C@H](O)[C@@H](O)[C@Q@H](C)[C@H] 10)(C)04)C)0
COclec2c(cc1)N1C3C4C(CC1=0)OCC=CIC[NH+]5CCC23C5CC41

O[C@@](CIN@@H+](Cclcec(ccl)clecece )NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Cclceecc1)C(=0O)N[C@H]1c2ccecc2C[C@@H]10
[NH3+][C@@H](Cclcceecl)C(=0)[O-]

O=C([O-])clen2[C@H](COc3c2c(cc(c3N2CC[NH+](CC2)C)F)c1=0)C
C/C=C(\C(=0)OC(C)([C@@H]1Cc2c(ccc3c20c(=0)cc3)01)C)/C

CC(C)[NH2+]CC(OC(=0)C1CC1)COclcecce1OCC=C

NC(=O)clceee(cl)Cnlenccl
O[C@@H]1[C@H](0C)C[C@H]2C(=0)C=C3C(CC[C@@]4(O)[C@@]3(0)CC[C@@H]4[C@@](C)(O)[C@H](0OC)CCC(C)O)[C@]2(C)C1
Cclncec2el[nH]clc2ece(el)O

Oclec2e(ccl)C[C@H]1[NH+](CC3(0)CC3)CC[C@]2(CO)C1(C)C
O=C(N[C@H]1CC[N@@H+](CC2CCOCC2)CCH[C@@H](Cclceccel )NC(=O)C1(CCCCI)NC(=O)clce2eceec2sl
O=C(Nclccee(c1)OCC)OCC[NH+]1CCCC1

CC(C)(C)[NH2+]CC(0)COclnsncIN1CCOCC1

O=C(OCI1C[C@@H]2[NH+](C)[C@H](CC2)C1)C(clccceel)CO
Nclnc2c¢(ce(cc2)/C(=C/C(=0)N)/c2ccc(cc2)F)n1S(=0)(=0)C(C)C

O=clc2c(cc(cc20)O)oc(cl)clec(c(c(c1)OC)OC)0C

CO/N=C(/N)\clcce(ccl)cleee(ol)clece(cel)/C(=N/OC)/N

COclcc(cee)[C@@]1(O)CCCC[C@@H]1C[NH+](C)C

Oclcee(cel)C(=0)0CCCCCCCC

CCI12CCC3C(CCC4=CC(=0)CCC340)Cc1ccC20

C=CCclccccc10OCC(O)CINH2+]C(C)C

CCCCCCCCCC(=0)Nclcenccel

O=C([C@@H](C)NC(=0O)C)NCCclcccecl

O=C([O-])clec2e(cel)Scle(ccecc )N2CCC[NH+]1CC[NH+](c2ce(=0)n(C)c(=0)n2C)CCC1
O=Clc2c(cc(cc20C(c2ec(c(cc2)OC)0)C1)0)O

[NH3+]Cclccee(cl)Celnceenl

CCCCCCCCCC(=0)OCclcccecl

O[C@H]1CC[C@H]2C[NH+]3CCc4c([nH]c5ccece4S)[ C@@H]3C[C@@H]2[C@H]1C(=0)OC
O=c1[nH]c(=0)n(cclF)[C@H]10[C@@H](COC(=0)CNC(=0)C(Cc2ccccc2)[NH3+])[C@H](O)C1
Nclnc2cee(ce2n1C(C)C)C(C(=0O)N)clccec(c1F)F

CCCCCCCCCC(=0)Oclcc(cccl)F

Nclnc2eee(ce2nlS(=0)(=0)C(C)C)/C(=C/C(=O)NC)/clcce(c(clF)F)F
O=CI1C[C@@H](IN@H+]2CCC[N@@H+](CCCN3c4c(cce(c4)CC(=0)[0O-])CCc4c3ccecd)CC2)N(C)C(=O)N1C
C[C@H]IC[C@HR[C@Q@H]BCCIC@@](C(=0)CO)(0)[C@@]3(C)C[C@HI(0)[C@Q@H]2[C@]2(C)C1-CC(=0)C=C2
O[C@@H]1[C@H](0)C[C@H]2C(=0)C=C3C(CC[C@@]HO)[C@@]3(0)CC[C@@H]4[C@@](C)(O)[C@H](OCC)CCC(CHO)O)[C@]2(C)C1
C[NH+]1CCC23C4C1Cclc2¢(c(cc1)OC)OC3C(C=C4)O



C1011
C1012
C1013
C1014
C1015
C1016
C1017
C1018
C1019
C1020
C1021
C1022
C1023
C1024
C1025
C1026
C1027
C1028
C1029
C1030
C1031
C1032
C1033
C1034
C1035
C1036
C1037
C1038
C1039
C1040
C1041
C1042
C1043
C1044
C1045
C1046
C1047
C1048
C1049
C1050
C1051
C1052
C1053
C1054
C1055
C1056

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-

13
13
13

12,8
13
12
13
13
13
13
13
13
13
13
13
13
13
12
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
12
13
13
13
13

10,11,5,6,8,2
13
13
13
13
12
13

Fele(eee(c1)NIC[C@H](CNC(=S)C)OC1=0)clnnc(s1)C[NH2+]C

O=clcc(c2eccecc2)oc2elece(c2)O

CH#HCCH#CC/C=C\CCCCC/C=C/C(=O)NCC(C)CC

COclec2ce(cenc2ec])[C@H](0)[C@H]1C[C@@H]2CCINH+]1C[C@@H]2C=C

CCHCCH#HCC/C=C\CCC/C=C/C(=O)NCC(C)C

C[C@H]10[C@@H](OC[C@@H]INC(=0)Cclcccecl)C(=C)clceeccl

N#Cclceee(cl)Cnlenc2clecec2

O=clcc(c2eec(cec2)OC)oc2clece(c2)OC

O=clcc(c2eee(c(c2)0)O)oc2cle(cc(c2)0)O

Fele(cee(c)NIC[C@H](CNC(=S)CC)OCI1=0)N1CCN(C(=0)CO)CC1

Ncelnc2ccee(ce2n1S(=0)(=0)C(C)C)/C(=C/C(=0O)N)/clcc(cc(cl)F)F
O=c1n(C)c(=0)n(C)c(c1)[NH+]1CC[NH+](CCC1)CCCNI1c2cccec2Sc2elec(cc2)C(C(=0)[O-))C
O=C1C[C@@H](IN@H+]2CC[N@@H+](CC/C=C/3\c4c(ccc(c4)C(=0)[O-])OCc4c3ccecd)CC2)N(C)C(=O)N1C
O=C(clnscc1[NH2+]Cclcenccl)Ncelecee(cl)C(F)(F)F

0=C(c1en(C2CC2)c2c(c(c(c(c2)N2CC(C)[NH2+]CC2)F)C)c1=0)[O-]
0=C1[C@@H]2C[C@@H](Oc3nc(nc4c3cce(c4C)OC)c3ece(ce3)F)C[C@H]2C(=0)N(CCCC/C=C\[C@H]2[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
O=Cl[C@@H]2C[C@@H](Oc3nc(nc4c3cce(c4)OC)c3cccce3)C[C@H]2C(=0)N(CCCC/C=C\[C@H2[C@@](N1)(C(=0)[N-]S(=0)(=0)CICCI1)C2)C
CC(O)C(=O)CC[C@@H]([C@H]1[C@H](O)C[C@@]2(C)C3=CCC4C(C)(C)C(=O)CC[C@]4(C)C3=CC[C@]12C)C(=0)[O-]
O=C(clcennlCCclcencel)Nceleee(eel)CC
O[C@@H[C@H](O)C[C@H]2C(=0)C=C3C(CC[C@@]4(O)[C@@]3(0)CC[C@@H]4[C@@](C)O)[C@H](0O)CCC(CHOO)O)[C@]2(C)CL
Nelnc2c(ec(ec2)/C(=C/C(=0)N)/c2ccec(c2F)F)n1S(=0)(=0)C(C)C
COclec2e(c(ee(n2)c2ne(cs2)C(C)C)O[C@H2C[C@H]3C(=0)N(CCCC/C=C\[C@H4[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)ccl
CCCCCCCCCC(=0)Oclcce(ccl)F

O=clcc(c2cee(cec2)O)oc2ele(ec(c2)0)0

O=clc(c(c2cee(cc2)O)oc2elc(ce(c2)0)0)O
Clcleec(cel)C[C@@H](C)C(=O)N1CCN(c2c(ce(ce2)C)[C@@H](NC(=0)CC[NH+](C)C)C(C)C)CC1
O=clc(en(C2CC2)c2clce(c(c2)N1CC[NH+](CC)C(C)C1)F)C(=0)[O-]
O[C@@H]1[C@H](O)C[C@H]2C(=0)C=C3C(CC[C@@]4(O)[C@@]3(0)CC[C@@H]4[C@@](C)O)[C@H](0)CCC(C)O)O)[C@]2(C)CL
CCCCcCceececece(=0)occe

O=C(Nclccee(c1)OCCCC)OCC[NH+]1CCCCI

O[C@H](c1c2cc(cec2necl)OC)[C@H] 1 [NH+]2CC[C@H](C1)[C@H](C=C)C2
Cleclcee(ecl)CIN+]12Cc3e(c(ccc3CClele(ec3ce(c1)OCO3)CC2)0C)0C

CCCC[N+](CCcey(ceecoe

NC(=N)clcee(ecl)cleee(ol)cleee(ccl)C(=N)N

CC(O)C[C@H]([NH3+])C(=0)[O-]

[NH3+][C@@H](CCC(=0)N)C(=0)[O-]
O=C(C1(NC(=0)c2nn(c(c2)c2c(cccc20C)OC)c2ecc(cc2C(C)C)C(=0)N(CCC[NH+](C)C)C)C2CC3CC(C2)CCIC3)[0-]
CC(C)(C)clcee(cel)S(=0)(=0O)Nclc(c(nc(nl)clnceen1)OCCO)Ocleccec10C
CC(C)(O/N=C(/clecsc(n])N)\C(=O)N[C@H]1[C@H](C)N(S(=0)(=0)[O-])C1=0)C(=0)0

N(C#N)/C(=N\C)/NCCSCclc([nH]en1)C

Ccle(c(nol)cle(ceecCHCH)C(=O)N[C@H]1[C@@H]2N(C1=0)[C@H](C(S2)(C)C)C(=0)[O-]
O=c1n(C2CC[NH+](CCCC(c3cce(cc3)F)c3cee(ce3)F)CC2)c2ccecc2[nH]1

cl(ccec(el)Celneeenl)clnnn[n-]1

O=C(N[C@@H]1CC2(OCCO2)C[C@@H]1C(=0)NO)clccc(cc1)OCclcc(ne2eleccc2)C
OC(C[NH2+]CCNC(=0O)N1CCOCC1)COclccc(cecl)O
C=Cl[C@@H]([C@@H](c2cnccc2)CC(=C)C)CCc2clcec(c2)Cele2e(cccl)[C@H]1C(=C2)CCCC1



C1057
C1058
C1059
C1060
C1061
C1062
C1063
C1064
C1065
C1066
C1067
C1068
C1069
C1070
C1071
C1072
C1073
C1074
C1075
C1076
C1077
C1078
C1079
C1080
C1081
C1082
C1083
C1084
C1085
C1086
C1087
C1088
C1089
C1090
C1091
C1092
C1093
C109%4
C1095
C1096
C1097
C1098
C1099
C1100
Cl1101
C1102

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-

13
13
13
13
13
13
13

10,12,5
13
13
13
13
13
13
13
13
13

12,7
13
13
13
13
13
13
13
13
13
10
13
12
13
13
13
13
13
12
13
12
13
13
13
13
12
13
13
13

[O-]C(=0)Cclccc(ccl)Cnlenccel

0=S1(=0)c2c(cccc2)C(c2ecc(ec2)O)(c2cec(cc2)0)01
Ccle([nH]e(c1CCC(=0)0)Ccle(c(c([nH]1)/C=C/1\C(=C(C)C(=0)N1)C=C)C)CCC(=0)[O-])/C=C\1/C(=C(C=C)C(=O)N1)C
CC(C)clne(ne(c1/C=C/C(CC(CC(=0)[0-])0)O)clcec(ccl)F)N(C)S(=0)(=0)C

Fclee(cecIN1CCS(=0)CC1)NIC[C@H](CNC(=0)C)OC1=0
CS(=0)(=0)Nclcc2e(cecl)N/C(=C\1/C(=0)[C@@H]3[C@H]4CC[C@H](C4)[C@@H]3N(C1=0)Cclccc(ccl)F)/NS2(=0)=0
clcee(ecl)CCINc2e(ce(c(c2)C(F)(F)F)S(=0)(=0)N)S(=0)(=O)N1

CC[NH+]1CCCCICNC(=0O)clc(cece(c1)S(=0)(=0)N)OC

Nclnenc2celnen2[C@H] 1 [C@@H](0)[C@H](O)[C@@H](CO)O1
O=C(C1=C(CS[C@@H]2N1C(=0)[C@H]2NC(=O)C(NC(=O)N1C(=0)C(=O)N(CC)CCl)clcec(cc1)O)CSclnnnn1CC)[O-]
Oclec(ce(c10)0)C(=0)0CCC
CC(C)(C)NC(=0)[C@H]1C[C@H]2CCCC[C@@H]2C[N@@H+]1C[C@@H]([C@@H](Cclccecc)NC(=0)[C@@H](CC(=0)N)NC(=O)c1nc2cecce2ec1)O
O=C([C@@H]1CSSCCC(=0)N[C@@H](Cc2ccc(cc2)0)C(=0)N[C@@H](Cc2cceec2)C(=0)N[C@@H](CCC(=0)N)C(=O)N[C@@H](CC(=0)N)C(=O)N1)N1[C@H](C(=0)N[C@@H](C(=O)NCC(=0)N)CCCN=C(N)N)CCC1
N=clccc2e(c3cccce3C(=0)OC)c3c(cc(cc3)N)oc2el

O=clc(c(Cc2ceccc20)n(CCO)ccl)O

O=C10C[C@H](Cc2cc3c([nH]cc3CC[NH+](C)C)cc2)N1
O=C([C@H](OCclccceel)[C@H](O)[C@@H](O)[C@@H](OCclccecec]l)C(=O)N[C@@H](C(C)C)C(=O)NC)N[C@@H]1[C@H](O)Cc2clccec2
Ccleenc2elne([nH]2)Celnc2e([nH]1)ec(cc2)/C(=N/O)/N
Cnlenecc1CN(CCN(CCICCN(C(=0)OC(C)(C)C)CC)S(=0)(=0)clen(enl)C)clece(cel)CHN
0=C10C[C@@H2[C@H](O[C@H]3[C@H](0)[C@@H](0)[C@@H]40[C@H](C)OC[C@H]403)c3c(ccde(c3)0CO4)[C@H]([C@@H]12)c] ce(c(c(c1)OC)0)OC
0=C(OC(C)(C)C)N1[C@H)(C(=0)N[C@H](Cc2cccee?)C(=0)N([C@@H](Ce2¢[nH]en2)C(=0)N[C@@H]([C@@H](0)C[C@@H](C(C)C)C(=0)N[C@H]([C@H](CC)C)C(=0)NCe2nceee2)CC(C)C)C)CCCL
O=C(clce(nnlclccec(c1)C(=N)N)C(F)(F)F)Ncle(ee(ecl)cleceec1 S(=0)(=0)C)F
C[NH+]1C(CNc2cce(cc2)C(=O)N[C@H](C(=0)[O-])CCC(=0)[O-])CNc2clc(=0)nc(N)[nH]2
O=C(C1=C(CS[C@@H]2N1C(=0)[C@]2(NC(=0)Cclcccs1)OC)COC(=0)N)[O-]
O[C@@H]1[C@@H](COC(=0)[C@H](Cc2ccccc2)[NH3+])O[C@H]([C@H]10)n1c(=0)nc(O)ccl

NC(=N)clcec2e(cl)[nH]e(n2)clceeenl
O=c1[nH]c(=0)n(cc1F)[C@H]10[C@@H](COC(=0)[C@H]([C@@H](C)CC)N)[C@H](OC(=0)[C@H]([C@@H](C)CC)[NH3+])C1
C[C@@H]10[C@@H](O[C@H2CC[C@]3(C)[C@HJ4CC[C@]5(C)[C@H](CCIC@]5(0)[C@Q@H]4CCC3=C2)c2coc(=0)ce2)[C@H](O)[C@H](O)[C@H]10
CCNC(=0)[C@H]1CCCNIC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@H](NC(=0)[C@@H)(NC(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@H](NC(=0)[C@H] 1 CCC(=0)N1)Cc lene[nH] 1)Cel e[nH]c2cceee12)CO)Cel eee(ee 1 )O)CC(C)C)CC(C)C)CCCN=C(N)N
NC(=N)clcce(ccl)CNC(=0)[C@@H]1CCN1C(=0)[C@H]([NH2+]CC(=0)[O-])C1CCCCCl
0=S(=0)(clccec(ccl)C(INH+]ICCN(C2CCC2)CCCl)cInnnnlCcleccecl)C

O=c1c2¢(n(cn2)COC(CO)CO)nc(N)[nH]1

O=C([O-])C(NC(=O)clccc(cecl)Cl)Celec(=0)[nH]c2c1ccee2
COclec2e(c(ce(n2)e2ese(n2)NC(C)C)O[C@H2C[C@H]3C(=0)N(CCCC/C=C\[C@HMU[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)ccl
O=C([O-])clc(ne(nlCclcec(ccl)clececclclnnn[nH]1)CCCC)Cl
CCOC(=0O)[C@H](CCclcccec)[NH2+][C@@H](C)C(=O)N1CCC[C@H]1C(=0)[0-]

[0-]C(=O0)[C@H](NC(=0)C(C(C)O)INH3+])C(C)C

[O-1C(=O)C[C@H](NC(=0)[C@@H]1CCCN(C1)C(=0)CCCICC[NH2+]CCl)clencecel
0=S(=0)(N(CCnlccccl)C1CN(Cc2enen2C)c2ecc(cc2C1)C#N)clen(enl)C
O=C([C@H]I[N@@H+](C[C@@H](0)[C@@H](NC(=0)c2cccc(c2C)O)CSc2ccecc2) C[C@H]2CCCC[C@@H]2C1)NC(C)(C)C O=C([O-
DIC@@H](NC(=O)clccc(ccl)N(Celne2e(ne(ne2ne 1 )N)N)C)CCC(=0)O CC(C)[C@H]([NH3+])C(=0)OCCOCnlenc2el[nH]c(ne2=0)N
[NH3+][C@@H](C(=O)N[C@H]1[C@H]2SCC(=C(N2C1=0)C(=0)[O-])CScln[nH]ncl)clccc(cc1)O
Clele(c(ceel)CHC(=O)N[C@@H](Cclccee(cel)ele(c2eec(cc2)F)enn(C)c1=0)C(=0)[O-]
O=clcc([NH2+]CCC[NH+]2CCC(CN3c4cccccdScac3ec(ccd)C(=0)[0-])CC2)n(C)e(=0)n1C
CCOclnc2ccee(c2nlCelecc(ecl)cleccccleln[nH]nnl)C(=0)[O-]



C1103
C1104
C1105
C1106
C1107
C1108
C1109
CI1110
Cl111
Cl112
C1113
Cl114
CI1115
Cl116
C1117
CI118
CI1119
C1120
Cl121
Cl1122
C1123
Cl1124
C1125
C1126
C1127
Cl1128
C1129
C1130
Cl1131
C1132
C1133
Cl1134
C1135
C1136
C1137
C1138
C1139
C1140
Cl141
Cl1142
Cl1143
Cl144
Cl1145
Cl146
C1147
C1148

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-

13
13
13
13
12
12
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
13
12
13
12
13
12
13
13
13
13
13
13
13
13
13
13
13
13
10
10

CCIC@H]I[CQ@I(C@@HI(CR@H](C(-0)[C@@H|(CICR@NC@@HI(C@@HI(C@@H)(C@@H(C(-0)01)0)0C@@H]ICIC@@)(C@@HI(C@@H](01)C)0)CIO0IC)O[C@H] [C@@HIC@@HI(CIC@@H)O1C)NHICICI0XC)0)CICI0XCI0
Oclec(ce(c1)0)C(O)C[NH2+]C(C)C

O=clc2c(cc(c(c20)0)0)oc(c10)clee(c(ccl1)O)O
O=clcc(c2cee(cc2)O)oc2ele(c(c(c2)O)[C@@H]10[C@H](CO)[C@@H](0)[C@H](O)[C@H]10)0
CI[C@H](O)[C@@H](CO)O[C@H]1nlcc(F)c(=0)[nH]c1=0

CC(NC(=0)C([NH3+])CC(=O)N)C(=O)N

O=CINCC2(CCC[NH2+]C2)c2clcc([nH]2)clcene(nl)clcc2ecccc2ol
0=S(=0)(clccc2ccecc2c1)NC(Celee(cec)C(=N)N)CC(=O)N1CCCCCIC(=0)[0O-]
NC(=N)clcce(cecl)CNeleee2e(c1)C(=0)N(CC(=0)N2C)CCC(=0)[O-]

O=clc2c(c(c(cc2)C)C)oc2eleccc2CC(=0)0[C@@H] 1 [C@@H](0)[C@H](O)[C@@H](0)[C@H](C(=0)[0-])O1
NC(=0)[C@H](NC(=0)[C@@H](Celc[nH]c2¢ 1 ccec2)NC(=0) C@H]IN(C(=0)[C@@H](Cc2ccc(cc2)O)NC(=0)CCC(=0)C[C@@H2[C@@H]([C@H]([C@H](0)[C@@H](CO)02)0)0)CCC 1)Cel ccccc]
COclec(ce(c10C)OC)C(=0)N1CC[C@@](c2cce(c(c2)CI)Cl)(CCINH+]2CCC(C(=0)N)(c3ceenc3)CC2)Cl
O=S(=0)(N(Cclnccccl)C1CN(Cc2enen2C)c2eec(cc2C1)C#N)clneeecl
O=C(NC(C(=O)N[C@@H](C(=0)[O-]))CCC(=0)[O-DC(O)O)[C@@H](NC(=O)CIN(C(=0)[C@H]([NH3+])Cc2ccc(cc2)O)CCC1)Celeceecl
NC(=0)[C@@H](NC(=0)C(Cclc[nH]c2c1ccec2)NC(=0)[C@@H]IN(C(=0)[C@H](Cc2cec(ce2)O)NC(=0)C(INH3+])CCCCCCCCCC)CCC)Cel eccecl
O=C(NCCC[NH+]1CC(C)NC(C)C)[C@@H](Cclcceecl )NC(=0)C1(CCCCI)NC(=0)clcc2cecce2sl
O=C(OC)[C@H](NC(=O)CNC(=0)[C@@H](NC(=0O)CNC(=0)[C@@H](NC(=O)C([NH3+])Cclccec(cc1)O)CC(C)C)CO)Celcec(cec1)O
O=c1n(C)c(=0)n(C)c(c1)[NH+]1CCC[NH+](CC1)CCCN1c2ccee(c2Sc2clcecec2)C(=0)[O-]
O=C(N[C@@H](CCCC[NH3+])C(=O)N[C@@H](C)C(=O)N)CNC(=0)C
CnlenccCN(CCN(Celeceec1C)S(=0)(=0)clen(enl)C)elecc(cecl)elecceel
Clclece(cc])C[C@@H](C)C(=0)N1CCN(c2¢(ccec2F)[C@@H]([INH2+]CCNC)C(C)C)CCl
OCC(clceceel)C(=0)OC1CC2C3C(03)C(CI)[NH+]2CC

0=S(=0)(clccc2ececc2e ] )NC(Celee(ceel)C(=N)NC)CC(=O)N1CCC(C(=0)[O-])CCl1
O=C(O[C@@H]1[C@H](c2ccc(c(c2)0)0)Oc2c(c(cc(c2)0)0)Cl)clec(c(c(c1)0)0)0
0=C1c2c(c3c(c(c2C(=0)c2c1c(cec2)0C)0)C[C@@](C[C@@H]30[C@@H]10[C@@H](O)[C@@H](0O)[C@@H]([NH3+])C1)(0)C(=0)C)O
clec(ecclelec(=0)c2e(c(c(cc20])O[C@H]1 [C@@H]([C@H]([C@@H]([C@H](01)C(=0)[0-])0)0)0)0)0)O
Oclce(cee10)CC(C(=0)[0-])OC(=0)/C=C/clcce(c(c1)O)O

CC-CCCICR@ICONO[C@HIIO[C@Q@HICO)C@HIONC@@HO)C@@H]I0)C@H]I CCIC@@PO[C@@HII[CR@HIOXCIC@HNIICRQ@BOCCIC@Q@HIO)CCCOICE@HBICR@HKCICR@P100[C@H] I 0[C@@HICOIC@@HOC@@HIOIC@Q@HII0)C
O=CINC(C(=O)NCC(=O)NCC(=O)NC(C(=O)NC(C(=O)NCI1Cclc[nH]c2c1ceccc2)C)CC(=0)[O-])C
OC[C@H]10[C@@H](Oc2c(cc(ce2)c2c(0)c(=0)c3c(ce(cc302)0)0)0)[C@H](0O)[C@@H](O)[C@@H]10
0=S(=0)(clccc2cccec2e])NC(Celee(cee1)C(=N)N)CC(=0)N1CCC(C)CC1
COclcce(cel)ecle(O[C@@H]20[C@@H](C)[C@H](0O)[C@@H](0)[C@H]20)c(=0)c2c(cc(c(c201)CC=C(C)C)0)O
cl(c(cceel)clnnn[n-]1)Cnlenc2elecce2

O=C(clce(nnlclceec(c1)C[NH3+])C)Nclece(ecl)cleecce1S(=0)(=0)N

C((C@@H][C@@H]([C@@H]([C@H]([C@H](01)OC[C@@H [C@H]([C@@H]([C@H]([C@H](01)O[C@]1([C@H]([C@@H]([C@H](01)C0)0)0)C0)0)0)0)0)0)0)0
Oclee2e(cel)e(clece(=0)eclo2)clece(ce1C(=0)[O-])NC(=S)NCCOC(=0)CCC(=0)N[C@H](Ceclc[nH]en1 )C(=O)NCCCC(=O)N[C@H](CCCNC(=N)N)C(=0)N[C@@H](C(=O)N[C@H])(CCCNC(=N)N)C(=O)N[C@@H](C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](C(=0)N)CCCNC(=N)N)CCCNC(=N)N)CCCNC(=N)N
O=C([N-]S(=0)(=O)c1ccec(cc10C)C)C(clec2e(ce1)OCO2)clen(c2elcec(c2)CO)C
Oclec(cee10)CC(C(=0)0)OC(=0)/C=C/clcee(c2c1C(C(=0)OC(C(=0)[O-])Cclece(c(c1)0)0)C(clcec(c(c1)0)0)02)O
CC(=O)N[C@@H](Cclccceel)C(=O)N[C@H](Cclceecc]l)C(=O)N
O=CI1C[C@@H](c2ccc(cc2)O[C@@H]20[C@H](CO)[C@@H](O)[C@H](0)[C@H]20)Oc2c1ccc(c2)O
ClC@@N2CCCIC@@](CHC(=0)0C3[C@@H](0)[C@H](0)[C@@H](0)[C@H](CO)O3)[C@H]1CC[C@]13C2CC(O[C@@H]2[C@@H](O[C@@H]4[C@@H](0)[C@H)(0)[C@@H](0)[ C@H](CO)04)C(O[C@@H4[C@@H])(0)[C@H](0)[C@@H](0)[C@H](CO)O4)[C@@H](0)[C@H)(CO)02)[C@H](C(=C)C1)C3
O=clce(c2cec(c(c2)0)OC)oc2clc(cc(c2)O[C@@H]10[C@H](CO)[C@@H](0)[C@H](O)[C@H]10)O
O=C(N)[C@H](NC(=0)[C@@H](NC(=O)CNC(=0)[C@@H](NC(=0)[C@@H](INH3+])Cclccc(cc1)O)C)Ccleceec1 )CCSC
NC(=N)clcee(ecl)COcleec2e(c1)C(=0)N(CC(=0)N2CC)CCC(=0)0CC
CCICC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(0)CC2(C)C1(0)C(=0)COCIOC(C(O)C(0)C10)C(=0)[0O-]
CC(C)(O)S(=0)(=0)C[C@H](Cclceeee)C(=O)N[C@@H](Cclc[nH]en1)C(=O)N[C@@H](CC1CCCCCI)[C@@H](0O)[C@@H](0)CI1CC1



C1149
C1150
Cl1151
Cl1152
C1153
Cl1154
C1155
C1156
C1157
C1158
C1159
C1160
Cl1e6l
Cl1162
C1163
Cl164
C1165
C1166
Cl1167
C1168
C1169
C1170
C1171
C1172
C1173
Cl174
C1175
C1176
C1177
C1178
C1179
C1180
Cl1181
C1182
Cl1183
Cl184
C1185
C1186
C1187
C1188
C1189
C1190
Cl1191
C1192
C1193
C1194

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP-
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13
13
13
12
13
13
13
13
13
13
12
13

11,8
13
13
12
13
13
13
13
13
12
13
13
13

12,2
13
13
13
13
13
13
13
13
13
13
10
13
13
13
13
13
12
10
13
13

Cnlencc1CN(CCN(Celeceec1C)S(=0)(=0)clen(enl)C)clecc(ccl)CHN

CCI(C(N2C(S1)C(C2=0)NC(=0)C(clcccec)[NH3+])C(=0)[O-])C
Clcleec(cel)C[C@@H](C)C(=0O)N1CCN(c2c(ceec2F)[C@@H](NC(=0)C[NH2+]C)C(C)C)CC1
COclcce(cel)ele(O[C@HI20[C@@H](O)[C@@H](0)[C@H](0)[C@H20[C@H20C[C@@H](O)[C@@H](0) C@@H]20)c(=0)c2¢(c(c(cc20)0[C@HI20[C@@H](CO) CR@H](O)[C@@H](0) CR@H]20)CC=C(C)C)ol
OC[C@]1(O[C@@H2[C@@H]([C@H]I([C@@H]([C@H](02)CO)0)O0)0)[C@H]([C@@H]|([C@@H](CO)01)0)0O
O=CIN(C)[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N[C@H](Cc2c[nH]c3c2cece3)C(=0)N[C@H](C(=0)N[C@H] 1 [C@@H](C)O)CCCC[NH3+])Cclecece 1 )Celececel
O=clc(c(c2cec(c(c2)0)0)oc2ele(ce(c2)0)0)0[C@@H]10[C@@H](C)[C@@H](0)[C@@H](O)[C@@H]10
Oclee2e(cel)e(clece(=0)eclo2)clece(cc1C(=0)[O-])NC(=S)NCCOC(=0)CCC(=0)N[C@H](C)C(=O)NCCCC(=O)N[C@H(CCCNC(=N)N)C(=O)N[C@@H](C(=0)N[C@H](CCCNC(=N)N)C(=0)N[C@@H](C(=O)N[C@H](CCCNC(=N)N)C(=O)N[C@@H](CCCNC(=N)N)C(=O)N[C@@H](C(=0)N)CCCNC(=N)N)CCCNC(=N)N)CCCNC(=N)N
O=CIN[C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N[C@H](Cc2c[nH]c3c2ccee3)C(=0)N([C@H](C(=0)N[C@H]1 [C@@H](C)O)CCCC[NH3+])C)Cclececel)Celeceeel
CCCC(CCO)C(=0)[0-]

COclcec2eelOclecc(ecl)C[C@H]1c3c(c4c(cc3CCINH+]1C)OCO04)Oclc(ec3e(cl)[C@@H](C2)N(C)CC3)0C

clencecel

Ccele(c(c(c(c1C)C)C1=CC(C)(C)C(=C)C(c2clc(c(c(c2C)C)C)C)C(CY(C)O)O)C

Cclee(cecIN)clnc2cee(cec2s1)I

CN(C)C(=N)N=C(N)N
CIC@HII0[C@Q@HICIC@Q@HIO)C@Q@H]I0)O[C@HI[CR@HIO)C[C@@HIO[C@HRIC@@HI0)CIC@@HIO[C@HBCCICE@HC)[C@@H ) CCIC@HISIC@@HHCIC@@HIO)[C@@HC)[C@@H)CCICR@ISH0ICA-CC-0)0CHCIO[C@Q@HIC)O[C@@HIIC
CCLH(C)O[C@@H]2CO[C@]3(COS(=0)(=O0O)N)[C@@H](OC(C)(C)O3)[C@@H]201

O=C([O-])clcenecl
Brele(cee2e1ne(cc20[C@H]1CN(C(=0)[C@H](C(C)(C)C)NC(=0)OC2CCCC2)C(C(=0)N[C@]2([C@H](C=C)C2)C(=0)[O-])C1)clese(nl)NC(=0)C(C)C)OC
C[C@]12CCC34CC53CC[C@@H](C(C5[C@H](C[C@H]4[Ca@] 1 (C[C@@H](C2[C@@]1(CC[C@@H](O1)C(C)(C)O)C)O)C)O)(C)C)O
O[C@@H]10[C@H](CO)[C@@H](0)[C@H](O)[C@@H]10

O[C@@H](C(=0)0[C@@H]1 C(=C2[C@@H](OC(=0)C)C(=0)[C@13(O[CRQ@H](0)C[C@HKHOCIC@@I4(OC(=0)C)[C@HB[C@HI(OC(=0)c3ceeee3) [C@N(0)(C C2C)O)O)[C@@HINC(=0)e lcceee e leeeeel
O=C(N[C@@H](C1CCCCC1)C(=O0)N[C@@H](C(C)(C)C)C(=O)N1C(C(=O)N[C@@H](CCC)C(=0)C(=0)NC2CC2)[C@H]2CCC[C@H]2CI)clncencl
O=CIN([C@H](C(=0)N2[C@@H](CCC2)C(=0)N[C@H](C(=0)N([C@H](Cc2c[nH]c3c2ccec3)C(=0)N([C@H](C(=0)N[C@H] 1 [C@@H](C)O)CCCC[NH3+])C)C)Cclececel)Celeceee1)C
O=C([O-])clec(cceclO)clece(cclF)F

CN/C(=N/C#N)/NCCSCclcsc(nl)N=C(N)N

CIC2CC3CCI1CC(C2)(C3)[NH3+]

Clclec2e(n(e(c2C(=0)c2cces2)0)C(=0)N)ccel

O=CINCC2(CCC[NH2+]C2)c2clcc([nH]2)clcenc(nl)clecc(ncl)OCCCOC
OP(=0)(Cclcc(ce(cl)clc2e(cece2)cecl)C[C@H]([NH3+])C(=0)[O-])[O-]

0=C(clce(ne(c))N(C[C@H] 1 [C@@H](C)C1)C)N(C)S(=0)(=0)C)N[C@@H](CNc 1 cecee N [C@@H](0)C[C@@H](OC)C(=0)N[C@@H](C(C)C)C(=0)NCe  cecec|
COclc2e(c(c(c1)C(=0)O0C)clc3c(c(cc1C(=0)0C)0C)0CO3)0CO2
CS(=0)(=0O)Nclcecc2oc(c(c2¢1)C(=0O)clcec(cc1)OCCCINH+](CCCC)CCCo)ccee
O=CIN(C(=0)CC2(CCCC2)C1)CCCC[NH+]1CCN(CCl)clncecenl

O=c1n(C2CC[NH+](CCCn3c4cccccd[nH]c3=0)CC2)c2ccc(cc2[nH]1)Cl
O=C(N[C@@H]IC[C@@]2(CCCO2)C[C@@H]1C(=0)NO)clccc(ccl1)OCclce(nc2eleecc2)C
COclcece(cecl)C1Sc2ececc2N(CC[NH+](C)C)C(=0)C10C(=0)C
O=C(C[C@@H](C[C@@H](CCnlc(c(c(c1C(C)C)C(=0O)Nclecceel)cleceecl)cleee(ce1)F)O)O)[O-]
O[C@@H]([C@@H](0)CC(C)O)[C@@H](NC(=O)[C@H](Cclcsc(nl )N)NC(=O)[C@H](Ccleccecl)NS(=0)(=0O)N1CCOCC1)CCICCCCC1
O=C([C@H]IN(C(=O)[C@H](C)CS)CCCN)[O-]

Clclcece(c1Cl)cle(ne(nnl)N)N

Nclne2e(nen2COCCOC(=0)C([INH3+])C(C)C)c(=0)[nH]1

C[C@@H](CONC(=0)[C@H]1CINH+](C)[C@@H]2Cc3c[nH]c4ccce(c34)C2=Cl
COCC(=0)OCI1(CC[NH+](C)CCCc2nc3ceccee3[nH]2)CCc2c(cec(c2)F)C1C(C)C
O=C(N1CCC(C[C@@H]([C@H]2Cc3ccccc3NC2)CC(=0)[O-]))CCI1)CCclecc2e(nl)NCCC2

Oclc(cee(c1)CCC(=0)cle(cc(c(c10)[C@H]1 [C@H]([C@H]([C@H](0)C(CO)01)0)0)0)0)0



C1195
C1196
C1197
C1198
C1199
C1200
C1201
C1202
C1203
C1204
C1205
C1206
C1207
C1208
C1209
C1210
CI211
Cl1212
C1213
Cl1214
C1215
Ci1216
C1217
C1218
CI1219
C1220
C1221
C1222
C1223
C1224
C1225
C1226
C1227
C1228
C1229
C1230
C1231
C1232
C1233
C1234
C1235
C1236
C1237
C1238
C1239
C1240

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

13
13
13
13

10,11
13
13
13
13

12,2
13
13
13

12,52
13
13
13
13
13
13
13
13
13
13

12,4
13
13
13
13
13
13
13
13
12
13
13
13
13
13
13
13
13
13
13
13
13

O=C(C[NH3+])CCC(=0)[O-]
CCCOclec2e(cel)[C@H](clece3e(c1)0OCO3)[C@@H](C=O)[O-D[C@@H]2c1c(cc(cc1)OC)OCC(=0)0
CCC(=0O)N(clececcl)C1(CCINH+](CC1)CCnle(=0)n(nn1)CC)COC
CCI=C(N2[C@H](SC])[C@@H](C2=0)NC(=0)C(clcccccl)[NH3+])C(=0)[O-]
CNI1C(=C(0)c2c(cccc2)S1(=0)=0)C(=0O)Nclncc(s1)C
CIC@H]1/C=C/C=C(/C(=0)NC2=C3C(=NC4(N3)CC[NH+](CC4)CC(C)C)e3cde(c(e(c3C2=0)0)C)0[C@Q@](C4=0)(0/C=C/[C@@H]([C@HI(C([C@@H]([C@@H]([C@@H]([C@H]10)C)0)C)OC(=0)C)C)OCICNC
cl(cccccl)Cnle(nnnl)C([INH+]1CCN(C2CCC2)CCCl)clcee(ccl)nlenenl
OC[C@@H]1CC[C@H](n2cnc3c2nenc30)01
[NH3+][C@@H](CCCCCCCCCC)C(=O)N[C@@H](Cclcce(ce1)O)C(=0)NCC(=O)NCC(=O)N[C@@H](Cclcccec] )C(=O)N[C@@H](CC(C)C)C(=O)N
clen(enl)C[C@@]1(OC[C@@H](01)COclcee(ccl)NICCN(C(=0)C)CCl)cle(ce(ccl)CHCL
CC(=0)clcee(cc)NICC(CNC(=0)C)[NH+](C)S1=0
CCl({[C@@H](N2[C@H](S)[C@@H](C2=0)NC(=0)C(clcccecl)[NH3+])C(=0)OCOC(=0)C(C)(C)C)C
O[C@@H][C@@H](O)[C@@H](Cc2ccccc2)N(Ce2cecee(c2)N)C(=0O)N(Ce2cc(ccc2)N)[C@@H]1Cclcccecl
CC1Nc2ce(c(cc2C(=0)N1clc(ccecel)C)S(=0)(=0)N)Cl
O=C(clcenn1CCcleencel)Neleee(cel)OC(F)(CHF

[NH3+][C@H](CC(=0)OCclcceccl )C(=O)NC(C(=0)[O-])C

CC[NH+]1CCCCICNC(=0)clce(c(cc I0C)N)S(=0)(=0)CC
0=C1C(Cn2ccnc2C)CCe2n(c3c(cl12)ccec3)C

Oclccee(cl)clnce(ol)cleee(cel)O

Oclcee(cel)C(=0)0C

O=C([O-])CC[C@@H](NC(=O)cleccc(c(c1)CHCHC(=0O)N(CCCOC)CcCCccee
C[C@H]1CN(c2e(c3c(c(c2F)N)c(=0)c(cn3C2CC2)C(=0)[O-))F)C[C@@H](C)[NH2+]1
FC(clce(ceel)C1=CC[NH+](CCc2ccc3ccecc3c2)CCl)(F)F

O=C(clnsccl[NH2+]Cclc2cccee2necl )Nelecee(cl)Br
Fclc2ce(cecl)O[C@@H]1[C@@H](02)C[NH2+]C1
CC[C@H]l[C@@H]2[C@@H]([C@H](C)C(=0)02)C2C3C1CCCC[NH+]3CC2
CCCCNC(=0)[N-]S(=0)(=O)clccc(cel)C
O=CIN([C@H](c2cc3cecee3nc2)CC(=0)[O-])CC[C@H]1CCCclcec2e(nl )NCCC2
O=C(N(C)C(Cclce(c(cec1)O)C(C)(C)C)C(=0)N)C(C(C)YC)N(C)C(=0O)[C@@H](INH3+])Cclcececel
O=CNclcc(cce10)C(O)CINH2+]C(C)Celece(ec1)OC

NC(=NCC1COc2ccccc201)N

0O=C1N2c3cc(cce3CCC2CO1)C(=0)C

O=C([O-])CC1=C(C)/C(=C/c2ccc(cc2)S(=0)C)/c2clcc(cc2)F
C[C@]12CCC[C@](C)(CICC[C@]13CC(=C)[C@](O)(C1)CCC23)C(=0)[0O-]
[C@@H]12[C@]3(0)CCC(=0)[C@H]4[C@]3(CC[NH+]1CC=C)clc(c(ccc1C2)0)04
[n+]12¢(cc3ceede(c3¢1)OCO4)clcc3c(ecc1CC2)0CO3
O=C([O-])cleccc(cc10CC)CC(=O)N[C@H](clcececc INICCCCC)CC(C)C

O=cloc2c(ccce2)cel

[O-1C(=0)clcc2e(ccl)C(=0)OC12¢2¢(ce(cc2)0)Oc2clecc(c2)O
C[C@@]12CC[C@@H]3[C@H](CCC4=Cc5c(cnoS)C[C@@]34C)[C@H]1CC[C@]2(O)C#C
COclc2e(c(c3c1cco3)OCCIC(C)O1)C)oc(=0)cc2
CICN(CC[NH+]1CC/C=C\1/c2cccee2Sc2clec(ce2)C(F)(F)F)CCO
cl(cceecl)CI(CCCCCI)[NH+]1CCCCC1

COclcee(c2clecec2)CCCNICC[NH+](C2CCCCC2)CCl
O=C([O-])C1=CC(C(C(01)C(C(0)CO)OC1(C(C)CI)CNC(=0O)C(C(C)C)C[NH3+])NC(=0)C)N=C(N)N
[O-]C(=O)clcec(cel)Celnccenl



C1241 CacoP CacoP+ 13 0O=S(=0)(clccc2ececc2c1)NC(Celee(cec1)N)CC(=O)N1CCC(C)CC1

Cl1242  CacoP CacoP+ 13 0O=C(Cclc(nc2ccc(enl2)C)elece(cc1)C)N(C)C O=C([O-

C1243 CacoP CacoP+ 13 ])CecleeceelNele(ceec1CICl

C1244  CacoP CacoP+ 12 CINH+]1[C@H]2CC(C[C@@H]1[C@H]10[C@@H]21)OC(=0)[C@H](CO)clcceccl
C1245  CacoP CacoP+ 13 CC(clcee(s1)C(=0)clceecc]l)C(=0)[0O-]

C1246  CacoP CacoP+ 11 Oclcee(ce1C(=0)N)[C@H](O)C[NH2+][C@H](C)CCclcceecl

C1247  CacoP CacoP+ 13 CC[NH+](CC)CC(=0O)Nclc(ceec1C)C

C1248  CacoP CacoP+ 13 COclc(cc2e(c(ne(n2)N2CCN(C(=0)C3CCCO3)CC2)N)c1)0C

C1249  CacoP CacoP+ 13 O=C(clcenn1CCclcenccl)Nelee(c(ccl)C(F)(F)F)CI

C1250  CacoP CacoP+ 13 CC[NH+](CC)CCCC(C)Nclc2eee(ce2neel)Cl

C1251 CacoP CacoP+ 13 O=S(=0)(N(CCnlcecccl)C1CN(Cc2enen2C)c2ecce(cc2C1)C#N)clncceecl
C1252  CacoP CacoP+ 13 Nelne(e(e(nl)N)eleee(eel)Cl)CC

C1253  CacoP CacoP+ 13 CC(=0)clccc(cc)NICC(COCOCCC)OC1=0

C1254  CacoP CacoP+ 13 O=C(N(CICC[NH+](C)CC1)Cclcce(ccl)C)Celece(cecl)OC

C1255  CacoP CacoP+ 12 [NH3+]C1COC(OC1)C(=C)clcceccl

C1256  CacoP CacoP+ 13 Fclee(cccIN1CCS(=0)CC1)N1C[C@H](CNC(=S)C)OC1=0

C1257  CacoP CacoP+ 13 C[NH+](C)CCC=Clc2ccccc2CCc2cccccl2

C1258 CacoP CacoP+ 13 0O=S(=0)(Nclnccccl)cleee(ecl)/N=N/clcce(ccl)O

C1259  CacoP CacoP+ 13 CCCCC/C=C\C/C=C\CCCCCCCC(=0)0CC/C=C/clccc(c(c1)OC)OC

C1260  CacoP CacoP+ 13 N/C(=N/O)/clccc2e(cl)[nH]c(n2)clnceecl

C1261 CacoP CacoP+ 13 CCCCCCCCCC(=0)clnc2c(ccec2ecl)O

C1262  CacoP CacoP+ 13 [O-]C(=O)clccee(cl)Cnlnececl

C1263  CacoP CacoP+ 10 CCICCC2C(C)C(=0)0OC30C4(C)CCC1C23004

C1264  CacoP CacoP+ 13 CC[NH+](CC)CCNC(=0)clee(c(cc10C)N)CI

C1265 CacoP CacoP+ 13 CCC(clcce(ecl)N1Cc2¢(ceec2)C1=0)C(=0)[O-]

C1266  CacoP CacoP+ 13 C[NH+](C)CCC(clcee(ccl)Br)cleccenl

C1267  CacoP CacoP+ 13 O=clc2c(ccee2)[n+](c2n1CCelc2[n-]c2clccec2)C

C1268 CacoP CacoP+ 13 C[NH+]1CCc2cc(c(cc2C1Cclee(c(cc1)OC)OC)0C)0C

C1269  CacoP CacoP+ 13 CS(=0)(=O)Nclccec(cl)Cnlenc2clecce2

C1270  CacoP CacoP+ 13 CC(=0)clccc(cc1)NCC(NC(=0)C)O

C1271 CacoP CacoP+ 12 COclc(ec2e(c1)CCINH+]1C2CC(O)C(CC(C)O)C1)0C

C1272  CacoP CacoP+ 12 O[C@H](clcceec)[C@@H]([NH2+]C)C

C1273  CacoP CacoP+ 13 CC(cleee(ce)NCC(=C)C)C(=0)[0O-]

C1274  CacoP CacoP+ 13 O=C(NCCC[NH+]1CCOCCH[C@@H](Cclccccc )NC(=0)C1(CCCCCI)N(C)C(=0O)clce2ecece2sl
C1275 CacoP CacoP+ 13 Nclnc2cee(cc2n1 C1CCCC1)C(C(=O)NC)clecccclF

C1276  CacoP CacoP+ 13 O=C(clce(nnlclccec(c1)C[NH3+])C)Nele(ce(cel)cleceec1S(=0)(=0)C)F Nclnc2eec(cc2nlS(=0)(=O)[N-
C1277  CacoP CacoP+ 13 JC(=O)N(C)C)C(C(=O)N)clcece(cl)F

C1278  CacoP CacoP+ 13 CclecceelC(cleccec)OCCINHA+](C)C

C1279  CacoP CacoP+ 13 CCIC@H]I[CR@IIC@Q@HI(C@Q@H)C0)CR@HCCREIICR@HI(C@Q@HI(C@Q@H)(C@@HIC0)0)C)OC@@H]ICIC@@NIC@@HIIC@Q@H]O1C)0)C)OOCIO[C@H]I [CR@H)(CR@HI(CIC@@HIOC)NHH(CCI0XCOCIC)C0)CI0
C1280  CacoP CacoP+ 13 OC(C[NH2+]C(C)C)COclcee(ccl)NC(=0)CC

C1281 CacoP CacoP+ 13 CC(clcee(c(cl)F)cleeeecl)C(=0)[O-]

C1282  CacoP CacoP+ 13 O[C@@H]([C@@H](0O)CC(C)O)[C@@H](INC(=0)OC(C)(C)C)CC1CCCCCl
C1283 CacoP CacoP+ 13 cl(cceecl)Cnlenecl

C1284  CacoP CacoP+ 12 CCONC(=N)clcce(cel)elecc(ol)eleec(eccl)C(=N)NOCC

C1285  CacoP CacoP+ 13 OC(C[NH2+]C(C)C)COclcee(ecl)CCOCCICCL

C1286  CacoP CacoP+ 13 CC(=CCclc(cec2eloc(=0)cc2)OC)C



C1287
C1288
C1289
C1290
C1291
C1292
C1293
C1294
C1295
C1296
C1297
C1298
C1299
C1300
C1301
C1302
C1303
C1304
C1305
C1306
C1307
C1308
C1309
C1310
C1311
C1312
C1313
C1314
C1315
C1316
C1317
C1318
C1319
C1320
C1321
C1322
C1323
C1324
C1325
C1326
C1327
C1328
C1329
C1330
C1331
C1332

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+

10
13
13
13
13
13
13
13
13
13
12
13
12
13
13
13
13
13
13
12
12
13
13
13
13
13
13
13
13
12
13
13
13
13
12
12
13
13
13
13
13
13
13
12
13
13

CC(C)(C)[NH2+]C[C@@H](COc1nsnc IN1ICCOCC1)OC(=C)CICCl1

OCC/C=C/clcee(e(c1)OC)OC

CC(C)[NH2+]CC(OC(=0)C1CC1)COclccee2eccecl2
O=c1n(C)c(=0)n(C)c(c1)C1=CC[NH+](CCCN2c3ccecc3Sc3c2ec(ce3)CC(=0)[0-])CC1
C[NH+]1CCN(CC1)cle(ec2e(c1F)n(cec(c2=0)C(=0)[O-])CCF)F

CC(Cclcee(ccl)C(C(=0O)[O-DO)C

O=C(NCCC[NH+]1CCOCCH[C@@H](Cclcccccl )NC(=0)C1(CCCCI1)NC(=0O)clcc2eccec2ol
O=clc(coc2clcec(c2)O)clecc(ecl)O
O[C@@](CIN@@H+](Cclcec(ccl)Br)NC(=0)[C@@H](C(C)(C)C)CC(=0)OC)(Cclecceeecl)C(=0)N[C@@H](Ccleceecl)C(=O)NC
0=C(clcceccc1OCC(O)C[NH2+]CCC)CCclcceecl
COclccc2e(c)[C@@]13[C@@H]([C@@H](C2)[NH+](CC1)C)CCCC3
O=C(NCCI1CC[NH+](CC2CCOCC2)CCl)[C@@H](Cclccecc] )NC(=0)C1(CCCCI1)NC(=0)clcc2ecc(ce2s1)N(CC)CC
CC(CCC(=O)NCC(=0)[O-])CICCC2C3C(0)CC4CC(O)CCr4(c)c3cco)cizce
CC(=0O)clccc(cc1)NICC(C[NH3+])OC1=0
COclce(cc(c10C)OC)C(=0)N1CC[C@@](c2cec(c(c2)CC)(CCINH+]2CCC(C(=0)N3CCOCC3)(c3cceec3)CC2)Cl
C[NH2+]CCCNI1c2ccecec2CCe2cceccl2
O=c1[nH]c(=0)n(ccl1F)[C@H]10[C@@H](COC(=0)C(C(C)CC)[NH3+])[C@H](O)C1
O=CI1CC[C@]2(C)[C@H]3CC[C@]4(O)[C@@H](C(=0)C)CC[C@H4[C@@H]3CCC2=Cl
O=c1n(C)c(=0)n(C)c(c1)[NH+]1CC[NH+](CC1)CCCN1c2cceec2Sc2elec(cc2)CCC(=0)[O-]
O=CI1C[C@@H]20CC=C3C[NH+]4CC[C@@]56[C@@H]4C[C@@H]3[C@@H]2[C@@H]5N1clccccco1
CINH+](O)[C@H]1 [C@@H]2C[C@H]3C(=C(O)c4c(cccc4O)[C@@]3(C)O)C(=0)[C@]2(0)C(=0)/C(=C(/N)\0)/C1=0
O=C1C(c2cccec2)(c2eccec2)C(=0)NC(=0O)N1
O[C@@H]([C@@H](0)CC(C)C)[C@@H](NC(=0)/C=C/clcceccl)CC1CCCCCI
CCCCCCCCCC(=0)NC1Cccececcen

0O=C(clcc2e([nH]c(n2)SC)ecl)N1CCCCCI

Oclc(cee(c1)O)C(=0)/C=C/clcce(ccl)O

O=clcc(c2cccec2)oc2ele(c(c(c2)0)0)O
O=CI1CC(INH+]2CCC[NH+](CC/C=C/3\c4c(ccc(c4)C(=0)[0O-])CCc4c3ccec4)CC2)N(C)C(=O)NIC
Ncelne2ce(ec(ce2)/C(=C/C(=0)N)/c2ccec(c2F)F)n1C(C)C

Cclc2[nH]c3ce(=0)cce3c2ec[nH]1
CC(=O)N[C@@H](Cclcceceel)C(=O)N[C@H](Cclcececel)C(=O)N(C)C(Ccleccecl)C(=O)N
Nclnc2cece(ce2n1S(=0)(=0)[N-]C(=0)N1CCOCC1)/C(=C/C(=O)NC)/clccce(c1)F

Oclcee(cel)C(=0)0OCCC

Oclcee(ccl)/C=C/clce(ce(c1)0)O

CC[C@@]1(O)C(=0)OCc2clccIn(Ce3c(cdeccecdnc13)CC[NH2+]C(C)C)e2=0
CC(=CC(=0)O[C@H]1Cc2c(cc3c(c2)cce(=0)03)OCI(C)C)C
O[C@H]1[C@@H](O)[C@@H](Cc2cceccc2)N(Ce2cce3[nH]ne(c3¢2)N)C(=O)N(Cc2cecee2)[C@w@H]1Ccleccecl
O=C(NCCC[NH+]1CCOCC[C@@H](Cclcccccl )NC(=0)C1(CCCCI1)NC(=O)clecc(sl)clecceel
N#Cclccee(cl)Celnceenl
O=C1C[C@@H](IN@H+]2CC[N@@H+](CCCN3c4c(cce(c4)C(=0)[O-])OCc4c3ceccd)CC2)N(C)C(=0)N1C
O=C([C@@H](CC(C)C)NC(=0)C)NCCclcceccl
COcle(c2e(c(ce(n2)e2ne(es2)C(C)C)O[C@H]2C[C@H]3C(=0)N(CCCC/C=C\[C@HJ4[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)cec1)Cl
Nclceee(cl)Cnlenc2clccec2

C[C@@H]10[C@H](OC[C@H]INC(=0O)Cclccccel)cleee(cecl)Cl

CC(=0)CCCCcr/Cc=Cc\ce#He/c=C\C
O=C1CC(INH+]2CCC[NH+](CC/C=C/3\c4c(ccc(c4)CC(=0)[O-])OCc4c3ccecd)CC2)N(C)C(=O)N1C



C1333  CacoP CacoP+ 13 Fele(cee(e1)N1C[C@H](CNC(=S)C)OC1=0)c1nnc(s1)[C@@H] 1 [NH2+]CCC1

C1334  CacoP CacoP+ 13 CCCCCCCCCC(=0O)Nclc(cee(cl)O)C

C1335  CacoP CacoP+ 13 Oclcec2c3e1O[C@@H] 1 [C@@]43CCINH+]([C@H](C2)[C@@H]4C=C[C@@H]10)C

C1336  CacoP CacoP+ 13 CCCCCCC/C=C/C=C/C(=O)NCC(C)C

C1337  CacoP CacoP+ 13 O=clcc(c2cccec2)oc2ele(ce(c2)OC)0C

C1338  CacoP CacoP+ 13 Fele(cee(c1)NIC[C@H](CNC(=S)C2CC2)0OC1=0)N1CCN(C(=0)CO)CCl1

C1339  CacoP CacoP+ 13 O=c1n(C)c(=0)n(C)c(c1)[NH+]1CC[NH+](CCC1)CCCNI1c2cccec2Sc2elec(cc2)C(C)(C)C(=0)[0-]

C1340  CacoP CacoP+ 13 0O=S(=0)(N(CCICCN(C(=0)OCC)CC1)CICN(Cc2cncn2C)c2cce(cc2C1)CHN)clnceccl

C1341 CacoP CacoP+ 13 O=C(clnsccl[NH2+]Cclcenecl)Nceleee(e(cl)C(F)(F)F)C

C1342  CacoP CacoP+ 13 Clcleee(cel)C[C@@H](C)C(=0)N1CCN(c2c(ce(ce2)C)[C@@H](NC(=0)CC[NH3+])C(C)C)CC1

C1343  CacoP CacoP+ 13 O=c1[nH]c(=0)n(cc1F)[C@H]10[C@@H](COC(=0)CNC(=0)C(C(C)CC)[NH3+])[C@H](O)C1

C1344  CacoP CacoP+ 13 Oclec2e(c(c1)0)C(=0)OCC(CCC(CCC/C=C\2)0)C

C1345  CacoP CacoP+ 13 COclec2e(c(ce(n2)c2eccce2)O[C@H]2C[C@H]3C(=0)N(CCCC/C=C\[C@H4[C@@](NC(=0)[C@@H]3C2)(C(=0)[N-]S(=0)(=0)C2CC2)C4)C)cecl
C1346  CacoP CacoP+ 10 CCI12CC(0O)C3C(CCC4=CC(=0)CcCcr340)c1ceeec(=0)co

C1347  CacoP CacoP+ 13 O=clc(cn(C2CC2)c2clec(c(c2)NICC[NH+](CCC)C(C)CHF)C(=0)[O-]

C1348  CacoP CacoP+ 13 O[C@@](CIN@@H+](Cclcec(ccl)Br)NC(=0O)[C@@H](C(C)(C)C)CC(=0)OC)(Cclccecc1)C(=0)NCclceceel
C1349  CacoP CacoP+ 13 Nelnc2c(ec(ec2)/C(=C/C(=0)N)/c2cceec2)n1S(=0)(=0)C(C)C

C1350  CacoP CacoP+ 13 CCCCCCCCCL(=0)0Cc(O)C

C1351 CacoP CacoP+ 13 CCCCCCCCCC(=0)Nclece(ecl)OC

C1352  CacoP CacoP+ 13 Oclcec2e(c1)CC[C@@H]1 [C@@H]2CC[C@]2(C)[C@@H](O)CC[C@@H]12

C1353  CacoP CacoP+ 13 Nclnc2cee(ce2n1S(=0)(=0)[N-]C(=O0)N(C)C)/C(=C/C(=0O)N)/clccce(cl)F

C1354  CacoP CacoP+ 13 0O=C(clen(CC)c2ce(ce(c(c2F)N2CC(C)[NH2+]CC2)F)c1=0)[O-]

C1355  CacoP CacoP+ 13 CH#HCCH#HCCCCC/C=C/C(=0O)NCC(C)C

C1356  CacoP CacoP+ 13 O=clc2c(cc(c(c20)0C)0)oc(cl)cleec(ecl)O

C1357  CacoP CacoP+ 13 CC(C(=C)CCC(C(=O)[O-DI[C@H[C@H](0O)C[C@]2(C)[C@]1(C)CC=C1C2=CC[C@@H]2[C@]1(C)CC[C@H](C2(C)C)O)C
C1358  CacoP CacoP+ 13 O=clc(c(c2cee(c(c2)0)0O)oc2ele(ce(c2)0)0)O

C1359  CacoP CacoP+ 13 Nclne2ccee(ce2nlS(=0)(=0)C(C)C)/C(=C/C(=0)NCC)/clcccc(c1F)F

C1360  CacoP CacoP+ 13 O=C1CN=C(c2ccccc2)c2cc(cce2N1)Cl

C1361 CacoP CacoP+ 13 O=C(clcenn1CCclcenccl)Neleee(cel)C(C)(C)C

C1362  CacoP CacoP+ 13 Clclcee(c(c)F)C[C@@H](C)C(=O)N1CCN(c2c(ce(cc2)C)[C@@H](NC(=0)CC[NH+](C)C)C(C)C)CC1
C1363 CacoP CacoP+ 13 O=C(N)clccce(el)Celneeenl

C1364  CacoP CacoP+ 13 [NH3+]Cclccee(cl)Cnlenc2clecec2

C1365  CacoP CacoP+ 13 CCCCCCCCCC(=0)Oclcec(ccl)Cl

C1366  CacoP CacoP+ 13 O=Cl[C@@H]2C[C@@H](Oc3nc(nc4c3cce(c4C)OC)c3cc(cee3)F)C[C@H]2C(=0)N(CCCC/C=C\[C@H]2[C@@](N1)(C(=0)[N-]S(=0)(=0)C1CC1)C2)C
C1367  CacoP CacoP+ 13 O=C([N-]S(=0)(=O)clccec(cc10C)C)C(clec2e(ce1)OCO2)clen(c2elcec(c2)CHN)C

C1368  CacoP CacoP+ 13 CCHCCH#HCCC/C=C\C=C\C(=O)NCC(C)CC

C1369  CacoP CacoP+ 12 CC[C@@]1(0)C(=0)OCc2clccln(Cc3ccdcccecdncl3)c2=0

C1370  CacoP CacoP+ 13 O=C(Nclccee(c1)OCCCCC)OCCINH+]1CCCCI

C1371 CacoP CacoP+ 13 0=Clc2c(cc(cc20C(c2cee(cc2)0)C1)0)0

C1372  CacoP CacoP+ 13 O=clc(c(c2cce(cc2)OC)oc2clc(cc(c2)0)0)0

C1373  CacoP CacoP+ 13 C[NH+]1C2CC[C@@H]1C[C@H](OC(clcec(ccl)Cleleceec])C2

C1374  CacoP CacoP+ 13 O=C(NCCICC[NH+](CC2CCOCC2)CCl)[C@@H](Cclccecec] )NC(=0)C1(CCCC1)NC(=0)clcc2eecec2sl
C1375  CacoP CacoP+ 13 CCCCCCCeee(=0)occecece

C1376  CacoP CacoP+ 13 O=clc(cn(C2CC2)c2clce(c(c2)N1CC[NH+])(C)C(C)C1)F)C(=0)[O-]

C1377  CacoP CacoP+ 13 O[C@H]1[C@@H](OC)C[C@@]2(C)[C@H](C(=0)C=C3C2CC[C@@]2(C)[C@@]3(0)CC[C@@H]2[C@@](C)(O)[C@H](0O)CCC(C)C)C1

C1378  CacoP CacoP+ 13 0=C1C=C[C@]2(C)[C@H]3C(0)C[C@]4(C)[C@](C(=0)CO)(O)CC[C@HM[C@@H]3CCC2=C1



C1379
C1380
C1381
C1382
C1383
C1384
C1385
C1386
C1387
C1388
C1389
C1390
C1391
C1392
C1393
C139%4
C1395
C1396
C1397
C1398
C1399
C1400
C1401
C1402
C1403
C1404
C1405
C1406
C1407
C1408
C1409
C1410
Cl1411
Cl1412
Cl1413
Cl414
Cl1415
Cl416
C1417
C1418
C1419
C1420
Cl1421
Cl1422
C1423
C1424

CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
CacoP
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
CacoP+
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA-
HIA+

13
13
13
13
13
13
13
13
13
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

Ncelnc2cee(ce2n1S(=0)(=0)C(C)C)/C(=C/C(=0O)N)/clcc(c(ccl)F)F
O=clc2c(cc(cc2oc(cl)clec(c(cc1)OC)0)0)O

O[C@@H]1 [C@H](0)C[C@H]2C(=0)C=C3C(CCIC@@I4(C)[C@@]3(0)CC[C@Q@HKIC@@](C)(O)[C@H](OC)CCC(C)O)C)[C@I2A(C)C1
O=c1n(C)c(=0)n(C)c(c1)[NH+]1CC[NH+](CCC1)CCCN1c2cceec2Sc2elec(cc2)CC(=0)[O-]
OC([C@@H]1[NH+]2CC[C@H]([C@H](C2)C=C)C1)clcenc2cec(cc12)OC
C/C=C\C=C/CC/C=C/C=C/C(=O)NCC(C)C
Nelnc2c(ee(ec2)/C(=C/C(=0)NC)/c2ccec(c2F)F)n1S(=0)(=0)C(C)C
O=CIN[C@@]2(C[C@H]2/C=C/CCCCCN(C)C(=0)[C@H]2[C@H]1C[C@H](C2)Oclnc(nc2clcecc(c2C)OC)clcceccl)C(=0)[N-]S(=0)(=0)C1CC1
CCHCCH#HCCC/C=C\C=C\C(=O)NCC(C)C

C(=0)([C@H]I(CCN)ON[C@@H]I C[C@@H]([C@H]([C@@H]([C@H]10[C@H] [C@H|([C@@H]([C@H]([C@H](CO)01)0)N)0)0)O[C@@H]1[C@H](CC[C@H(CN)O)N)N
clcee(ecl)C(C(=0)NC1C(=0O)N2C(C(=0)0O)C(C)(C)SCI12)NC(=O)N1C(=0O)NCC1
cl(csc(nl)N)/C(=N/OC)/C(=0)NC1C(=0)N2C(=C(CSC12)CSclnc(c(CC(=0)0)s1)C)C(=0)O
CCI(C(C(C(OC1)OCIC(CC(C(CI0)OCIC(CCC(C(C)NC)OHN)N)N)O)NC)O
CCCICCC(C(OC2C(CC(C(C20)0C2C(C(C(CYCO2)O)NC)YON)N)O1)N
cl12c3ce(cele(=0)n(c(=0)c2cc(c3N)S(=0)(=0)O)NNC(=O)NN)S(=0)(=0)O
C1(=C(C(C)C2C(C(=0)N12)C(C)O)SCICCC(C(=O)N(C)C)N1)C(=0)O
cleee(ecl)C(C(=0)NC1C(=0)N2C(C(=0)0O)C(C)(C)SCI12)NC(=O)NIC(=0O)N(CC1)S(=0)(=0)C
CI1=C(CN)OC(CCIN)OCIC(CC(C(C10)OCIC(C(C(C)(CO1)O)NC)O)NCC)N
clee(cec1C(=N)N)OCCCCCOclccec(ecl)C(=N)N
CL(C(C(CO)(OCICO)OCIC(C(C(C(COLC2C(C(C(C(CO)02)0)0)0)01)0)0)0)O)O
C(=0)(NCI1C(C(C(CO)OCI0)O)O)N(C)N=0
CIC(C(C(C(CIN)OCIC(C(C(C(CO)OT1)O)N)O)O)OCIC(CC(C(CN)O1)O)N)N
c1(csc(n1)N)/C(=N/OC(C(=0)0)(C)C)/C(=0)NC1C(=O)N(CIC)S(=0)(=0)O
cl(csc(n1)N)/C(=N/OC)/C(=0)NC1C(=0)N2C(=C(CSC12)CSc1nc(=0)c(nn1C)O)C(=0)O
CI1(C(C(C(OC2C(C(CO)(0)0OC2C0)0)OC1CO)O)O)O
C1=C(C(C(C(CINCIC(C(C(OC1C)OCIC(C(C(OCICO)OCIC(C(C(0)OC1C0)0)0)0)0)0)0)0)0)0)CO
clc2c(e(c3cle(=0)ce(C(=0)0)03)CCC)n(c(cc2=0)C(=0)0)CC
CIC(C(C(C(CIN)O)OCIC(C(C(CO)O)OCCIC(C(C(C(CN)O1)O)O)N)O)OCIC(C(C(C(CN)O1)O)O)N)N
C#N)C(clceecc1)OCIC(C(C(C(COC2C(C(C(C(C0)02)0)0)0)01)0)0)O
cl(csc(nl)N)/C(=N\OC)/C(=C)NC1C(=O)N2C(=C(COC(=0)C)CSC12)C(=0)O
clee(cecINC(=N)NC(=N)NCCCCNC(=N)NC(=N)Nclccc(ccl)Cl)Cl
c1(c(c(c(c(c1)NC(=0)C)HNC(=0)C)I)C(=0)O

C(=0)(CN(CC(=0)0O)CCN(CC(=0)0)CC(=0)0)O

C1(=C(CC2C(C(=0O)N12)C(C)O)SCC/N=C/N)C(=0)O
c1(c(c(c(c(c1IHN(C(=0)C)CC(CO)O))C(=O)NCC(CO)O))C(=0O)NCC(CO)O

cle(e(c(c(c I NC(=0)COCCOCCOCC(=0)Nclc(ce(c(cIT)C(=0)O)HDHC(=0)0O)I
clece(c(e1)C(=0)Nclcee(cel)S(=0)(=0O)Nclnces1)C(=0)O
clee(cecINC(=0)CCC(=0)0)S(=0)(=O)Nclnccesl

C1(=0)CC2NI1C(C(=0)0)C(C)(C)S2(=0)=0
clc(esc1)C(C(=O)NC1C(=0)N2C(C(=0)O)C(C)(C)SC12)C(=0)O
C#N)CSCC(=O)NC1(C(=O)N2C(=C(CSC12)CSclnnnn1C)C(=0)0)0C

C(=0)(C)NCCCS(=0)(=0)O

cleee(ecl)CCC(C(=0)O)NC1C(=0)N2C(C(=0)O)CCCN2CCC1
C(=0)(CICC(CCC)CNIC)NC(C(C)O)CIC(C(C(C(01)SC)YO)O)O
C(#Cclen(c(=0)[nH]c1=0)C1C(C(C(CO)01)0)0)C

c1l(cn2¢(nc1=N)OCIC(C(CO)OC21)O)F



Cl425  HIA HIA+ 24 clec2e(e(c1)OCC(CNC(C)(C)C)0)CC(C(C2)0)0

Cl1426 HIA HIA+ 24 cle(e(ceelS(=0)(=0)N)OC)C(=0)NCCICCN(CO)C1

C1427 HIA HIA+ 24 cl(esc(nl)N=C(N)N)CSCC/C(=N/S(=0)(=O)N)/N

C1428 HIA HIA+ 24 cle(ee(cc10)O)C(CNC(C)C)O

C1429 HIA HIA+ 24 C=CC12CCC(CC1(CCCI1C2CCC2(C)C(C3=CC(=0)0C3)CCC120)0)0C1CC(C(C(C)01)0)OC
C1430 HIA HIA+ 24 clee(c(ce1C(C1CCCCN1)0)O)O

C1431 HIA HIA+ 24 clee(cec1CC(=0)N)OCC(CNC(C)C)O

C1432 HIA HIA+ 24 clcee2e(c1)OCC(CNC(=N)N)O2

C1433 HIA HIA+ 24 CEN)(N)NC(E=EN)N©O)C

Cl1434 HIA HIA+ 24 C(=0)(C(CCCN)(C(FF)N)O

C1435 HIA HIA+ 24 clece(c(el)cleee(cel)CN(C(=0)CCCC)C(C(=0)O)C(C)C)cl[nH]nnn1
Cl1436 HIA HIA+ 24 c12¢(c(nc(n1)N(CCO)CCO)NICCCCC1)nc(ne2N1CCCCCIN(CCO)CCO
C1437 HIA HIA+ 24 clee2e(c(c1)O)C(=C1C(=0)C3(C(=0)C(=C(C(C3C(C1C2(C)O)O)N(C)C)O)C(=O)N)O)O
C1438 HIA HIA+ 24 clcee(ecl)CCC(C(=0)OCC)NCIC(=0)N2C(C(=0)O)CCCN2CCC1
C1439 HIA HIA+ 24 clec(eecc1CC(C)NC(Celece(ee(ec1)0)0)0)O

C1440 HIA HIA+ 24 clee(c2e¢3c1CC1C4(CCC(=0)C(C34CCN1C)02)0)0C

Cl441 HIA HIA+ 24 clec(C(CNC(C)(C)C)O)ne(c10)CO

Cl1442 HIA HIA+ 24 cleee(ecl)CCC(C(=0)OCC)NC(C(=0O)NIC(C(=0)0)Ccc2ccecei2)c
C1443 HIA HIA+ 24 cl2c¢(ccecl)sne2N1CCN(CCe2cee3ce(cc2Cl)NC(=0)C3)CC1

Cl444 HIA HIA+ 24 clee(CNe2cece(ce(c2C(=0)0)S(=0)(=0)N)Cl)ocl

C1445 HIA HIA+ 24 clcene(c1)NS(=0)(=0O)clcce(ccl)/N=N/clcc(c(cc1)O)C(=0)O

Cl1446 HIA HIA+ 24 cle(ee(cc10)O)C(CNC(CY(C)C)O

C1447 HIA HIA+ 24 cleec2e(c1)C(=0)NC2(clcee(c(c1)S(=0)(=0O)N)C1)O

C1448 HIA HIA+ 24 c12c(cc(cc1)OC)c(ccc2C(=S)N(CC(=0)O)C)C(F)(F)F

C1449 HIA HIA+ 24 cle(c(cc2cINCNS2(=0)=0)S(=0)(=0)N)C(F)(F)F

C1450 HIA HIA+ 24 c12c¢(cee(c1)CS(=0)(=0)NC)[nH]cc2CCN(C)C

Cl1451 HIA HIA+ 24 clee(c(c2cIN=CINC(=0)CN1C2)CI)Cl

Cl1452 HIA HIA+ 24 clee(c(c(c1CNNC(=0)C(CO)N)O)O)O

C1453 HIA HIA+ 24 cle(ce(c(cc1Br)Br)N)CN(C1CCCCCI)C

Cl1454 HIA HIA+ 24 clee(c2e(c1)C1CCOC(CC(=0)0)(CC(=0)0)CIN2)CC

C1455 HIA HIA+ 24 c12¢(nc(nc1)N)n(cn2) CCC(COC(=0)C)COC(=0)C

C1456 HIA HIA+ 24 clcee(ec1)CNNC(=O)clee(C)onl

C1457 HIA HIA+ 24 clcec2e(cl)Celeccec INIC2CN(CCI)C

C1458 HIA HIA+ 24 cle(e(ee(c10C(=0)C)C)OCCN(C)C)C(C)C

C1459 HIA HIA+ 24 cleec2e(cl)n(c(=0)[nH]2)C1CCN(CCC(c2cec(cc2)F)c2ece(cc2)F)CC1
C1460 HIA HIA+ 24 clee(e(e(c1)C)NC(=O)NCCCNC(C)C)C

Cl461 HIA HIA+ 24 cl(csc(nl)N)/C(=N/OC)/C(=O)NC1C(=0)N2C(=CCSC12)C(=0)O
Cl1462 HIA HIA+ 24 C1(=0)C(CONI)N

C1463 HIA HIA+ 24 c12c¢(ccecl)oc(c2C(=0)clce(c(c(c1)Br)O)Br)CC

C1464 HIA HIA+ 24 cleec2e(c1)C(=Ncleccec1S2)NICCN(CC1)CCOCCO

C1465 HIA HIA+ 24 c12c¢(cce(c1)CS(=0)(=0)N1CCCC1)[nH]cc2CCN(C)C

C1466 HIA HIA+ 24 C(=C\1/C(C(=0)O)N2C(=0)CC201)\CO

Cl467 HIA HIA+ 24 C(CS(=0)(=0)0)S

C1468 HIA HIA+ 24 C1=C(C(=0)OCC)CC(C(CIOC(CC)CC)NC(=O)C)N

C1469 HIA HIA+ 24 cleee(ecl)C1(C(=0)NCNC1=0)CC

Cl1470  HIA HIA+ 24 C1=CC2CC3C4C=CC(C5C4(CCN3CC)C2C(=C10)05)0



C1471
Cl1472
C1473
Cl1474
Cl1475
C1476
C1477
C1478
C1479
C1480
C1481
Cl1482
C1483
C1484
C1485
C1486
C1487
C1488
C1489
C1490
C1491
C1492
C1493
C1494
C1495
C1496
C1497
C1498
C1499
C1500
C1501
C1502
C1503
C1504
C1505
C1506
C1507
C1508
C1509
C1510
C1511
C1512
C1513
Cl1514
C1515
C1516

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+

24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

c12c¢(cc(cc1)OC(F)F)ne([nH]2)S(=0)Cclc(c(cenl)OC)OC
clee(cec1C1(CCC1)C(CC(C)C)N(C)O)C
clecce(cel)C(elec(ccc10)C)CCN(C(C)C)C(O)C
clee(e(c(c1)Cl/C=N/NC(=N)N)CL
c12c¢(c(cccl)C(F)(F)F)nc(cc2C(C1CCCCN1)O)C(F)(F)F
clcee(e(c1)N1ICCN(CCCNe2ee(=0)n(c(=0)n2C)C)CC1)0C
clee(cec1C(=0)C)S(=0)(=0)/N=C(/NC1CCCCC1)\O
cl2c¢([nH]nc1)nc[nH]c2=0
c12¢3c¢(ccecc3COC(CNCCOc3cccec30C)0)[nH]clceec2
cleenc(cl)N(cleee(ecl)CI)CCN(C)C
clece(c(c1)C1=NCC(=0)Nc2clee(cc2)[N+](=0)[O-])Cl
clec(eccleleee(/C=N/N2C(=O)NC(=0)C2)o1)[N+](=0)[O-]
clec(ececc1C(=0)clc(C)[nH]e(=0)[nH]1)SC
clee(c(c(c1)Chele(c(C)onl)C(=0)NCI1C(=0)N2C(C(=0)O0)C(C)(C)SCI2)F
cleee(ccl)CCCNITCCN(C(c2ecc(cec2)F)c2ece(cc2)F)CCl
clece(ccl)C(CCNC)Oclcee(cel)C(F)(F)F
CEN)(N)NCC1COoC2(Ceeee2)ol

clc(cenel)C(=O)NN

cle(c(ceeIN)O)C(=0)O
clecce(cel)C(eleceeel)(C(=0)CC)CC(C)N(CO)C
clec(ee(c1)OC)CC(C)N
clcee(ecl)C(C(=0)OC)CICCCCN1
cleece(cel)C(cleccecl)S(=0)CC(=0O)N
cl2c(cee(c1)CCC(=0)C)cc(cc2)OC
c12¢(ce(cc1)OC)ne([nH]2)S(=0)Cclc(c(c(enl)C)OC)C
cle(c(cc2c1 CCC(CNC(C)C)N2)[N+](=0)[O-]))CO
¢12¢(CC(CC1)NCCC)sc(n2)N
c12¢(cee(c1)OC)ncec2C(C1CC2CCN1CC2C=C)0O
cle(e(cc2eInele(ne(=0)[nH]c1=0)n2CC(C(C(CO)0O)0)0)C)C
C#HCC(C)(C)C)/C=C/CN(Cclc2c(ccel)ecee2)C
cleee(c(e1)CN1Ce2ecsc2CC1)Cl
cleec2e(c1)N(cleceec1S2)CC(C)CN(C)C
cleec2e(cl)CCelecceccIN2CC(C)CN(C)C
C(=C\C(=C\CO)\C)/C=C(/C=C/C1=C(C)CCCCI1(C)C)\C
cle(c(cece IOCC(F)(F)F)OCC(F)(F)F)C(=O)NCC1CCCCNI1
cleee(e(e1)C(=0)0)0C(=0)C
clee(cec1C(CCCN(CC)CCCCCCC)O)NS(=0)(=0)C
C1=CC2(C(=CC1=0)C(C)CCIC3CCC(C(=0)CO)(C3(C)CC(C21)0)O)C
clee(cec1C(CP(=0)(0OC)OC)P(=0)(0C)OC)Cl1
clee(c(ccIC(CNC(C)(C)C)O)C(=0)0)O
C(#N)clce(c2cence2)c(C)[nH]e1=0
cleee(ecl)CC(C(=0)O)NC(=0)CICCC(CC1)C(C)C
cleenc(c1)C1=NCC(=0O)Nc2clce(cc2)Br

cle(e(cce INC(=0)CCC)OCC(CNC(C)C)0)C(=0)C
clec(ceccINC(=0)C)O
clec(cccINC(=N)NC(=N)NC(C)C)C1



C1517
C1518
C1519
C1520
C1521
C1522
C1523
C1524
C1525
C1526
C1527
C1528
C1529
C1530
C1531
C1532
C1533
C1534
C1535
C1536
C1537
C1538
C1539
C1540
Cl1541
C1542
C1543
C1544
C1545
C1546
C1547
C1548
C1549
C1550
Cl1551
C1552
C1553
C1554
C1555
C1556
C1557
C1558
C1559
C1560
C1561
C1562

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+

24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

c12¢(cceel)[nH]ec2C(=0)OC1CC2CC3C(=0)CN2C(C3)C1
clee(c(cecIC(NC(C)C)0)0)O
cl2c¢(ccecl)ne([nH]2)S(=0)Cclce(c(enl)C)OCC(F)(F)F
clece(cel)C(C(C)NCCC(=0)clceec(c1)OC)O
clece(cel)Ocle(ce(celS(=0)(=0)N)C(=0)O)N1CCCC1
clec(ecccIN)S(=0)(=O)Nclnne(C)sl
cleee(e(cl)clc2ec(cce2n2e(enl)[nH]nc2C)CI)Cl
clen(e(=0)ncIN)C1CCC(CO)O1
CI(=NC(=0O)N(CC1)CICSC(CO)O1)N
cl2c¢(ccccl)n(Celeceec])nc20OCCCN(C)C
clee(cec1C(=0)C(C)NC(C)(C)O)CI
C#N)N/C(=N\C)/NCCSCclc(C)[nH]enl
C(=0)(CICC(CCC)CNIC)NC(CIC(C(C(C(O1)SC)O)O)O)C(O)C
clee(/C=C/C(=0)O)nc(c1)/C(=C/CN1CCCC1)/clcec(ccl)C
C(=S)(N(CC)CC)SSC(=S)N(Cco)ce
cle(e(ee(c1CN)OC)C(=O)NCCN(CC)CC
C(=C\CIC(C(=0)CC10)CCCCCCC(=0)0C)/CCc(eyceee)o
cleee2e(cl)N(clec(cee1S2)NC(=0)OCC)C(=0)CCN1CCOCC1
c1(c(nc(C)nc1CI)OC)NCI=NCCN1
clee(ce(e)[N+](=0)[O-])CIC(=C(C)NC(=C1C(=0)OCC)C)C(=0)0C
clc2c(ne(c1F)N1CC3C(C3N)Cl)n(clecc(celF)F)ee(c2=0)C(=0)O
clee(c2¢3c1CC1C4CCC(C(C34CCN1C)02)0)0C

cle(c(ceel S(=0)(=0)CC)OC)C(=O)NCCICCCNICC
C1(c2cc(cce2N(C1=0)C(=0O)N)CI)C(=O)clccesl
clee(ceclC(clece(cel)F)NICCN(c2ne(ne(n2)NCC=C)NCC=C)CC1)F
CIC2CC3CCI1CC(C2)(C3)N

clece(ecl)CC(C)N

cleec2e(cl)C(=C1CCN(CCI1)C)clc(cecenl)CC2
clec(cecc1CCOCCICC)OCC(CNC(C)C)O
clee(cec1COCCOC(C)C)OCC(CNC(O)C)O
clc2e(ceclCl)oc(=0)[nH]2

clee(ececcIN)S(=0)(=O)clcce(cel)O
C1=CC2(C(=CC1=0)CCCIC3CC(C)C(C(=0)CO)(C3(C)CC(C21F)0)0)C
clee(eccl/C(=C(\clcce(ccl)O)/CC)/CC)O

clee(c(eclcleee(ccl F)F)C(=0)0O)O
clee(cecIN(C(=0)C(C1HCHC)O
clee(e(c(c1C(=0)C(=0)CC)CHCHOCC(=0)O
cleee(cel)C(COC(=0O)N)COC(=O)N
C1(C(=0O)N(c2cccec2)N(c2ceecc2)C1=0)CC=C(C)C

cle(c(cec INC(=0)C(C)C)[N+](=0)[O-])C(F)(F)F
clee(cecl/C(=N/OCCN)/CCCCOC)C(F)(F)F
C1=CC2C3CCC(C(=0)C)(C3(C)CCC2C2(C1=CC(=0)CC2)C)OC(=0)CCccccC
CI12C(C(CO1)O[N+](=0)[0O-])OCC20[N+](=0)[O-]
cleec2e(cl)C(=C1CCN(CC1)C)cleese1 C(=0)C2
clee2¢(C(=C3CCN(C(=0)OCC)CC3)c3cce(cec3CC2)Clhncel
cleee(e(el)C(=0)O)Nclecee(c1C)C



C1563 HIA HIA+ 24 cleec2e(c1)C(=C(C(=0)Nc1lncc(C)s1)N(C)S2(=0)=0)0

Cl1564 HIA HIA+ 24 clee(c2e¢3c1CC1C4C=CC(C(C34CCN1C)02)0)0

C1565 HIA HIA+ 24 clee(C)ne2c1C(=0)C(C(=0)0)CN2CC

C1566 HIA HIA+ 24 cleee(e(c1)C1C(=C(C)NC(=C1C(=0)OCC(C)C)C)C(=0)OC)[N+](=0)[O-]
C1567 HIA HIA+ 24 c12¢(cc(c(c1)OC)O0C)c(Celece(c(c1)OC)OC)ncc2

C1568 HIA HIA+ 24 clcee(ecl)/N=N/clcce(ncIN)N

C1569 HIA HIA+ 24 cleee(cel)Cl(c2cecec2)C(=0)NNCI=0

C1570 HIA HIA+ 24 cle(ec(CCCnel)C(=S)N

C1571 HIA HIA+ 24 C=CCCI1(C(=C)NC(=NC1=0)0)Cc(Cc)ccc

C1572 HIA HIA+ 24 cl2c(ccccl)ne([nH]2)S(=0)Cclc(c(cenl)OCCCOC)C

C1573 HIA HIA+ 24 c12c¢(cc(ccl)OC(F)(F)F)sc(n2)N

C1574 HIA HIA+ 24 c12c¢(c(c(e(cln(ce(c2=0)C(=0)0O)CICCI1)F)N1CC(C)NC(C)C1)F)N
C1575 HIA HIA+ 24 clee(cecIN)S(=0)(=O)Nclee(C)ne(C)nl

C1576 HIA HIA+ 24 clec(eccl/C=C\1/c2cec(cc2C(=C1C)CC(=0)0)F)S(=0)C

C1577 HIA HIA+ 24 CI(C(=0)OC(CC)C2(C)C(C(C(=0)C(C)CC(C)(C(C(C1=0)C)OCIC(C(CC(C)O1)N(C)C)O)OC)C)N(C(=0)02)CCCCnlce(c2eecenc2)ncl)C
C1578 HIA HIA+ 24 cl2c(ccecl)ne(clesenl)[nH]2

C1579 HIA HIA+ 24 cle(c(C(=CCCN2CCCC(C(=0)0)C2)c2c(ces2)C)scl)C

C1580 HIA HIA+ 24 C#CCI1(CCC2C3C(C4=C(CC(=0)CC4)CC30)CCC120)0

C1581 HIA HIA+ 24 clece(ccl)CC1=NCCNI1

C1582 HIA HIA+ 24 C1=CC2C(=CC1=0)CCCI1C3CC4C(C(=0)CO)(C3(C)CC(C21F)O)OC(C)(C)04
C1583 HIA HIA+ 24 C1=C2CC(CCC2(C)C2CcCe3(c)c(ceescoeeecoeeecno
C1584 HIA HIA+ 24 clee(c2e3c1CC1C4(CCC(=0)C(C34CCN1CC=C)02)0)0O

C1585 HIA HIA+ 24 c12c¢(cc(c(c1)0OC)OC)nc(nc2N)N1CCN(C(=0)C2CCCO2)CC1
C1586 HIA HIA+ 24 c12¢(c(cccl)C1C(=C(C)NC(=C1C(=0)OC(C)C)C)C(=0)OC)non2
C1587 HIA HIA+ 24 cleee(e(c1)CC=C)OCC(CNC(C)C)O

C1588 HIA HIA+ 24 clc(cencl)elee(c(=O)[nH]c1)N

C1589 HIA HIA+ 24 cleee(ecl)C(C(=0)OC1CC2C3C(C(C1)N2C)03)CO

C1590 HIA HIA+ 24 cle(ee(c2c10C(C)(C)CICCC(=CLC21)0)0)CcCceee

C1591 HIA HIA+ 24 cleee(cel)C(C(=0)OC1ICC2CCC(CI)N2C)CO

C1592 HIA HIA+ 24 cleec2e(c1)C(=Nclec(cccIN2)CINICCN(CC1)C

C1593 HIA HIA+ 24 clee(c(c(c1)CHCHC1C(=C(C)NC(=CIC(=0)OCC)C)C(=0)0C
C1594 HIA HIA+ 24 clee(ce(c1C(Cnlenenl)(Cnlenenl)O)F)F

C1595 HIA HIA+ 24 clee(enel)C(=0)0O

C1596 HIA HIA+ 24 c1c(C(=0)O)nce(C)[n+]1[O-]

C1597 HIA HIA+ 24 cleec2e(cl)C(=CCCN(C)C)cleccec1CC2

C1598 HIA HIA+ 24 CI(=NC(=NC(=0)C1(CC)CCC(C)C)0)0

C1599 HIA HIA+ 24 cleee2e(el)N=C(clec(ccc102)C)INICCNCCI

C1600 HIA HIA+ 24 clee(cec1C(CCC(=0)O)N)Cl

C1601 HIA HIA+ 24 clen(C(=0)OCC)c(=S)n1C

C1602 HIA HIA+ 24 clee2e(c(c1)OCC(CNC(C)(C)C)O)CCC(=0)N2

C1603 HIA HIA+ 24 C1=CCC(=CC1)C(C(=O)NCI1C(=0O)N2C(=C(C)CSC12)C(=0)O)N
C1604 HIA HIA+ 24 clee(cec1S(=0)(=0)NC(=0)NCCC)Cl1

C1605 HIA HIA+ 24 cl(c(CCChscnl)C

C1606 HIA HIA+ 24 clecc2e(cl)CCeleec(ccIN2CCCN(C)C)Cl

C1607 HIA HIA+ 24 clee(e(c(c1)CHN=CINCCNI1)CI

C1608 HIA HIA+ 24 cleee2e(cl)/C(=C\CCN1CCN(CC1)CCO)/clec(cec1S2)Cl



C1609
C1610
Cl611
Cle12
Cl1613
Cle614
C1615
Cl616
C1617
C1618
C1619
C1620
Cle21
C1622
C1623
C1624
C1625
C1626
C1627
C1628
C1629
C1630
C1631
C1632
C1633
C1634
C1635
C1636
C1637
C1638
C1639
C1640
Cl1641
C1642
C1643
Cl1644
Cl1645
C1646
C1647
C1648
C1649
C1650
Cl1651
C1652
C1653
C1654

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+

24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

cleee(cel)C(=0)C(C)N(CC)CC
cleee(cel)C(clecencl)(C(=O)N)CCN(C(C)C)C(C)C
clecc2e(e)n(c(=0)[nH]2)CCCN1CCC(CC1)Nnlc2cee(ce2[nH]c1=0)Cl
clcee2e(cl)/C(=C\CCN(C)C)/cleccec1SC2
C1=C2CCC3C4CCC(C(=0)COC(=0)C)(C4(C)CC(C3(C2(O)CCC1=0)F)0)O
clc2e(ceclF)nle(c(C(=0)OCC)ncl)CN(C2=0)C
clec(ec(cl)F)eleec(ecl)C(C(=0)0)C
clee(c2e3c1CN(CCC13C=CC(CC102)0)C)0C
clcee(cc1)S(=0)(=0)Nclnee(ecn1)OCCOC
C1=C(CCCCI1)CI(C(=O)N=C(N(C1=0)C)O)C
clece(cel)C(=0)cleece(c1)C(C(=0)0)C
clece(cel)C(=0)cleec2C(C(=0)0)CCnl2
clcee(ecl)C1ICN2C(=N1)SCC2
cleee(c(e1)C1=NC(C(=0)Nc2clce(cc2)Cl)O)Cl
clen(e(=S)[nH]1)C

clc(IN+](=0)[O-])n(c(C)n1)CCO
clcee(ccl)CI=NCC(=0)Nc2clec(cc2)[N+](=0)[O-]
clee([N+](=0)[O-])ocl/C=N/N1C(=0)NC(=0)C1
c1(esc(CN(C)C)n1)CSCCN/C(=C/[N+](=0)[O-])/NC
clee(ee2c1CCIC(C)C2(C)CCNICC=C(C)C)O
c12¢(nenl1C)n(c(=0)n(c2=0)CCCCC(=0)C)C
C(=0)(C(C)NC(C(=0)OCC)CCO)NIC(C(=0)0)Ccraeceececei2
cleee(ecl)C(C(C)N)O

clee(cec1C(CNC(C)C)O)NC(=0)C
cleec2e(cl)N(cleeceec1S2)CC(C)N(C)C
cleee(ccl)CCC(=0)clecccc OCC(CNCCC)O
cl2c¢(ceecl)e(cec2)C(C(C)NC(C)C)O
cleece2e(c1)C=Ccleceec1 C2CCCNC
clee(cec1CCNC(C)C(cleec(cec1)0)0)O
clee(ce(c1)OCC(CNC(C)C)O)NS(=0)(=0)C
clec(ecccIN)S(=0)(=0O)Nclc(c(C)ns1)C
cl12¢(ccecl)ncle(c2N)CCCC1
cleee(ecl)C1=NC(C(=0)N(c2clce(cc2)CC)O
¢1(c(nsn1)OCC(CNC(C)(C)C)O)N1CCOCCl1
c12c¢(ceec)n(cc2C(=0)OC1CC2CCC(CI)N2C)C
clee(cec1C(CI(CCCCC1)O)CN(C)C)OC
clee(ceclele(CC(=0)N(CCC)CCCn2c(cec(c2)Cnl)C
cleee(cel)Ocle(ce(celS(=0)(=0)N)C(=0)O)NCCCC
clee(cecc10C(C(=0)0CC)(C)O)Cl
clc2e(c(c(c1F)N1CC(C)NCC1)OC)n(ce(c2=0)C(=0)0)C1CCl1
clee(cec1CCOC)OCC(CNC(C)C)O
cle[nt+](c(ncINICCCCCI)N)[O-]
C1=C2CCC3C4CCC(C(=0)C)c4(C)ceescz(e)eeci=o
clec(ec(cl)Neleencel S(=0)(=O)NC(=O)NC(C)C)C
cle(C)ne2n(cIN(CC)CC)nen2

clec(encl)C1CCC(=O)N1C



C1655  HIA HIA+ 24 C(HN)C(clec(e(c(c1)OC)OC)OC)(CCCN(CCeleee(c(c1)OC)OC)C)C(C)C

C1656 HIA HIA+ 24 clee(cec1C)S(=0)(=0O)NC(=O)NN1CC2CCCC2C1

C1657 HIA HIA+ 24 cleee(cel)C1=NC(C(=0O)Nc2clee(cc2)CHO

C1658 HIA HIA+ 24 c12c¢(cc(ccl)F)onc2C1CCN(CCe2¢(C)ne3CCCCn3c2=0)CC1

C1659 HIA HIA+ 24 clece(cel)nle(=0)ce(C)nlC

C1660 HIA HIA+ 24 cleec2e(cl)N(celec(ecec1S2)CICCCN(C)C

Cl1661 HIA HIA+ 24 cle(c(cc(c1CN)OC)C(=O)NCICCN(CCCOc2ccc(cc2)F)CC10C
C1662 HIA HIA+ 24 C1=C2C(=CC3C4CCC(C(=0)C)(C4(C)Cccrr3cz(cyceceeC1=0)0Cc(=0)Cc)Cl
C1663 HIA HIA+ 24 clee(cec1C)S(=0)(=0)NC(=O)NCI1C2CCC(C)(C2(C)O)C10

Cl664 HIA HIA+ 24 clee(cec1CCNC(=0)clee(ccc10C)CNS(=0)(=0)NC(=0)NC1CCCCClI
C1665 HIA HIA+ 24 cleee2e(c1)C(=0)clec(cec10C2)CC(=0)0

C1666 HIA HIA+ 24 clee(e(c(c1)Cl)Chele(ne(nnl)N)N

C1667 HIA HIA+ 24 clee(e(c(c1)C)NC(=O)CN(CC)CC)C

C1668 HIA HIA+ 24 clee(e(c(c1)C)OCC(CN)C

C1669 HIA HIA+ 24 cleee(cel)Cle2ececc2CN(CCO1)C

C1670 HIA HIA+ 24 cleee(ccl)cle(c2cccec2)oc(CCC(=0)O)nl

C1671 HIA HIA+ 24 C(#N)clc(ne(C)[nH]c1=0O)NCclccenel

Cl1672 HIA HIA+ 24 clee(ce(c1)OC(=0)N(CC)C)C(C)N(C)C

Cl1673 HIA HIA+ 24 clee(c2¢(c1)NC(=0)C2)CC(NCCC)NCCC

Cl674 HIA HIA+ 24 cle(e(ce(c10C)00)S(=0)C)C

Cl1675 HIA HIA+ 24 C(=0)(Cc(ccoyeee)o

C1676 HIA HIA+ 24 clee(necl CHN1C(=0)c2¢(C10C(=0)N1CCN(CC1)C)ncen2

C1677 HIA HIA+ 24 c12¢(nenl1C)n(c(=0)n(c2=0)C)C

C1678 HIA HIA+ 24 clcee(ecl)C1=[N+](CC(=Nc2clce(cec2)C)NC)[O-]

C1679 HIA HIA+ 24 clee(cec1C1CCI(CHCHOC(C(=0)0)(C)C

C1680 HIA HIA+ 24 cleee(ecl)C1=NCC(=0)N(c2clce(ce2)C)C

C1681 HIA HIA+ 24 cleee2e(c1)C(=0)OC12c2ccc(cc20c2cc(cec12)0)O

C1682 HIA HIA+ 24 clc2e(c(c(c1F)N1CC(C)NCCI)F)n(ce(c2=0)C(=0)0)CC

C1683 HIA HIA+ 24 clee(ce(c1C(Cnleencl)OCelecc(cc1 CI)CICI)CL

C1684 HIA HIA+ 24 cleee(cel)C(eleccen]l)CCN(C)C

C1685 HIA HIA+ 24 C1=CC2(C(=CC1=0)CCCIC3CCC(C(=0)CO)(C3(C)CC(C21)0)0O)C
C1686 HIA HIA+ 24 clc2e(cec1SCnen(/C=C/C(=0)0)c2=0

C1687 HIA HIA+ 24 cleee2e(cl)N(clece(celS(=0)(=0)N2C)CI)CCCCCCC(=0)O

C1688 HIA HIA+ 24 cleee(e(c1)OCC)YOCCICOCCNI1

C1689 HIA HIA+ 24 cleee(eccl)NC(=0)C

C1690 HIA HIA+ 24 cI(NC(=0)C)nnc(s1)S(=0)(=O)N

C1691 HIA HIA+ 24 C=C1/C(=C\C=C\2/CCCC3(C)C2CCC3C(C)CCCC(C)C)/CC(CcC10)0
C1692 HIA HIA+ 24 cleee(ecl)nle(=N)c(c(C)n1C)N(C)C

C1693 HIA HIA+ 24 cleee(c(c1)OC)OCCNCC(cleee(cc1S(=0)(=0)N)C)O

C169%4 HIA HIA+ 24 C#N)C(clce(ce(cl)Cnlenenl)C(CHN)(C)C)(C)C

C1695 HIA HIA+ 24 clee(cecleleec(/C=N/N2C(=0)N(C(=0)C2)CCCCN2CCN(CC2)C)ol1)Cl
C1696 HIA HIA+ 24 cleee(ecl)CCINS(=0)(=0)c2cc(c(cc2N1)C(F)(F)F)S(=0)(=0)N
C1697 HIA HIA+ 24 cleee(e(c1)C(=0)Oclcec(cc1)NC(=0)C)OC(=0)C

C1698 HIA HIA+ 24 cleee(ecl)CN(clececcl)C(CNICCCCI)COCC(C)C

C1699 HIA HIA+ 24 clece(cel)C(=0)NCCcleee(cc1)OC(C(=0)0)(C)C

C1700  HIA HIA+ 24 clece(ce])C(CCN1CCCCC1)(C1CC2C=CC1C2)0



C1701
C1702
C1703
C1704
C1705
C1706
C1707
C1708
C1709
C1710
C1711
C1712
C1713
C1714
C1715
Cl1716
C1717
C1718
C1719
C1720
C1721
C1722
C1723
C1724
C1725
C1726
C1727
C1728
C1729
C1730
C1731
C1732
C1733
C1734
C1735
C1736
C1737
C1738
C1739
C1740
C1741
C1742
C1743
C1744
C1745
C1746

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
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24
24
24
24
24
24
24
24
24
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24
24
24
24
24
24
24
24
24
24
24
24
24
24
24
24

clcee(ecl)C1(C(=0)OCCCN(CC)CO)CcLececic2
cleee(ecl)C1=NC(C(=0)N(c2clce(ec2)CI)C)OC(=0)N(C)C
cleec2e(cl)C=CcleccecIN2C(=O)N

C(=0)(NCCCIN(CCCI)N=0

C(cccnenenoy)o

c12c¢(cc(cecl)Chnece2N(CCCCN(CC)CC)C
clee(cecc10CC(CO)0)C
C(#HCCC(C)C(CH#CCIC2C/C(=C\COCC(=0)0)/CC2CC10)0)CcC
C#N)C1(c2cce(c(c2)OC2CCCC2)OC)CCC(C(=0)0)CCl
C(#N)clcee2e(c1)COC2(clecc(eccl)F)CCCN(C)C
C1=C2CCC3C4CCC(C(=0)CO)C4(O)CC(c3cz(c)ceet=0)o
cleec2e(cl)cee(=0)o02
clc2c(ce(c1C)S(=0)(=0)N)S(=0)(=O)NC(CN1CCCC1)N2
clee(c2¢3c1CC1C4C=CC(C(C34CCCN1C)02)0C(=0)C)OC(=0)C
C(=0)(C1(CCCCC1)CICCCCCT)OCCN(Co)CC
clee(cec1CCN(CCOclece(cec)NS(=0)(=0)C)C)NS(=0)(=0)C
c12c(ce(c(c1)OC)OC)Nc(nc2N)N1CCN(C(=0)C2COc3ccececc302)CCl
C#CCI1(CCC2C3CCc4cc(cec4C3CCC12C)0)0

cco
C#CCI1(CCC2C3CCC4=CC(CCC4C3CCCI20)0C(=0)C)OC(=0)C
cleee(e(e1)CC(=0)0)Oclecc(cc1CCl
C1=CC2(C)C3CCC4(C)C(C(=O)NC(C)(C)C)CCCAC3CCC2NC1=0
cl(c[nH]c(=0)ncIN)F
clcee2e(cl)/C(=C\CCN1CCN(CC1)CCO)/clce(ceclS2)C(F)(F)F
cl2¢(ccecl)n(c(c2clece(cc])F)/C=C/C(CC(CC(=0)0)0)0)C(C)C
C(=C(C)C)CC/C(=C\1/C2CC(C3C4(C)CCC(C(C)CACCC3(C)C2(O)CCI0C(=0)C)0)0)/C(=0)O
clec(ec(c1C(C(C)S(=0)(=0)C)(Cnlenenl)O)F)F
clee(cec1CCNC(=0)clene(enl)C)S(=0)(=O)NC(=O)NC1CCCCCl1
c12c(cceel)n(C)nc2C(=0)NC1CC2CCCC(C1)N2C
clec(ec(cl)CHC1(CCN(CCCC(=0)c2cce(cc2)F)CC1)O
cl2c¢(ccecl)c(nnc2)NN
cleec2e(c1)C(=0)N(cleee(cecl)C(C(=0)0)CC)C2
c12c(cee(c1)OC)n(cc2CC(=0)O)C(=0O)clceeccl
cleee(c(el)eleee(ccl)CNIC(=NC2(C1=0)CCCC2)CCCC)cIn[nH]nn1
CI1(C2C(C(CO2)O[N+](=O)[O-DOC1HO
cleee2e(c1)C(=C(C(=0)Nclce(C)onl)C(C)S2(=0)=0)0O
clcee2e(el)e(=0)n(c(=0)[nH]2)CCN1CCC(C(=0)c2cce(cc2)F)CC1
C(#N)clcec(ecl)C(cleec(C#N)cecl)nlenenl
C(=0)(C(CC)N1C(=0)CCCI)N
clee2e(c(c1)OCC(CNC(C)(C)C)O)Cccee2=0
C#CCI1(CCC2C3CCC4=CC(=0)CCrC4C3CcceC12Cco)0
c12¢3ccec1C1=CC(CN(C1Cc2¢[nH]3)C)NC(=O)N(CC)CC
cleee(c(c1)C1=NC(C(=O)N(c2clce(cc2)Cl)C)O)CI
cleene(c1)NC(=0)C1=C(c2c(cc(s2)C)S(=0)(=0O)N1C)O
C#CCI(CCC2C3CCr4=CCcree4cscececi2o)o
clece(c(e1)C(=0)O)Nclc(ecc(c1CC)C



C1747
C1748
C1749
C1750
C1751
C1752
C1753
C1754
C1755
C1756
C1757
C1758
C1759
C1760
Cl1761
C1762
C1763
C1764
C1765
C1766
C1767
C1768
C1769
C1770
C1771
C1772
C1773
C1774
C1775
C1776
C1777
C1778
C1779
C1780
C1781
C1782
C1783
C1784
C1785
C1786
C1787
C1788
C1789
C1790
C1791
C1792

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
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24
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24
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24
24
24
24
24
24
24
24
24
24
24
24
24

C1=C2C(=CC3C4CCC(C(=0)C)(C4(C)CCC3C2(C)CCC1=0)0C(=0)O)C
clee(ce(e1)O)C1(CC)CCCCN(C)C
cleee(ecl)CI(C(=O)N(C(=0)C1)C)C
c12c3ccec1C1=CC(C(=0O)NC(CC)CO)CN(C1Cc2cn3C)C
cleee(e(c1)C1=NCc2n(c3clce(ce3)Cl)c(ne2)C)F
clee(c2e3c1CC1C4(CCC(C(C34CCN1ICCICCC1)02)0)0)0
clee(encl)C(=O)NCCO[N+](=0)[O-]

clee(encl)C1CCCNIC
C#HN)C1=C(C(=0)0OC)C(c2ccec(c2)[N+](=0)[O-DC(=C(C)N1)C(=0)OC(C)C
c12c(c(cccl[N+](=0)[O-])O)ncee2
C#CCI1(CCC2C3CCC4=CC(=0)Cccr4c3ceciz2o)o
C#CCI1(CCC2C3CCC4=C/C(=N/0)/CCC4C3CCCI12CC)OC(=0)C
cleec2e(c1)C(=CCCNC)cleccee1CC2
c1c2c3¢(c(c1F)N1CCN(CC1)C)OCC(C)n3ce(c2=0)C(=0)0
cl12¢(ccecl)n(c1c2C(=0)C(CC1)Cnlcencl)C
cleee(cel)C(cleccec1C)OCCN(C)C
cleec2e(cl)C(=N)CclcececccIN2C(=0O)N
C#CCOC(=0)C(clceeeel)(C1ICCCCC1)0)CN(CO)CC
C1(C(=0O)N(c2cceecc2)N(c2ceee(ce2)0)C1=0)CCCC
clec(cecc1C1ICCNCC1COcleee2e(c1)OCO2)F
C1(=0)C(C(=O)NC(=O)NI1)(CO)C(C)CcCC
cleec2e(cl)N(celec(eec1S2)CI)CCCNICCN(CC1)CCO
clcee(ecl)C1(C(=0)NC(=0)CCI1)CCN(CC)CC
C1(c2cceec2)C(=0)c2ccccc2Cl=0
cleee2e(cl)C(=C(C(=0O)Nclcceenl)N(C)S2(=0)=0)O
clc2e(ce(c1C)S(=0)(=0)N)S(=0)(=O)N(C(CSCC(F)(F)F)N2)C
clee(cec1C(=0)0)S(=0)(=0O)N(CCC)CCC
clee(cec1C(=0)NC(C)C)CNNC

clee(e(c(c1)C(C)C)O)C(C)C
c12¢(nen1CC(C)0)n(c(=0)n(c2=0)C)C

cleee(cel)C(C(C)NC)O

clenc(enl)C(=0)N
clee(c(c(c10C)C(=0)NCC1CCCNI1CC)OC)Br
cleee(c(c1)C(=0)O)OC(=O)clceccclO
C#CCN(C(C)Cclceeeel)C
clece2e(cl)C(=C(C(=0O)Nclnces1)N(C)S2(=0)=0)0
clee(cecIN)S(=0)(=O)Nclec(C)onl
C1(C(=0O)N(c2ceccecc2)N(c2ceecc2)C1=0)CCS(=0)clcececl
cleee(cel)/C(=C(/clcececc1)\CC)/elece(cc1)OCCN(C)C
cleene(c1)NC(=0)C1=Cc2c(ccs2)S(=0)(=0)N1C
cleee(cel)C(cleceee])(CICCN(CCCC(c2eee(cc2)C(C)(C)C)O)CC)O
clee(cec1CC(C(=0)0O)OCC)OCCceleee(ccl)OS(=0)(=0)C
C1=C2CCC3C4CCC(C4(C)cCe3ce(o)cec1=0)o
cle(IN+](=0)[O-])n(c(C)n1)CCS(=0)(=0)CC
clee(e(c(c1)C)NC(=0)C(C)N)C

clece(cel)/C(=C(/clceecc1 )\CCCl)/eleec(cc1)OCCN(C)C



C1793
C179%4
C1795
C1796
C1797
C1798
C1799
C1800
C1801
C1802
C1803
C1804
C1805
C1806
C1807
C1808
C1809
C1810
C1811
C1812
C1813
C1814
C1815
C1816
C1817
C1818
C1819
C1820
C1821
C1822
C1823
C1824
C1825
C1826
C1827
C1828
C1829
C1830
C1831
C1832
C1833
C1834
C1835
C1836
C1837
C1838

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
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HIA-
HIA-
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24
24
24
24
24
24
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24
24
24
24
24
24

C1=CC2(C(=CC1=0)CCCIC3CC(C(C(=0)CO)(C3(C)CC(C21F)0)O)O)C
cleee(ecl)C(CCNICCCCCT)(C1CCCCCH)O

CICN(CCCHP(=0)(N(CCCneeenoct

cl2c¢(ccecl)sc(c2)C(C)N(C(=0)N)O

clec(eecc1C(=0)cle(cc(CC(=0)0)n1C)C)Cl

cl12¢(ccecl)onc2CS(=0)(=0)N

cleec2e(c1)C=C(clce(cec1S2)CHOCCN(C)C
clcee2e(c1)C13CCIN+]4(CICC(/C(=C/CO)/C4)C1=CN4cScceccSC56CCIN+]7(CSCC(/C(=C/CO)/CT)C(=CN2C31)C46)CC=C)CC=C
clee[nt](cc1)CC1=C(C(=0)O)N2C(=0)C(C2SC1)NC(=0)/C(=N\OC)/clcsc(n1)N
clee[nt](cc1)CC1=C(C(=0)O)N2C(=0)C(C2SC1)NC(=0)/C(=N\OC(C(=0)0)(C)C)/clecsc(n])N
clec(ee(c1)O)[N+H](CC)(CO)C
C(=0)(C)OC1C2(C)CCC3C(CCCACC(C(CC34C)[N+]3(CCCCC3)C)OC(=0)C)C2CCI[N+H]1(CCCCC1)C
clec(c2ecl1CCle3ce(ec(e(c30c3cec(cc3)CC3cdec(c(cc4CCIN+]3(C)C)OC)02)0)OC)CCIN+]1(C)C)O
C(=0)(C)OC1C2(C)CCC3C(CCCACC(C(CC34C)N3CCCCLCC3)OC(=0)C)C2CCIN+]1(Cceeene
clee(ec(c1)OC(=O)N(C)O)[N+](C)(O)C

cleee(ccl)C[N+](CCOclccceel )(C)C

C(=O0)(N)OC(C)CIN+H](C)(O)C
clee(c(c(c1)OCCIN+](CC)(CC)CC)OCCIN+](CC)(CC)CO)OCCIN+H](CO)(co)ce
cle(ce[nt](c1)COC[n+]1cec(ccl)/C=N/O)/C=N/O

C(CC[N+]I(CCCCI1)O)CCIN+]I(CCCCI)C

clece(cel)C(=CI1CC[N+](CC1)(C)C)clceecel

C(=0)(CC(C[N+](C)(C)C)OC(=0)CO)O
clcee(ecl)C(C(=0)OC1CC2C3C(C(C[N+]2(CC)C)03)CO
cleee(cel)C(C(=0)OCICCIN+](C1)(C)C)(C1CCCC1)O

cleee(c(cl)C[N+](CCY(C)C)Br

clee[nt](c(c1)/C=N/O)C

cle(e(e(c(c10C)C)C)/C=C/C(=C/C=C/C(=C\C(=0)0)/C)/C)C
clece(eel)C1=NCc2n(c3clec(cc3)Cl)e(C)nn2

clec(ececc1C1(C(=O)NC(=0)CC1)CC)N
cleec2e(c1)C(=O)N(CICCCN(CC1)C)NC2Cceleee(ecl)Cl

clcene(c1)CCNC

C(#N)clcec(cc1C(F)(F)F)NC(=0)C(C)(CS(=0)(=0O)clccc(ccl)F)O
clcee(cel)CeleecccclOCCCCNC

c1(en(c(=0)nc1NC(=0)OCCCCC)C1C(C(C(C)O1)O)O)F
clee(cec1C(C(CO)NC(=0)C(CHCHO)[N+](=0)[O-]
cl2c¢(ccecl)neec2C(C1CC2CCN1CC2C=C)0O

c1c2¢(cec3c10CO3)n(CC)ne(c2=0)C(=0)0

CI1C(=0)N(c2cceec2)c2ec(cee2N(C1=0)C)Cl1
clee(c2¢3c1CC1C4C=CC(C(C34CCN1C)02)0)0C
cleec2e(c1)C=Cclceeec1C2=C1CCN(CC1)C

CCCC(Cco)ceecicoceenicco

cleec2e(cl)CCeleccecIN2CCCNC

cleee(ccl)CI=NCC(=0)Nc2clee(cc2)Cl

C#CCI(CCC2C3CCC4=CCCCr4C3C(=C)CcC12ce)0
clece(eel)C(eleceeel)(C(=0O)N1CCCCI)C(C)CN1CCOCC1

clec(ecc2cIN=C(C)NS2(=0)=0)Cl



C1839 HIA HIA+ 24 clcee(e(c1)CC(=0)O)Nclcec(cc1Cl)Cl

C1840 HIA HIA+ 24 C#N)CC1(CCC2C3C(=C4C(=CC(=0)CC4)CC3)CCCI20)0
C1841 HIA HIA+ 24 cleec2e(cl)C(eleeccc1OC2)CCCN(C)C

C1842 HIA HIA+ 24 C1(=O)C(C)CC(C)(C(C(C)C(C(C(=O)OC(COIC(CYC(CIC)0)O)C)OCICC(O)C(C(C)O1)O)OC)OCIC(C(CC(C)O)N(CYO)O)O
C1843 HIA HIA+ 24 clee(ce2ec1CICCC3(C)C(CCC30)CICC2)OC(=0)N(CCCIycccl
C1844 HIA HIA+ 24 CCC(CO)NCCNC(CcO)COo

C1845 HIA HIA+ 24 clc(ee(CC)nel)C(=S)N

C1846 HIA HIA+ 24 clec(ecclelee(c[nt](clcleee(C)necl)[O-])CHS(=0)(=0)C

C1847 HIA HIA+ 24 clee(ce(c1)C(F)(F)F)C(C)CNCC

C1848 HIA HIA+ 24 clcee(cel)Oclceeee(c1)C(C(=0)0)C

C1849 HIA HIA+ 24 CI1=CC2(C(=CC1=0)C(CC1C3CC4C(C(=0)CO)(C3(C)CC(C21)O)OC(C)CYOHF)C
C1850 HIA HIA+ 24 cleee(c(e1)C1=NCC(=0)N(c2clce(cc2)Cl)CCN(CC)CC)F

C1851 HIA HIA+ 24 C#CC1(C=CC2C3CCC4=CC(=0)CCC4C3CCC12CO)0

C1852 HIA HIA+ 24 clee(c(c(c1)CHCC(=0)N=C(N)N)Cl

C1853 HIA HIA+ 24 clc2c(ce(c1C)S(=0)(=0)N)S(=0)(=O)NCN2

C1854 HIA HIA+ 24 c12c¢(cc(cc1)Clnccc2NC(C)CCN(CC)CCO

C1855 HIA HIA+ 24 cleec2e(cl)CCeleccecIN2CCCN(C)C

C1856 HIA HIA+ 24 cleec2e(c1)C(=0)N(clcec(ccl)C(C(=0)0)C)C2

C1857 HIA HIA+ 24 cleee(ecl)C12e3cc(cce3N(C(=0)CN1C(=0)C=C(C)02)C)C1
C1858 HIA HIA+ 24 clece(ccl)CCC(C)NCC(cleee(c(c1)C(=0)N)O)O

C1859 HIA HIA+ 24 C(#N)C(=NNclcce(ccl)C1=NNC(=0)CC1C)C#N

C1860 HIA HIA+ 24 cle(c(cccIN1C(=0)OC(CNC(=0)C)C1)NICCOCCI)F

C1861 HIA HIA+ 24 cleee(e(cl)cleec(ccl)Cnle(c(nc1CCCC)CHCO)el [nH]nnnl
C1862 HIA HIA+ 24 clcee2e(cl)Cle3eccec3C2(CCI)CCCNC

C1863 HIA HIA+ 24 cl2c¢(cee(c1)C(=0)clcccecl)nc([nH]2)NC(=0)OC

C1864 HIA HIA+ 24 C#CCI1(CCC2C3CCc4cc(cec4C3CCC12C)0C)0

C1865 HIA HIA+ 24 cleee(e(c1)OC)OCC(COC(=O)N)O

C1866 HIA HIA+ 24 cleee(e(c1)C)N1C(=0)c2cc(c(ce2NCIC)CHS(=0)(=0)N

C1867 HIA HIA+ 24 clee(encl)C(=0)C(clecencl)(C)C

C1868 HIA HIA+ 24 clee(cec1C(=0)NCCN1CCOCCT)Cl

C1869 HIA HIA- 24 clee(cec1C(C(=0)NC1(C(=0)N2C(=C(COC12)CSc1nnnn1C)C(=0)0)OC)C(=0)0)O
C1870 HIA HIA+ 24 c12c¢(ccecl)ec(cc2)CC(C(=0)OCCN(CC)CC)CCICCCOol

C1871 HIA HIA+ 24 cl2c(cee(c1)C(C(=0)0)C)cc(cc2)OC

C1872 HIA HIA+ 24 c12c¢(cee(c1)CCS(=0)(=0)NC)[nH]c(c2)C1CCN(CC1)C

C1873 HIA HIA+ 24 cleee(e(c1)C1C(=C(C)NC(=CI10C(=0)C)C)C(=0)OC)[N+](=0)[O-]
C1874 HIA HIA+ 24 cle(e(cec IN1IC(=0)C(C)(C)NC1=0)[N+](=0)[O-])C(F)(F)F
C1875 HIA HIA+ 24 C#HCCI1(CCC2C3CCC4=CC(=0)CCC4C3C=CC12CC)O

C1876 HIA HIA+ 24 clece(cel)C(eleccec)NTCCN(CCCn2c3cceccc3[nH]ec2=0)CCl1
C1877 HIA HIA+ 24 cleee(e(c1)OCC=C)OCC(CNC(C)C)O

C1878 HIA HIA+ 24 clcee(e(c1)C1CCCC1)OCC(CNC(C)(O)C)O

C1879 HIA HIA+ 24 cleee(ecl)C1(C(=0)NC(=0)NC1=0)CC

C1880 HIA HIA+ 24 clcee(cecl)C(cle(c2ceecec2oc1=0)0)CC

C1881 HIA HIA+ 24 cleee(ecl)N1C(=0)C(=0)C(CCCC)Nlcleceecl

C1882 HIA HIA+ 24 c12¢(ccecIOCC(CNC(C)C)O)[nH]cce2

C1883 HIA HIA+ 24 cle(cencl)C(=0)cle(CC)[nH]e(=0)[nH]1

C1884 HIA HIA+ 24 cleee2e(c1)C(=C1CCN(CC1)C)cleesc1CC2



C1885  HIA HIA+ 24 clece2e(e])CCN1C(=0)CN(C(=0)C3CCCCC3)CC21

C1886 HIA HIA+ 24 cleee(ecl)C(CCNICCCCT)(C1CCCCCHO

C1887 HIA HIA+ 24 clecce(cel)C(eleceeel)(C(=0)OCICCN(CCI1)C)OCCC

C1888 HIA HIA+ 24 cle(CCO)[nH]e(=S)[nH]c1=0

C1889 HIA HIA+ 24 clee2e(c(c1)O)CCICC(CN(C1C2)CCCINS(=0)(=0)N(CC)CC
C1890 HIA HIA+ 24 cle(ee(ce10)O)C(CNCCCnlc2e(nel)n(c(=0)n(c2=0)C)C)O
C1891 HIA HIA+ 24 cl12¢(cee(c1)Cnlenenl)[nH]ec2CCN(C)C

C1892 HIA HIA+ 24 cleec2e(c1)C(=0)NS2(=0)=0

C1893 HIA HIA+ 24 C(=C\Br)/CI1C(=0)NC(=0)N(C1)C1C(C(C(C0O)01)0)O

C18%4 HIA HIA+ 24 C1=CC(n2cc(c(nc2=0)N)C)OC1CO

C1895 HIA HIA+ 24 clec(eccIN)S(=0)(=O)Nclnc(ce(C)nl)C

C1896 HIA HIA+ 24 cleee(e(c1)OCC)OCCNC(C)Celeee(e(c1)S(=0)(=0)N)OC
C1897 HIA HIA+ 24 c12c¢(ccecl)n(c(C1C=c3c(=C(C)C1)nc(CCC)n3Cclccc(ccl)cleccec1 C(=0)0O)n2)C
C1898 HIA HIA+ 24 c1c2¢(cc(c10C)0OC)C1CC(=0)C(CC(C)C)CNICC2

C1899 HIA HIA+ 24 clee(cec1C)S(=0)(=0O)NC(=O)NCCCC

C1900 HIA HIA+ 24 clee(cec1C)C(=0)cleec(CC(=0)O)n1C

C1901 HIA HIA+ 24 CCI1(C)OC2C(COC3(C20C(C)(C)O3)COS(=0)(=0)N)O1

C1902 HIA HIA+ 24 clee(ce(c1)OC)C1(CCCCCICN(C)O)O

C1903 HIA HIA+ 24 C(=0)(CICCC(CCI)CN)O

C1904 HIA HIA+ 24 clec(ec(c1)CHNICCN(CCCn2e(=0)n3ccecc3n2)CC1

C1905 HIA HIA+ 24 cle(ee(c(c10C)0C)0C)Celene(ne IN)N

C1906 HIA HIA+ 24 clee(cec1C(C(=0)0O)C)C1C/C(=N/O)/CCCl1

C1907 HIA HIA+ 24 C(#N)cl1c2n(c(cen2)c2eccc(c2)N(C(=0)C)CC)ncl

C1908 HIA HIA- 24 C1=C(C(=0)O)OC(C(CINC(=N)N)NC(=0)C)C(C(CO)O)O
C1909 HIA HIA- 18 CN(C)C(=0)Oclcce[n+](C)cl

C1910 HIA HIA+ 14 CCNI1CCC[C@@H]1CNC(=0)c1c(OC)cee(cl)S(=0)(=0)CC
C1911 HIA HIA+ 14 Celen([C@@H]20[C@@H](CO)C=C2)c(=0)[nH]c1=0

C1912  HIA HIA- 1522  OC[C@H]10[C@H](O[C@@H2[C@@H](0)[C@H](O[C@H]30[C@H](CN)[C@@H](0)[C@H](O)[C@H]30)[C@@H](N)CC2N)[C@H](0)[C@@H](N)C10
C1913 HIA HIA+ 14,20 Nclcee(eel)S(=0)(=O)Nclnceenl

C1914 HIA HIA+ 15,18,21,22  COclcec(CCN(C)CCCC(CHN)(C(C)C)c2cc(0OC)c(OC)ec2)cecl1OC
C1915 HIA HIA+ 20 C(=C\CN1CCN(CC1)C(clcce(F)ecl)cleee(F)ecl)/cleeceel
C1916 HIA HIA+ 15,16,19,22 CC(NC(C)(C)C)C(=0)clecce(Cl)cl

C1917 HIA HIA+ 18 CN(C)CCC(clece(Clyeel)cleccenl

C1918 HIA HIA+ 20 ON1C(=c2cc(Cl)ccc2=N/C(=N\C)/Cl)clcceccl

C1919 HIA HIA- 15 NC(=S)N/N=C/clccc(NC(=0)C)ccl

C1920 HIA HIA+ 20 N/C(=N\C(C)C)/N=C(\N)/Nclcee(Clyeel

C1921 HIA HIA+  15,16,18,19,22 OCC(C(=0)OC1C[C@@H]2N(C)[C@@H](C1)[C@@H]10[C@H]21)clccecel
C1922 HIA HIA+ 15,22 COclce2c(cel)ne([nH]2)S(=0)Cclnce(C)e(OC)c1C

C1923 HIA HIA+ 15 O/C(=C\1/N(C)S(=0)(=0)c2ccccc2C1=0)/Nclncesl

C1924 HIA HIA+ 14,15 COclce(cce)[C@@]1(0)CCCC[C@@H]ICN(C)C

C1925 HIA HIA+ 14 CC(C)[C@H](N)C(=0)OCCOCnlcnc2el[nH]e(N)nc2=0

C1926 HIA HIA+ 15,22 OC1=C(0)C(=0)[C@H](O)[C@@H](O)CO

C1927 HIA HIA- 14,22 CC(=0)N(O)CCCCCNC(=0)CCC(=0)N(O)CCCCCNC(=0)CCC(=0O)N(O)CCCCCN
C1928 HIA HIA+ 14 CC(C)(C)NC[C@H](O)clce(CO)c(O)ccel

C1929 HIA HIA+ 15,16,19 NCC1(CC(=0)O)CCCCC1

C1930  HIA HIA+ 1420  CCCN(CCC)CCelc2CC(=0)Ne2ecel



C1931
C1932
C1933
C1934
C1935
C1936
C1937
C1938
C1939
C1940
C1941
C1942
C1943
C1944
C1945
C1946
C1947
C1948
C1949
C1950
C1951
C1952
C1953
C1954
C1955
C1956
C1957
C1958
C1959
C1960
C1961
C1962
C1963
C1964
C1965
C1966
C1967
C1968
C1969
C1970
C1971
C1972
C1973
C1974
C1975
C1976

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA-
HIA+
HIA-
HIA+
HIA+
HIA+
HIA-
HIA-
HIA+
HIA+
HIA-
HIA+
HIA+
HIA-
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+

20 OC(=0)[C@@H]IN2C(=0)[C@@H](NC(=0)c3c(onc3c3c(F)cccc3Cl)C)[C@H]2SC1(C)C
23,15,16,19,21 OC(=0)C1=C/C(=N\Nc2cc(C(=0)0)c(0)cc2)/C=CC1=0
15,16,19  OC(=0)C1=C(CSc2n[nH]nc2)CS[C@H]2N1C(=0)[C@H]2NC(=0)C(N)clccc(O)ccl
17 OC[C@H]10[C@@H](O[C@@H2[C@@H](0)[C@H](N)C[C@H]N)[C@H]20[C@H]20[ C@H](CO)[C@@H](0O)[C@H](0)[C@H]2N)[C@H](0)C10[C@H]1 O[C@@H](CN)[C@@H](O)[C@H](O)[C@H]IN
5,16,18,19,21,2[ C@@H]12C[C@@H](C)[C@](O)(C(=0)CO)[C@@]1(C)C[C@H](O)[C@@]1(F)[C@H]2CCC2=CC(=0)C=C[C@]12C
15,22 C1=C2C(=C[C@H]3[C@@H]4CC[C@](OC(=0)C)(C(=0)O)[C@@]4(C)CC[C@@H]3[C@@]2(C)[C@H]2C[C@H]2C1=0)CIl
15,18,22  Oclc20[C@H]3C(=0)CC[C@@]4(0O)[C@H]5Cc(cc1)c2[C@@]34CCN5CC=C
15,21,22  OC(=0)C1=C(CSc2nc(=0)c(=0)[nH]n2C)CS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=N\OC)/clcsc(n1)N
16,1922 O[C@H]1[C@@H](O[C@@H]2[C@@H](O)[C@H](O[C@H]30[C@H](CN)CC[C@H]3N)[C@@H](N)CC2N)OC[C@@](O)(O)[ C@@H]INC
14,20 CC(=0)clcce(cel)S(=0)(=0)NC(=O)NC1CCCCCl1
14 CCCI(CCC(C)C)C(=O)NC(=0O)NC1=0
15 OC(COclccec2elc(=0)cc(02)C(=0)[O-])COc1c2c(=0)cc(oc2eecc]l)C(=0)[0-]
14 CNC(=C[N+](=0)[O-])NCCSCclccc(CN(C)C)ol
15,22 COP(=0)(0C)OC(clcee(Cl)ecl)P(=0)(0C)0C
18 COclec2e(Sc3cecce3N2CC(C)CN(C)C)ecl
15,16,19,22 CC(C)(C)NCC(0)COc1c2C[C@H](O)[C@H](O)Cc2cccl
15 CNC(=0)c1c(I)c(NC(=0)C)e(D)e(C(=0)[O-])cll
14 COCCCOcl¢(C)e(C[S@@](=0)c2nc3cccec3[nH]2)ncel
20 N(N=C(C#N)C#N)clcce(cc1)C1=NNC(=0)C[C@H]1C
15,16,19,21,22 OC[C@@H](NC(=0)C(CHCI)[C@H](O)clcec(ccl)[N+](=0)[O-]
16 O[C@H](COc1nsncIN1CCOCCI)CNC(C)(C)C
15 OC(=0)[C@@H](N)Cclcc(O)c(O)ccl
17 Nlc2cceec2N=c2sc(cc2=CIN1CCN(C)CC1)C
14 Nclne(S)c2nc[nH]c2nl
15 OC(=0)C(O/N=C(\C(=O)N[C@@H]1C(=O)N([C@H]1C)S(=0)(=0)O)/clecsc(n1)N)(C)C
15,22 O/C(=C/1\N(C)S(=0)(=0)c2c(scc2)C1=0)/Nclcccenl
15 OC(=0)CN1c2cccec2CC[C@H](N[C@H](C(=0)OCC)CCc2ccccc2)C1=0
14,15,17,22 NC(=N)NC(=0)c1nc(Cl)c(N)ncIN
14,20 CCN(C)C(=0)Oclccee(c)[C@H](C)N(C)C
15,17,22  NC(=Nc1nc(CSCC/C(=N\S(=0)(=O)N)/N)cs1)N
15,18,22  COclce2e(cel)n(C(=0)clecc(Cl)cel)e(C)c2CC(=0)0
14,16,19,21,22 OC(=0O)clccccc10
14 CCI1(C)OC2CC3C4CCC5=CC(=0)C=CC5(C)C4(F)C(0)CC3(C)C2(01)C(=0)CO
18 cleee(ec])[C@Q@](OCCIC@@H]IN(C)CCCl)(clecee(Cl)eel)C
20 O[C@H]I[C@H](O[C@H20C(=CC[C@H2N)CN)[C@Q@H](N)C[C@@HI(NCO)[C@@H]10[C@H]1 0C[C@@](0)(O)[C@HI(NC)[C@H] 10
15,22 CCOclceeec10CCICNCCO1
15 CC(N)(Cclee(0)e(0)ecl)C(=0)0
14,18 CN(C)C(=0)Cclc(nc2ecc(C)enl2)clece(C)ecl
15,16,19,21 CC1=C(N2[C@H](SC1)[C@H](NC(=O)[C@H](N)clcccccl)C2=0)C(=0)0O
15,16,19,22 CC(C)NCC(O)clecc(NS(=0)(=0)C)ccl
14,15,21,22 Cnlc2c([nH]en2)e(=0)n(C)c1=0
18 CN(C)CCCNIc2cceeec2Sc2cceecl2
15,22 Onlc(=N)nc(ccIN)N1CCCCC1
20,22 Nlc2¢(N=c3cccec3=CINICCN(C)CCl)cce(Cl)c2
15,16,17,19,22 NS(=0)(=0)c1cc(C(=0)O0)c(NCc2ccco2)cc1Cl
18 CN(C)CCOC(clcceeel)clcceceecel



C1977
C1978
C1979
C1980
C1981
C1982
C1983
C1984
C1985
C1986
C1987
C1988
C1989
C1990
C1991
C1992
C1993
C199%4
C1995
C1996
C1997
C1998
C1999
C2000
C2001
C2002
C2003
C2004
C2005
C2006
C2007
C2008
C2009
C2010
C2011
C2012
C2013
C2014
C2015
C2016
C2017
C2018
C2019
C2020
C2021
C2022

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA-
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA-
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA-
HIA-
HIA+

14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
14
15,16,19,22
15
14
15,17,22
14
14

Cnlnnc2c(nen2c¢1=0)C(=0)N

CCI(C)S[C@HI2[C@H](NC(=0O)[C@@H](N)c3cceee3)C(=O0)N2[C@@H]1C(=0)0

CN(C)C(=0)OC1=CN(C)C=C=C1

CC1=CN=C[C@H](N10)C(=0)O

Nelne2e(nen2[C@@H]2C[C@@H](CO)C=C2)c(N)nl

CC(=CC(=0)0O)cInc(cccl)C(=CCNI1CCCCl)clece(C)eel
CC[C@H]10C(=0)[C@@H](C)C(=0)[C@@H](C)[C@@H](0[C@@H]20[C@H](C)C[C@@H]([C@@H]20)N(C)C)[C@@](C)(C[C@@H](C)C(=0)[C@@H](C)[C@H]2N(CCCCn3ene(c3)e3enece3)C(=0)O[C@]12C)OC
CC(C)NC[C@H](O)clcc(NS(=0)(=0)C)cccl

CCI(C)S[C@HR[C@@H](INC(=0)[C@H](N)c3cee(0)cc3)C(=0)N2[C@H]1C(=0)O
COCICC(CCC10)C=C(C)CIOC(=0)C2CCCCN2C(=0)C(=0)C2(0)OC(C(CC20)00)C(CC(O)cc(=Ccr(ce=0)c(=o)cc(oyeic)ooc
NC[C@@H]10[C@@H](O[C@H]2[C@@H](N)C[C@@H](N)[C@H](O[C@H]30[C@@H](CO)[C@H](O)[C@@H](N)[C@H]30)[C@H]20)[C@H](N)C[C@@H] 10
OC[C@@H]10[C@H](OC[C@@H]20[C@@H](O[C@H](C#N)c3cccce3)[C@@H](O)[C@@H](0)[C@H]20)[C@H](O)[C@H](0O)[C@H]10
C[C@]12CC[C@H]3[C@H](CCC4=CC(=0)CC[C@]340)[C@@H]1CC[C@H]20

COclce(C)e(ecc100)[S@](=0)C

CN1c2c¢(cece2)[C@@H](NCCCCCCC(=0)0)c2c(cc(Cl)ec2)S1(=0)=0
Cclee2e(cc1C)n(C[C@H](0O)[C@@H](O)[C@H](0)CO)clnc(=0)[nH]c(=0)c1n2
CN1[C@H]2CC[C@@H]1CC(C2)OC(=0)clc[nH]c2cceccl2

Oclece(cel)ele(C(=0)c2cec(OCCN3CCCCC3)ec2)e2e(s1)ec(O)ec2

O=CINC(=0O)C(N1)(clcccecl)cleeeecl

CO/N=C(\C(=O)N[C@H]1[C@H]2SCC(=C(N2C1=0)C(=0)OCOC(=0)C(C)(C)C)C)/clcsc(N)nl

N=C(Nclcccccl)Ncleceeel

OC(=0)CclcceecINele(ClyececlCl

CC1(0OC(=CC1=0)C(=0)O)clcccccl

N(N=Nclcccecl)cleeeeel

3,15,16,18,19,2CC(C)NCC(0)COc1 cec(NC(=0)C)ec

18

18

15,22

15

15

20
15,16,19,22
15,16,18,19

c1ce(0C)c(0OC)c2c1 [C@H](0OC2=0)[C@@H]1N(C)CCc2cc3c(OCO3)c(0OC)c12
NC(=0)CCCN/C(=C/1\C=C(F)C=CC1=0)/clccc(Cl)ccl
O/C(=C\1/N(C)S(=0)(=0)c2ccccc2C1=0)/Nclnce(s1)C
OC(CNCCNC(=0)NICCOCC1)COclcee(O)ecl

N[C@H]1C(=0)NOC1
OC(=0O)clen(c2c(OC)c(N3C[C@HIANCCC[C@H]4C3)c(F)ec2c1=0)C1CC1
C[C@H](CS)C(=0O)N1CCC[C@H]I1C(=0)O
CN(Cclnc2e(ncl)nc(N)nc2N)cleee(ecl)C(=O0O)N[C@@H](CCC(=0)0)C(=0)O

23,15,16,18,19 OC[C@@H](O)[C@@H](0)[C@H](0)[C@H](0)CO

15,16,19,22
18
14
14,18
16,19,22
20
15
15,16,19
14,20
15
14,22
14

clen(c(nl)C)CCI1C(=0)c2c(n(c3ccecc23)C)CCl

Clclece2n(C3CCN(CCCnéc(=0)[nH]c5cceecd5)CC3)e(=0)[nH]c2cl

CNC(=0)c1c(I)c(NC(=0)C)e(I)c(C(=0)O)cll

Nclnc(N)e2nc(c(N)nc2nl)cleccecl

OC(=0)clcc(=0)c2c(01)ccc(OCC(0)COclcccc3ele(=0)cc(03)C(=0)0)c2
O/C(=C\1/C(=0)[C@@H]I(N(C)O)[C@@H]2[C@@H](0O)[C@H]3C(=C(0O)c4c(cccc4O)[C@]3(0)C)C(=0)[C@]2(0)C1=0)/N
OC(=0O)[C@H]IN(C(=O)C(N[C@@H](C(=0)OCC)CCc2ccccc2)C)CCC1
OC[C@H]10[C@@H](n2cc(/C=C/Br)c(=0)[nH]c2=0)[C@@H](O)C10
[C@@H]12C[C@@H](0)[C@](O)(C(=0)CO)[C@@]1(C)C[C@H](O)[C@@]1(F)[C@H]2CCC2=CC(=0)C=C[C@]12C
CN(CCCCCCN(C)C(=0)Oclcce[nt](C)el)C(=0)Oclecc[nt](C)cl

OC(=0O)CN(CCN(CC(=0)0)Cclceccec10)Celeccecl1O
Cclen([C@H]2C[C@H](N=[N+]=[N-D[C@H](CO)02)c(=0)[nH]c1=0



2023  HIA HIA+ 15 [nH]1c(nc2ceece12)CCCN(C)CC[C@@]1(OC(=0)COC)CCe2e(cec(F)e2)[C@@H]1C(C)C

C2024 HIA HIA+ 15,16,17,19 Cclen([C@H]2C[C@H](N=[N+]=[N-)[C@@H](CO)02)c(=0)[nH]c1=0

C2025 HIA HIA+ 21 clcce2N(C(=0)[C@H](OC(=0)CO)[C@@H](Sc2c1)clecec(OC)cc)CCN(C)C

C2026 HIA HIA+ 14 CC(C)NC[C@@H](O)COclecee2ececcl2

C2027 HIA HIA+  16,17,18,19,21 CC(C)NCC(O)COclc2cecec2eccl

C2028 HIA HIA+  15,16,18,19,22 CN/C(=N\CCSCclc(C)[nH]en1)/NC#N

C2029 HIA HIA- 15 NS(=0)(=0)c1c(Cl)cc(NCc2cccs2)c(cl)cInnn[nH]1

C2030 HIA HIA+ 20 NC(=NCC10C2(0OC1)CCCCC2)N

C2031 HIA HIA- 14 OC(=0)CI=C[C@H](N=C(N)N)[C@@H](NC(=0)C)[C@@H](O1)[C@H](O)[C@H](O)CO
C2032 HIA HIA+ 14 CCOclc(OC[C@H]2CNCCO2)ceccel

C2033 HIA HIA+ 18,22 COclcec(cel)C1Se2e(ccecc2)N(CCN(C)C)C(=0)C10C(=0)C

C2034 HIA HIA+ 14 NCCOCCI1=C(C(=0)OCC)C(c2ccccc2Cl)C(=C(N1)C)C(=0)0C

C2035 HIA HIA+ 14 COclcec(cel)[C@H](CN(C)C)C1(0)CCCCCI

C2036 HIA HIA+ 15,16,18,19 COclcc2ne(nc(N)c2cc1OC)N1CCN(CC1)C(=O)clcecol

C2037 HIA HIA+ 20 O[C@H]1C=C[C@@]23c4c(ccc(OC)c40[C@H]2C1)CN(C)CC3

C2038 HIA HIA+ 17 CO[C@H]1/C=C\O[C@@]2(C)0c3c(C2=0)c2¢(c(0)e3C)C(=0)C(=CINCHCON(CC(C)C)CCAN=C23INC(=0)/C(=C\C=C/[C@@H](O)[C@H](0)[C@@H](C)[C@@H](0)[C@@H](O[C@HI(OC(=0)O)[C@Q@H]1 C)/C
C2039 HIA HIA+ 14,15 O/N=C\1/CCCC(c2cce(cc2)C(C(=0)0)C)C1

C2040 HIA HIA- 15,16,19  Nclnc2¢(nen2COC(CO)CO)c(=0)[nH]1

C2041 HIA HIA+ 14,15 OC[C@H]10[C@@H](n2nc(nc2)C(=0)N)[C@H](0)C10

C2042 HIA HIA+  14,15,16,19,22NC(=0)n1c(O)c(C(=0)c2cces2)c2celecc(Cl)e2

C2043 HIA HIA+ 15,16,19 NC(C(=O)NC1C2CCC(=C(N2C1=0)C(=0)O)Cl)clccccel

C2044  HIA HIA- 15,16,19  NS(=0)(=0)clcc2c(cc1 CHIN=CNS2(=0)=0

C2045 HIA HIA+ 14 OC(=0)CCnlc2¢(C[C@@H](CC2)NS(=0)(=0)c2cce(F)ec2)c2celccec2

C2046 HIA HIA- 23,1522  OC[C@H]10[C@](0)(CO)[C@@H](0)CI0[C@@H]10[C@H](CO)[C@H](O)[C@H](O)C10
C2047 HIA HIA- 15,16,19  OC(=0)C1=C(COC(=0)N)CS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=N\OC)/clcccol
C2048 HIA HIA- 15 [C@H]12SC(C)(C)[C@@H](N1C(=0)[C@H]2NC(=0)Cclcccec1)C(=0)O

C2049 HIA HIA+ 14 Cclnnc2CN=C(c3ccccc3Cl)c3cc(Cl)ecee3nl2

C2050 HIA HIA+ 20 OC(=0)[C@H]IN2N(CCC1)CCC[C@H](N[C@H](C(=0)OCC)CCclcccecl)C2=0
C2051 HIA HIA+ 15,22 OC[C@@H]10[C@H](n2ccc(nc2=0)N)CS1

C2052 HIA HIA+ 18 CN(C)CC/C=C\1/c2ccecc2C=Cc2cceccl2

C2053 HIA HIA+ 22 OC(=0)[C@@H](N(C(=0)CCCC)Celcce(ecl)clececeleIn[nH]nn1)C(C)C

C2054 HIA HIA+ 15 CCN(CC)CCCIC(CC(=0)NC1=0)clccccecl

C2055 HIA HIA+ 15,16 NC(=0)OCC1=C(N2C(=0)[C@@H](NC(=0)/C(=N\OC)/c3ccco3)[C@H]2SC1)C(=0)OC(OC(=0)C)C
C2056 HIA HIA+ 19 CO/N=C(/C(=0)NCI1C2SCC(=C(N2C1=0)C(=0)OC(C)OC(=0)C)COC(=0O)N)\clcccol
C2057 HIA HIA- 18 CC[C@@H](CONC(=0O)[C@H]ICN(C)[C@@H]2Cc3cn(C)c4ccec(c34)C2=C1

C2058 HIA HIA+ 14 CCCC(C)C1(CC=C)C(=O)NC(=O)NCI1=0

C2059 HIA HIA+ 15,22 CN1/C(=C(/O)\Nc2cceen2)/C(=0)c2cceec2S1(=0)=0

C2060  HIA HIA+ 14 CC(C)(C)NC[C@H](0)clee(O)ee(O)cl

C2061 HIA HIA+ 14 OC(=0)Cclcc2e(ccl)C(=0)cleccec1 CS2

C2062 HIA HIA+ 18,20 OCI1(CCN(CCCC(=0)c2ccc(F)ec2)CCl)clece(Cl)eel

C2063 HIA HIA+  15,16,18,19,22 COclcc2c(cenc2ec)[C@H](0)[C@H] 1 C[C@@H]2CCN1C[C@@H]2C=C

C2064 HIA HIA+ 14 COclce2c(cenc2ec)[C@@H](0)[C@@H]1C[C@@H]2CCNIC[C@@H]2C=C

C2065 HIA HIA+ 15,22 CC(Ccleee(0)ec)NCC(O)elee(O)ec(O)el

C2066 HIA HIA+ 15,16,19 CC1(O)S[C@@H]2[C@H](NC(=0)[C@H](N)c3ccc(0)cc3)C(=0)N2[C@H]1C(=0)0
C2067 HIA HIA+ 14 CCOC(=0)[C@H](CCclcccecl )N[C@@H](C)C(=O)N1Cc2ccccc2C[C@H]1C(=0)0

C2068 HIA HIA+ 15,22 O[C@H]IC[C@H)(O[C@H]2[C@@H)(0)C[C@H](O[C@H]3[C@@H](0)C[C@H](O[C@H4CCIC@@]5(C)[C@H)(CC[C@@H]6[C@Q@H]5C[C@@H](0)[C@]5(C)C(CT=CC(=0)OCT)CCIC@]650)C4)0C3C)0C2C)0[C@H](C)[C@H]10



C2069
C2070
C2071
C2072
C2073
C2074
C2075
C2076
C2077
C2078
C2079
C2080
C2081
C2082
C2083
C2084
C2085
C2086
C2087
C2088
C2089
C2090
C2091
C2092
C2093
C2094
C2095
C2096
C2097
C2098
C2099
C2100
C2101
C2102
C2103
C2104
C2105
C2106
C2107
C2108
C2109
C2110
C2111
C2112
C2113
C2114

HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA
HIA

HIA+
HIA+
HIA+
HIA-
HIA-
HIA-
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA-
HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA-
HIA-
HIA+
HIA+
HIA+
HIA-
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+
HIA+

14
15,22
14,15

14
15,16
19
14
14
15,22
14,15,17
15
17
14,23,15,22
20
14
20
15
14,18
23,15,21,22
14
15,22
15
18
14,17
15,16,19
15,16,19,22
14

COclcec2ce(cecec2e 1 C(F)(F)F)C(=S)N(C)CC(=0)O

O/C(=C/1\N(C)S(=0)(=0)c2ccccc2C1=0)/Nc1noc(cl)C
[C@@H]12CC[C@@]3(CCC(=0)03)[C@@]1(C)CC[C@H]1[C@H]2[C@@H](CC2=CC(=0)CC[C@]12C)SC(=0)C
O[C@H](CNCCNC(=O)N1CCOCC1)COclcec(O)cel
C[C@H](N[C@H](CCclcecececl)C(=0)O)C(=O)N1CCC[C@@H]1C(=0)0
CC(NC(CCecleceec])C(=0)O)C(=0)N1CCCC1C(=0)O

CC(C)NC[C@@H](0)COclcece(CC(=0)N)cel

OCC10C(C(0)C10)n1cc(C=CBr)c(=0)[nH]c1=0

Cclc(OCC(F)(F)F)cenc1CS(=0)c1nc2c([nH]1)ccec2

Nclne2e(nen2COCCO)c(=0)[nH]1
O[C@H]1[C@H](0C2C(C)[C@H](O[C@@H]30[C@@H](C)[C@H](0)[C@@](OC)(C)C3)[C@H](C(=0)O[C@H](CO)[C@](O)(O)[C@H](O)[C@H](N(C)CC(C)C[C@]2(0)C)C)C)O[C@H](C)C[C@@H]IN(C)C
Cclecee(C)cINC(=0)clee(c(Cl)ee10)S(=0)(=0)N
OC[C@H]10[C@](O[C@H]20[C@H](CO[C@H]30[C@H](CO)[C@H](0)[C@H](0)C30)[C@@H](0)[C@H](0)C20)(CO)[C@@H](0)C10
CC(C)(C)NCC(O)clcee(O)e(CO)el

Cclnoc(NS(=0)(=0)c2cce(N)cc2)cl1C

CCI(C)C(N2C(=0)CC2S1(=0)=0)C(=0)[0O-]
OC(=0)C1=CCS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=N\OC)/clcsc(n1)N

CCCC(C)(COC(=0O)N)COC(=O)N

CCNI1CCCCICNC(=0)c1c(OC)cec(c1)S(=0)(=0)N

CCNICCC[C@@H]1CNC(=0)clec(cce10C)S(=0)(=0)N
OC(=0)[C@@H]IN2C(=0)[C@@H](NC(=0)C(C(=0)Oc3ccccc3)c3cccec3)[C@H]2SC1(C)C
OC(=0O)[C@H]IN(C(=0)CP(=0)(OC(OC(=0)CC)C(C)C)CCCCc2ccccc2)C[C@@H](C1)C1CCCCCI
CN(C)CC/C=C/1\c2¢(COc3clcccc3)eccc2

Oclc2cen[nH]e2nenl

CCnlecc(C(=0)0O)c(=0)c2cc(F)c(cc12)N1ICCNCCI
[C@@H]12CC[C@](0O)(C(=0)CO)[C@@]1(C)C[C@H](O)[C@H]1[C@H]2CCC2=CC(=0)C=C[C@]12C
OC(=0)C1=CC(=NNc2ccc(cc2)S(=0)(=0O)Nc2cceen2)C=CC1=0

3,15,16,18,19,20C(=0)C1=C/C(=N/Nc2ccc(cc2)S(=0)(=0)Nc2cceen2)/C=CC1=0

15,22
14
14
15,22
15
15
15
15
22
14
15,20
20
18
15
15,16,19
14

[C@@H]120c¢3c(0OC)ccc4c3[C@]31CCN(C)[C@H](CH)[C@@H]3C=C[C@@H]20
CCN(CC)Cclee(Ne2ce3cecee(Clyee3nee2)ceec1O

CC[C@@]12CCCN3CCcé4c([C@H]13)n(clceceed1)C(=C2)C(=0)0
O/C(=C\1/N(C)S(=0)(=0)c2c(sc(Cl)c2)C1=0)/Ncleccenl

OC[C@H]10[C@H]2n3cc(F)c(=N)nc30[C@H]2C10
O[C@H]1CC(=0)O[C@H](CCC2[C@H](C=CC3=C[C@H](C)C[C@H](OC(=0)[C@@H](C)CC)[C@H]23)C)C1
OC[C@H]10[C@@H](0[C@@H]2[C@@H](0)[C@H](N)C[C@H](N)[C@H]20[C@H]20[C@H](CN)[C@@H](0)[C@H](0)[C@H]2N)[C@H](0)C10[C@H]10[C@@H](CN)[C@@H](0)[C@H](O)[C@H]IN
NC(CCC(=0)0O)C=C

CC(=0)CC(clecceel)cle(O)c2c(oc1=0)ccec2
COc1¢(OC)cc(CCN(C)CCCIC@@](CHN)(C(C)C)c2ec(OC)c(0OC)ec2)ecl
OC(COclece(ce)CCNC(=0O)NC(C)C)CNC(C)C

OCcle(Chne(nlCclecc(cel)cleecceleln[nH]nn1)CCCC
[nH]1ce(c2elece(c2)CCS(=0)(=0)clccecc])C[C@@H]IN(C)CCC1
OC(=0)C1=C(C)CSC2N1C(=0)C2NC(=0)C(N)clcecc(O)ccl
[C@H]12SC(C)(O)[C@@H](N1C(=0)[C@H]2NC(=0)COclcccecel)C(=0)O

Oclc(c(=0O)c2ccecc201)C(cleccecl )CC(=0)C

15,16,18,19,21 CC(=0)CC(clceccccl)ele(O)oc2eccee2c1=0

15,22

[C@@H]120¢3c(0)cccde3[C@]31CON(C)[C@H](CH[C@@H]3C=C[C@@H]20



C2115
C2116
C2117
C2118
C2119
C2120
C2121
C2122
C2123
C2124
C2125
C2126
C2127
C2128
C2129
C2130
C2131
C2132
C2133
C2134
C2135
C2136
C2137
C2138
C2139
C2140
C2141
C2142
C2143
C2144
C2145
C2146
C2147
C2148
C2149
C2150
C2151
C2152
C2153
C2154
C2155
C2156
C2157
C2158
C2159
C2160

HIA
HIA
HIA
HIA
HIA
HIA
HIA
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

HIA+
HIA+
HIA-
HIA-
HIA-
HIA+
HIA+
OB-
OB+
OB+
OB+
OB+
OB-
OB-
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB-
OB+
OB+
OB-
OB-
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+

15,16,19.22 [C@@H]12CC[C@H](C(=0)C)[C@@]1(C)CC[C@H]1[C@H]2CCC2=CC(=0)CC[C@]12C

15,22
15,16
19
18
14,15,22
14
27
27
27
27
27
27
27
27
27
27
27
26
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27

OCC(C(=0)OCIC[C@H]2N(C)[C@H](CC2)Cl)clcececel
cleee(ccl)CC[C@@H](C(=0)[O-])[NH2+][C@H](C(=O)N1CCC[C@H]1C(=0)[O-])CCCC[NH3+]
NCCCCC(NC(CCcleceecl)C(=0)O)C(=0O)N1CCCC1C(=0)O
CNICCN(CC(=0)n2c3ccecc3c(=0)[nH]c3c2neec3)CCl

CN(C)cle(C)n(C)n(c1=0)clccceel
CNI[C@H]2C[C@@H](C[C@@H]1[C@H]1O[C@@H]21)OC(=0)[C@H](CO)clcccecl
[C@](clec(c(c(c1)OC)OC)OC)(C(C)C)(CCCIN@H+](CCcelee(c(ce1)OC)OC)C)CHN
cl(cc(c(cc1)O0)C(=0)[O-)[C@@H](C[NH2+]C(C)(C)C)O

C(cleceec])(C(=0)N)(C(=O)N)CC
CIC(=0O)C=C2[C@H](C1)[C@@H]1[C@@H](CC2)[C@H]2[C@](CCI=C)([C@](CC2)(O)C#C)CC
c12¢(n(en)[C@@H]1C[C@@H](C=C1)CO)nc(nc2NCICC1)N

S(=0)(=0)(CCCNC(=0)C)[O-]

[C@@H]1([C@@HI(C@H)(C@HIO[C@@H] 1 CO)O[C@H] [C@@HI(C@HIC@@HI(O[C@@H]1C0)0)0)0)0)0)0[C@@H] [C@@HI(C@HIC@@HI(C@HI(OO)INH2+[C@@H] [CR@HI(C@HIIC@@H](C(=C1)CO)0)0)0)0)0
cl(c(cce(c1)NC(=0)CCC)OC[C@@H](C[NH2+]C(C)C)O)C(=0)C
[C@@H](clc(c2c(cecee2)oc1=0)0)(clcce(cec)[N+](=0)[O-])CC(=0)C

cle(cec(c1)NC(=0)C)O

S(=0)(=0)(c1sc(nn1)NC(=0)C)N

ONC(=0)C

[C@@H](C(=0)[O-N(NC(=0)C)CS

¢12¢(nen1 COCCO)c(=0)[nH]c(n2)N

cl(e[n+](c(en)O)O-])C(=0)[O-]
cl(c(ce(c(c1C)/C=C/C(=C/C=C/C(=C/C(=0)[0O-])/C)/C)C)OC)C

cle(ec2e(c)nlc(nnel C[INH+](C)C)CN=C2clcccecl)Cl
N(C1(CC[NH+](CC1)CCnln(nnc1=0)CC)COC)(clecccecl ) C(=0)CC
¢12¢(nc(ncIN)N(CCCNC(=0)[C@@H]10CCC1)C)ce(c(c2)0C)0C
cl(c(cc2e(cl)nn[nH]2)OC)C(=O)NC[C@@H]1[NH+](CCC1)CC=C

c12¢([nH]ncl)nc[nH]c2=0

C(INH+]1CCN(CC1)clnc(nc(nl )NCC=C)NCC=C)(clcce(ccl)F)cleec(ccl)F
S(=0)(=0)(N1CCCC1)Cclec2c(ccl)[nH]ec2CC[NH+](C)C
c12¢3c(n(c1CCN(C2=0)Cclc([nH]cn1)C)C)ecec3

nl2¢(nnc1C)CN=C(clc2ccc(cl)Cl)cleccecl

cl(c(cceel)CC=C)OC[C@H](C[NH2+]C(C)C)O
[C@H]1([C@H](C(=0)C[C@H]10)CCCCCCC(=0)[0-])/C=C/[C@H](CCCCC)O
C12(CC3CC(C1)CC(C2)C3)[NH3+]

cl(c(cc(cc1Br)Br)C[NH2+]C1CCC(CC1)O)N
CEN\C@H][C@H]2N([C@@H](C(S2)(C)C)C(=0)[0-])C1=0)/N1CCCCCC1
CENC@H][C@H]2N([C@@H](C(S2)(C)C)C(=0)OCOC(=0)C(C)(C)C)C1=0)/N1CCCCCCl
clec(eecl)nle(ec(=N)enl)OC

[C@H]1([C@H]([C@@H]([C@H](C[C@H]INC(=0)[C@@H](CCN)O)N)O[C@@H]1 [C@@H]([C@H]([C@@H]([C@H](01)CN)0)0)0)0)0[C@@H]1 [C@@H]([C@H]([C@@H]([C@H](01)CO)O)[NH3+])O
cl(c(nc(c(nl)CIHN)N)C(=O)N=C(N)N
clee(c2e(cl)ncle(c2)Cn2clcele(c2=0)CCC(=0)[C@@]1(CC)O)N

[NH3+]CC(=0)CCC(=0)[O-]

c1(c2¢c(oc1CCCC)cecc2)C(=0)clce(c(c(c))OCCINH+](CC)CO)L
[C@@H]1([C@H](O[C@H2[C@@H]10C(02)(C)C)[C@@H](CO)O)OCCCINH+](C)C
S(=0)(=0)(clc(ce(c(c1)C(=0)NC[C@H]1[NH+](CCC1)CC)OC)N)CC



C2161
C2162
C2163
C2164
C2165
C2166
C2167
C2168
C2169
C2170
C2171
C2172
C2173
C2174
C2175
C2176
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C2178
C2179
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C2181
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C2183
C2184
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C2193
C2194
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C2197
C2198
C2199
C2200
C2201
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OB
OB
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OB
OB
OB
OB
OB
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OB
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OB
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OB
OB
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OB
OB
OB
OB
OB
OB
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OB+
OB+
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OB+
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OB-
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27
27
27
27
27
27
27
27
27
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27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27

C1(=CCC[NH+](C)C)c2c(cccc2)CCc2clccec2

[C@@]1(C(=NC(=NC1=0)0)0)(CCC(C)C)CC

Clelec2neec(c2ecl)Nelee(c(ccl)O)CINH+](CC)CC
cl(c(cec(c1)O)[C@@H](C[NH2+]CCOclc(ccce1)OC)0)S(=0)(=O)N
C1(=Nc2c(ccee2)Oc2clec(cc2)CI)NICCINH2+]CCl
N12[C@@H]([C@@H](C1=0)NC(=0)C(clcccec]l)[NH3+])SC([C@@H]2C(=0)[O-])(C)C
clcee2e(c1)S(=0)(=0)N(C(=C20[C@@H](C)OC(=0)OCC)C(=0)Nclcecenl)C
cl(c[nH]c(=0)c(c1)[NH3+])clcenecl

cl(c(cee(c1)NS(=0)(=0)C)Nclc2e(ne3clcecee3C(=0)NC)e(cee2)C)OC

cle(e(c2e(c1)N=CIN(C2)CC(=0O)N1)CIC1

cl(cc(ce(c1)Cnlnencl)C(CHN)(C)C)C(CHN)(C)C

nl(c2ccece2)n(c(cc1=0)C)C

c12c¢3ccec1 CCINH2+][C@@H]2Cclc3c(c(cc1)O)O
[C@H]1([C@@H](O[C@@H](c2cc(cc(c2)C(F)(F)F)C(F)(F)F)C)OCCIN@@H+]1Cclnc(=0)[nH][nH]1)c1ccc(cc1)F
cleee2e(cl)CC(C2)N(CCCINH+](CC)CC)cleccecl
[C@H]l((Ce@H](C@@H]([C@@H](C[C@@H]INC(=0)[C@@H](CCN)O)N)O[C@H]1 [C@@H](CC[C@@H](O1)CN)N)O)O[C@H]l [C@@H]([C@@H]( C@@H]([C@@H](0O1)CO)O)[NH3+])O
cl(c(c(cccl)CHCHNICC[NH+](CC1)CCCCOclee2e(ccl)CCC(=0)N2
[C@]123[C@HJ40[C@](001)(CC[C@H]2[C@@H](CC[C@HB[C@H]([C@H](04)0C)C)C)C
cl(c(cceec1)OC(=0)C)C(=0)[0O-]

nl(c(nc2cleccc2)NCICC[NH+](CC1)CCeleec(cc1)OC)Celeec(ccl)F
C([C@@H](C(=0)N[C@H]([C@H](CINH+](NC(=0)C(C(C)(C)C)NC(=0)OC)Cclccc(ccl)clnccece1)O)Celeecec )NC(=0)OC)(C)(C)C
cl(cce(cel)CC(=0)N)OC[C@@H](C[NH2+]C(C)C)O

cleeee(cl)[C@H](Ocle(ccecl)C)CCINH2+]C
cl(c(n(c(c1C(=0)Nclccceel)C(C)C)CCI[C@@H](C[C@H](CC(=0)[0O-])0)O)clcee(ccl)F)clececcl
C1(=C(C(=0)c2c(cccc2)C1=0)0)C1CCC(CCl)clcee(ccl)Cl
[C@@H]12[NH+]([C@@H](CC1)CC(C2)OC(=0)[C@H](cleccec1)CO)C
[C@@H]([C@@H]([C@H](O[C@H]([C@@H]10C(=0)C)S)COC(=0)C)OC(=0)C)OC(=0)C
c12¢(cee(c1)CS(=0)(=0)NC)[nH]cc2CCC[NH+]1CCN(CC1)clc(enenl)OC
cl(c(nen1C)[N+](=0)[O-])Sclc2¢(nenl)ne[nH]2
c12c¢(ccecl)C(=O)N(N[C@@H]2Cclcce(cel)CH[C@H]1CC[NH+](CCC1)C

[C@H]I ([C@HI([C@@HI([C@HI(C(=0)0[C@@H](C@IIC@@HI([C@HI(INH+(CICR@H](CIC@]1(0)O)C)O)C)0)(0)O)COC)OIC@H]I CIC@IIC@HI[C@@HI(01)C)0)OC)C)O)O[C@H] [C@@HI(C@HI(C[C@HIONON(CIC)O
N12[C@@H]([C@@H](C1=0)NC(=0)C(clccccc])NC(=O)N1C(=0)NCC1SC([C@@H]2C(=0)[O-])(C)C
cl(ce(c(cc1Cl)NCelscecl)cl[n-]nnn1)S(=0)(=O)N
NI([C@H]([C@@H](C1=0)NC(=0)/C(=N\OC(C(=0)0)(C)C)/clnc(sc1 )N)C)S(=0)(=0)[O-]
cl(cee(cel)CH[C@H](CCC(=0)[O-])[NH3+]

O=C(NCCC(=0)O)clcecc(ccl)N/N=C/1\C=C(C(=0)C=C1)C(=0)[O-]
CI=C([C@@H](C(=C(N1)C)C(=0)O[C@@H]1C[NH+](CC1)Cclcccccl)clecee(cl)[N+](=0)[0O-])C(=0)OC
N1(c2¢(ceee2)CC[C@@H](C1=0)[NH2+][C@H](C(=0)OCC)CCclcceec1)CC(=0)[0-]
CI1(Cc2cccec2)(OCCCINH+](C)C)CCeecCl

c12c¢(ce(c(c1)S(=0)(=O)N)C(F)(F)F)N[C@H](NS2(=0)=0)Cclcccecel
nl(c2c(ccec2)[nH]c1=0)C1CC[NH+](CC1)CCCC(=O)clcce(ccl)F
O(CIC(C[NH+]2C(C1)cle(ee(c(c1)OC)OC)CC2)C(=0O)N(CC)CC)C(=0)C
c12c¢(ce(c(c1)S(=0)(=0)N)CI)N=CN(S2(=0)=0)CSCclcccccl

cl12¢(c(nnlCcleecce1)OCCCINH+](C)C)ccec2

N(C@H](C[NH+]1CCCC1)COCC(C)C)(clceeeccl)Celeeeccl
[C@]12([C@@]3(C(=CC(=0)C=C3)CC[C@H]1[C@H]1[C@](C[C@@H]20)([C@]([C@H](C1)C)(C(=0)CO)O)C)C)F



C2207
C2208
C2209
C2210
C2211
C2212
C2213
C2214
C2215
C2216
C2217
C2218
C2219
C2220
C2221
C2222
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C2224
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C2226
C2227
C2228
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C2230
C2231
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C2233
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C2235
C2236
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c1(cce(ce1)CCOCCICCT)OC[C@@H](C[NH2+]C(C)C)O
clee(ce(c1)OC[C@H](C[NH2+]CCclcec(c(c1)OC)OC)0)C
C(Oclcee(eccl)CCNC(=O)clcceec])(C(=0)[O-])(C)C

cl(c(ccec1)OCCCCINH2+]C)Cceleceecl
[C@@H]12[C@@H](NC(=O)N1)CS[C@H]2CCCCC(=0)[O-]
[C@@]([C@H]1[C@H]2C[C@@H](C1)C=C2)(clcccecl)(CC[NH+]1CCCCC1)0O
c1(cce(ce1)COCCOC(C)C)OC[C@@H](C[NH2+]C(C)C)O

cl(c(c(nc(nl)clnceen1)OCCO)Ocle(ceecl ) OC)NS(=0)(=O)clecc(cel)C(CYC)C
clceee(c1Br)C[N+](CC)(C)C

Brelec2c(cc1)NC(=0O)CN=C2clInccccl

cl(c(c(cccl)CC(=0)[O-])N)C(=O)clccc(ccl)Br

cl(c(c(cc(c1)Br)Br)N)C[NH+](C1CCCCC1)C
[C@@H]12N(C(=0)[C@@H]([C@H]1C(C)C)NC(=0)[C@@H]1C=C3c4c5c(ccchN[C@H]([C@@H]5C[C@@H]3[NH+](C1)C)Br)[C@H](C(=0)N1[C@@H]2CCC1)CC(C)C
cl(c(ce(e(c1)Br)N)OC)C(=O)NCC[NH+](CC)CC

Brelecce(cel)C(CCINH+](C)C)clneeccl

nl12¢(nnc1C)CN=C(clc2sc(c1)Br)clc(ccec])Cl
cl2c(c[nH]clccec2)CC(INH2+]C[C@@H](COclc(ccccl)CHN)O)(C)C
[C@2([C@l3([C@@H|(C[C@H]1[C@H]1[C@H]([C@H](C2)0)[C@@]2(C(=CC(=0)C=C2)CC1)C)O[C@H](03)CCC)C(=0)CO)C
c1(c(cc(cc10C)OC)OC)C(=0)CCCINH+]1CCCC1
cleec2e(c1CC)CC(=C2)[C@@H](O)C[NH2+]C(C)(C)C
cl(c(c(cc(c1)C(=0)[O-]))NCCCC)Oclceccc])S(=0)(=O)N
[C@]123[C@@]45[C@H](INH+](CC1)CCICCI1)Cclc2c(c(cc1)O)O[C@H]3[C@]([C@H](C4)[C@@](C(C)(C)C)(O)C)(CCS5)0C
C12(CC(=O)N(C(=0O)C1)CCCC[NH+]1CCN(CC1)clnccenl)CCCC2
S(=0)(=0)(OCCCCOS(=0)(=0)C)C
[C@]123[C@]([C@H]([NH+](CC1)CCICCC1)Cclc2ee(ccl1)O)(CCCC3)0
[N+]1(C2C3C(C1CC(C2)OC(=0)C(clceeee1)CO)03)(CCCC)C

cl12c3ceccl[nH]cc2C[C@@H] 1 [C@@H]3C[C@H](C[NH+]1CC=C)C(=0)N(C(=0)NCC)CCCN(C)C
c12¢(nen1C)n(c(=0)n(c2=0)C)C
[C@]12([C@H](/C(=C/C=C/3\C(=C)[C@H](C[C@@H](C3)0)0)/CCC1)CC[C@@H]2[C@H](CCCC(O0)(C)C)C)C
c12n(c(ncleccc2C(=0)[0-])OCC)Ccelecc(ccl)cle(ccecl)cIn[nH]nnl
[C@H]1(n2¢(=0)nc(c(c2)F)NC(=0)OCCCCO)[C@@H]([C@@H]([C@H](01)C)0)O
N1([C@@H](C(=0)[O-)CCCC(=0)[C@H](CS)C

N1(c2¢(ceec2)C=Cc2clccec2)C(=O)N
NI2[C@@H]([C@@H](C1=0)NC(=0)C(clccceecl)C(=0)0O)SC([C@@H]2C(=0)[O-])(C)C
nl(c(=S)n(ccl)C)C(=0)OCC

CICCN(N=0)C(=O)NCCC(l

[0-]C(=0)C[C@@H](OC(=0)C)C[N+](C)(C)C
clee(c2¢(c1)NC(=0)CC2)OC[C@@H](O)C[NH2+]C(C)(C)C
c12c¢3c([nH]clcecc2CO[C@@H](C[NH2+]CCOclc(ccec1)OC)O)ecee3
N12[C@@H]([C@@H](C1=0)NC(=0O)CC#N)SCC(=C2C(=0)[O-])COC(=0)C
NI2[C@@H]([C@@H](C1=0)NC(=0)C(clcccecl)[NH3+])SCC(=C2C(=0)[O-])Cl
NI2[C@@H]([C@@H](C1=0)NC(=0)C(clccc(cc1)O)[NH3+])SCC(=C2C(=0)[O-])C
NI2[C@@H]([C@@H](C1=0)NC(=0)C(clccc(cc1)O)[NH3+])SCC(=C2C(=0)[O-])CSclnn[nH]c1
N12[C@@H]([C@@H](C1=0)NC(=0)Cnlnnncl)SCC(=C2C(=0)[O-])CSclsc(nnl)C
N12[C@@H]([C@@H](C1=0)NC(=0)/C(=N\0)/c1sc(nc1)N)SCC(=C2C(=0)[O-])C=C
N12[C@@H]([C@@H](C1=0)NC(=0)/C(=N/C(=0)CC(=0)0)/c1sc(nc1)N)SCC(=C2C(=0)[O-])C=C

e e e e e
—~



2253 OB OB- 27 N12[C@@H]([C@@H](C1=0)NC(=0)/C(=N/OC)/c Inc(sc 1 )N)SCC(=C2C(=0)[0-])CSc 1s¢(c(n1)C)CC(=0)O

C2254 OB OB- 27 N12[C@@H]([C@@H](C1=0)NC(=0O)[C@@H](c1ccc(cc1)O)NC(=0)N1C(=0)C(=O)N(CC1)CC)SCC(=C2C(=0)[O-])CScln(nnn1)C
C2255 OB OB- 27 N12[C@@H]([C@@H](C1=0)NC(=0)/C(=N\OC)/c1nc(sc1)N)SCC(=C2C(=0)[O-])COC(=0)C

C2256 OB OB- 27 [C@]1([C@@H]2N(C1=0)C(=C(CS2)COC(=0)N)C(=0)[O-])(NC(=0)Cclcsccl1)OC

C2257 OB OB+ 27 NECO\C(EO)N[C@H] [C@@H]2N(C(=C(CS2)COC)C(=0)O[C@@H](OC(=0)OC(C)C)C)C1=0)/c1nc(sc1 )N)\OC
C2258 OB OB+ 27 N12[C@@H]([C@@H](C1=0)NC(=0)C(clccc(cc1)O)[NH3+])SCC(=C2C(=0)[O-])/C=C/C

C2259 OB OB- 27 N(ECOAC(=O)N[C@H] [C@@H]2N(C(=C(CS2)C[n+]2cccec2)C(=0)[0-])C1=0)/cInc(sc1)N)\OC(C(=0)[O-])(C)C
C2260 OB OB+ 27 S1[C@H]2N(C(=0)[C@H]2NC(=0)/C(=C\CC(=0)0)/c2nc(sc2)N)C(=CC1)C(=0)[O-]

C2261 OB OB- 27 N(E=COAC(=O)N[C@H] [C@@H]2N(C1=0)C(=CCS2)C(=0)[O-])/cInc(sc1)N)/OC

C2262 OB OB- 27 N(E=COAC(=O)N[C@H] [C@@H]2N(C1=0)C(=C(CS2)CSc1nc(=0)c(nn1 C)O)C(=0)[O-])/cInc(sc1)N)\OC
C2263 OB OB+ 27 NECOC(=O)N[C@H] L [C@@H]2N(C(=C(CS2)COC(=0)N)C(=0)[0-])C1=0)/clocccl)/OC

C2264 OB OB+ 27 cl(c(cc(ccl)NC(=O)N(CC)CC)C(=0)C)OC[C@@H](O)C[NH2+]C(C)(C)C

C2265 OB OB+ 27 N12[C@H]([C@@H](C1=0)NC(=0)C(clccccel)[NH3+])SCC(=C2C(=0)[O-])C

C2266 OB OB- 27 N12[C@@H]([C@@H](C1=0)NC(=0)Cclsccc1)SCC(=C2C(=0)[O-])COC(=0)C

C2267 OB OB- 27 N12[C@H]([C@@H](C1=0)NC(=0)CSclccnccl)SCC(=C2C(=0)[0-])COC(=0)C

C2268 OB OB+ 27 N12[C@@H]([C@@H](C1=0)NC(=0)C(C1=CCC=CCI1)[NH3+])SCC(=C2C(=0)[O-])C

C2269 OB OB+ 27 C(=C\clc(c(c(nc1C(C)C)C(C)C)COC)clcee(ccl)F)/[C@H](C[C@H](CC(=0)[O-])O)O

C2270 OB OB+ 27 [C@H](INH+]1CC[NH+](CC1)CCOCC(=0)[O-])(clcce(ccl)Cl)cleeceel

C2271 OB OB+ 27 cl(cce(ce)CCCC(=0)[O-])N(CCClCCCl

C2272 OB OB+ 27 cle(cee(e)[N+](=0)[0-])C(0)C(COC(=O)CCCCCCCCCCCCCCC)NC(=0)C(CnCl

C2273 OB OB+ 27 c12c¢(cee(c1)CIN=C(C[N+](=C2clcccccl)[O-])NC

C2274 OB OB- 27 Clelece(ccl)N/C(=N/C(=N/CCCCCC/N=C(/N=C(/Nclccc(ccl)CI)\N)\N)/N)/N

C2275 OB OB+ 27 Clclcee(ccl)CIS(=0)(=0)CCC(=0O)N1C

C2276 OB OB+ 27 c12c¢(cenclee(cc2)C)N(CCCCINH+](CC)CC)C

C2277 OB OB- 27 S1(=0)(=0)c2c(cc(c(c2)S(=0)(=0)N)CI)N=CN1

C2278 OB OB+ 27 cl(ce(c2e(c10)ncec2)CI)Cl

C2279 OB OB+ 27 N(cleee(eel)Cl)(clnceeel)CC[NH+](C)C

C2280 OB OB+ 27 c12c¢(cee(c1)ChScle(ceeccl)N2CCCINH+](C)C

C2281 OB OB+ 27 clc(cee(c1)CHS(=0)(=0O)[N-]C(=0O)NCCC

C2282 OB OB+ 27 C(=C\1/c2c(cee(c2)CI)Sc2c1ceec2)\CCINH+](C)C

C2283 OB OB+ 27 [C@@]12([C@H]([C@@H](C(=C(C1=0)C(=0)N)O)[NH+](C)C)C[C@H]1C(=C20)C(=0)c2c(c(ccc20)CH[C@]1(0)C)O
C2284 OB OB+ 27 clcee2e(cl)C(=O)N[C@]2(0O)cleee(c(c1)S(=0)(=0O)N)Cl1

C2285 OB OB+ 27 CI([C@@H](C1)C1=NCCN1)(clceceel)cleececl

C2286 OB OB+ 27 CEC\/C[C@@HR[C@H]([C@@H](C[C@@H]2C1)O)C#C[C@H]([C@H](CC#CCC)C)0)/COCC(=0)[0-]
C2287 OB OB+ 27 CICCICOCCOclcce(ce1)OCC(CCC(C)C)O

C2288 OB OB+ 27 N12C(=0)[C@H]([NH2+][C@H](C(=0)OCC)CCc3cccec3)CCC[NH+]1CCC[C@H]2C(=0)[O-]

C2289 OB OB+ 27 cleeee(cl)CC[C@H]I(IN[C@@H]1C(=0)N2[NH+](CCC1)CCC[C@H]2C(=0)[O-])C(=0)[O-]

C2290 OB OB+ 27 Cl1(c2ce(c(cc2)OC)0OC2CCCC2)(CCC(CCT)C(=0)[O-])CHN

C2291 OB OB+ 27 c1(c([nH]en1)C)CSCCN/C(=N/C)/NC#N

C2292 OB OB- 27 [C@@H]12[C@@H]([C@@H]3CC(C[C@H]1[N+]3(CC1CC1)C)OC(=0)[C@@H](clcccec1)CO)O2

C2293 OB OB- 27 cle(ee(cel)CCCINH2+][C@@H](c1ccec2elcecc2)C)C(F)(F)F

C2294 OB OB+ 27 Clclee2e(ccl)N(CCCHN)C(=0)C(O)N=C2clc(ccccl)F

C2295 OB OB+ 27 Cl([C@@H](C)cleee(cc1)OC(C(=0)[O-(C)C)(CI)Cl

C2296 OB OB+ 27 c12¢(ce(c(nl)N1CCCCCI1)F)c(=0)c(cn2C1CC1)C(=0)[O-]

C2297 OB OB+ 27 cl(c(cc(c(c)CHN)OC)C(=O)N[C@@H]1[C@@H](C[NH+](CC1)CCCOclccc(cc)F)OC

C2298 OB OB+ 27 [C@]1(c2c(cc(cc2)CH#N)COT)(clcee(cel)F)CCCINH+](C)C



C2299 OB OB+ 27 cle(cc2e(cIN)nen2[C@@H]10[C@@H]([C@H](C1)OC)CO)C1

C2300 OB OB+ 27 [C@11(IC@R@H([C@@HI(CR@H](C@@H](C(-0)0[CR@HI(C@@](C@@HI(C@@HI(C(-0)[C@@HICIOIC)0)(0)C)COI00ICEE@H] I CIC@@I[CR@HI[C@@HIONC)0)OC)OIC)O[C@H]I[CR@HI(C@R@H)(CIC@R@HI(OC)NHCI0)0)0C)C
C2301 OB OB+ 27 [C@](clece(cel)Cl)(cleceec] )(OCC[C@@H]1[NH+](CCC1)C)C

C2302 OB OB+ 27 Clelec(ce(cIN)CHC(O)CINH2+]C(C)(C)C

C2303 OB OB+ 27 c12¢(ce(c(c1CHNIC[C@@H](CC1)[NH3+])F)c(=0)c(cn2C1CC1)C(=0)[O-]

C2304 OB OB+ 27 Clelec2e(cc)N(C(=0)CC(=0)N2clceeecl)C

C2305 OB OB+ 27 n1(c2¢/c(=N/C(C)C)/c(cc2nc2cleccc2)Nelece(ccl)Cl)elece(cecl)Cl

C2306 OB OB+ 27 cl(c(nes1)C)CCCI

C2307 OB OB+ 27 N1(c2c(cce(c2)ClCCe2clccec2)CCCINH+](C)C

C2308 OB OB+ 27 C1(=NCC(=0)Nc2clcc(cc2)[N+](=0)[O-])cle(ceec])Cl

C2309 OB OB+ 27 cl(c(cceelCI)CHN=CINCCNI1 clc(cc2e(cl)NC([C@@H](N=C2clcccecl)C(=0)[O-

C2310 OB OB+ 27 1(0)0)Cl1

C2311 OB OB- 27 Clele(ceccl)C(nlcencl)(cleceecl)clececcl N12[C@H]([C@@H](C1=0)NC(=0)clc(noclC)cle(cececl)C)SC([C@@H]2C(=0)[O-
C2312 OB OB+ 27 D(C)C C1(=Nc2c(cec(c2)C)Ne2eleccc2)N1CC[NH+](CC1)C

C2313 OB OB+ 27 [C@H]([C@@H]2[NH+]([C@H](C[C@H]1OC(=0)clcccecl)CC2)C)C(=0)0C

C2314 OB OB+ 27 [C@@]123c4cS5c(ccc4C[C@H]([C@@H]1 C=C[C@@H]([C@@H]205)0)[NH+](CC3)C)OC

C2315 OB OB+ 27 ¢12¢(ce(c(c10C)OC)OC)CC[C@@H](c1ce(=0)c(cec21)OC)NC(=0)C

C23 16 OB OB+ 27 S(=0)(=0)O)C[NH2+]CC[C@H]INC(=0)[ C@@H](NC(=0)[ C@@H](NC(=0)[ C@@H)(NC(=0)[C@@H])(NC(=0)CCCC[C@@H)(CC)C)CCINH2+]CS(=0)=0)0)[C@@H)(0)C)CONCS(=0)(=0)[0-)) CONC(=0)[ C@@H)(NC(=0)[ C@@H)(NC(=0)[ C@@H)(NC(=0)[ C@@H](NC(=0)[ C@@H](NC1=0)CC(C)C)CC(C)CYCENCS(=0)(=0)[0-)CENCS(=0)(=0)[0- ) C@@H)(0)C
C2317 OB OB- 27

C2318 OB OB+ 27 c12c¢(ccecl)cle(ne([nH]1)C)CCN2C(=0O)clcec(cc1)NC(=O)clc(ceecl)clececel

C2319 OB OB+ 27 [C@H]1(c2cncec2)N(C(=0)CCI)C

C2320 OB OB- 27 cl2¢(ccecl)cece(=0)o02

C2321 OB OB- 27 olc(ce(=0)c2cleccc20CC(COclecec2elc(=0)cc(02)C(=0)[0-])0)C(=0)O

C2322 OB OB- 27 clen(c(=0)ncIN)C[C@@H]1OCP(=0)(OC1)[O-]

C2323 OB OB+ 27 C\1(=C\CC[NH+](C)C)/c2¢(cccec2)C=Cc2clccec2

C2324 OB OB+ 27 c12c(cc(c(c1)S(=0)(=O0)N)CHN[C@H](NS2(=0)=0)C[NH+]1CCCC1

C2325 OB OB+ 27 [C@@H]1(C(=0)NOCI)[NH3+]
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C2327 OB OB+ 27 cle(cee(el)S(=0)(=O)clcee(cc1)N)O
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C2330 OB OB+ 27 cl(c(ccenl)NC(C)C)NICCN(CC1)C(=0)clcc2e([nH]1)cece(c2)N

C2331 OB OB+ 27 [C@@]12([C@H]([C@@H](C(=C(C1=0)C(=0)N)O)[NH+](C)C)C[C@H]1C(=C20)C(=0)c2c(c(ccc20)C)[C@H]10)O
C2332 OB OB+ 27 CCCC(CCO)C(=0O)N

C2333 OB OB+ 27 N1(c2c(ceec2)CCe2clcecc2)CCCINH2+]C

C2334 OB OB- 27 S1SCCC(=0)NC(C(=0)NC(C(=0)NC(C(=0)NC(C(=0)NC(C(=0)N2C(CCC2)C(=0)NC(CCCN=C(N)N)C(=0)NCC(=0)N)C1)CC(=0)N)CCC(=0)N)Cclcceee 1) Celeee(ce1)O
C2335 OB OB- 27 CICC=C2[C@H](CH[C@@H]1 [C@@H](CC2)[C@H2[C@](CC1=C)([C@@](CC2)(C#C)O)CC

C2336 OB OB+ 27 cl(cceec])C[C@@H](INH3+])C

C2337 OB OB+ 27 cl(cceec])C([C@H](C)C[NH+]1CCOCCI1)(C(=0)N1CCCCl)cleceecl

C2338 OB OB+ 27 [C@H]1([C@H]([C@@H]([C@H]([C@H](01)0)0)0)0)CO

C2339 OB OB+ 27 cl(c(cec(c1)N(C(=0)CCC)C(=0)C)OC[C@@H](C[NH2+]C(C)C)O0)C(=0)C

C2340 OB OB- 27 cl(c2c3c(ccl)C[C@@H] 1 [C@H4[C@@]3([C@H]([C@H](C=C4)OC(=0)C)02)CCC[NH+]1C)OC(=0)C

C2341 OB OB+ 27 c12¢(cec(c1)CHN(C(=0)CN=C2clcccecl)C

C2342 OB OB+ 27 c12¢(cee(c1)CIN=C(NS2(=0)=0)C

C2343 OB OB+ 27 cl(c(cceel)CC(=0)[O-])Nclc(ee(ce1)CICl

C2344 OB OB+ 27 N12[C@H]([C@@H](C1=0)NC(=O)clc(noc1C)cle(cccc 1 CHCHSC([C@@H]2C(=0)[O-N(C)C
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nl(c2c(ncl)c(=0)[nH]en2)[C@H]1O0[C@H](CC1)CO

[C@]12([C@H]([C@H]3C(=C4C(=CC(=0)CC4)CC3)CC1)CC[C@@]2(CCHN)O)C

cl(ce(c(ccl)O)C(=0)[O-])clc(cc(ccl)F)F
[C@N2(CR@IICR@HICCICI-CC-0)0CICCIC@HN[C@@HCCIC@HPICR@I(CCIC@@H](C2)0[C@H]I0[C@@HI(C@@HIC@@HICHO)O[C@H]I0[C@@HNC@@HI(C@@HICO)O[C@H] 1 0[C@@HIIC@@HKIC@@H](CHO)0IOCIOCICI0
[cancee
[C@@]123c4c5c(cec4C[C@H]([C@@H]1 CC[C@@H]([C@@H]205)0)[NH+](CC3)C)OC
[C@@]12(N(C(=0)[C@@](O1)(NC(=0)[C@H]1C[C@H]3c4c5¢c(c[nH]cScec4)C[C@H]3[NH+](C1)C)C)[C@H](C(=0)N1[C@H]2CCC1)CC(C)C)O
[C@]12(N(C(=0)[C@](O1)(NC(=0)[C@H]1C[C@@H]3c4c5c(c[nH]cSeced)C[C@@H]3[NHA](C1)C)C0)[C@Q@H](C(=0)N1[C@Q@H]2CCC1)Celcecec1)O
cl(c(cce(cl)[C@H](C[NH2+][C@H](C)CCclcecec1)O)O)C(=0)C

cle(cee(c1)N(C(=0)C(CHCHC)O
[C@H]12[C@@]([C@H](CC)[C@@H](CCCC(C)C)C)(CC[C@H]I[C@H]2CC=C2[C@@]1(CC[C@@H](C2)0)C)C

[C@@H](CS)(CO)S

C(clcceecl)(cleccec)OCCINH+](C)C

c12¢(nenl1 C[C@@H](CO)O)n(c(=0)n(c2=0)C)C

c12¢(c(ne(n1)N(CCO)CCO)N1CCCCCI)nc(ne2N1CCCCCIN(CCO)CCO
[C@H)12(CR@IIC@HOC-O)C@@HNC@HIC@@HI(C@H(C@@)CIC@H(C@@HKIC@@H]ICONIC@H]O2COCCOC)CNO)OIC@H] C@Q@HIIC@HICIC@HIONONHHCO0)O0IC@H] I CIC@IIC@HIIC@@H)O1C)0XOCIICICCHO)C
[C@@](clencecl)(cleeccel )(C(=O)N)CC[NH+](C(C)C)C(C)C

c1[n+](cc(cc1)OC(=0)N(CCCCCCN(C)C(=0)Oclccc[nt](c1)C)C)C

S(SC(=S)N(CC)CC)C(=S)N(CC)CC

cleec2e(cl)N(ele(eceel)S2)C[C@@H](C)C[NH+]1CCN(CC1)CCOCCO
[C@@]12([C@@H[C@](C(=0)[C@@H](C4=C([C@H)(C[C@](C4C)C)[C@H]30C(=0)c3cecce3)0)0C(=0) [ C@Q@H]([C@H](c3cceec3INC(=0)OC(C)(C)C)0) )0 [C@H](C[C@H]10C2)0)C)OC(=0)C
OCcccecececececececececececececececececece

cl(cee(cc1)NS(=0)(=0)C)CC[NH+](CCOclcee(cc1)NS(=0)(=0)C)C
cle(c2¢([nH]1)ceee2)C(=0)OC1C[C@H]2CC3C(=0)C[NH+]2[C@@H](C3)C1
nl(c2c(cc(cc2)Cl)[nH]c1=0)NC1CC[NH+](CC1)CCCnlc2c(ccee2)[nH]c1=0

c12¢(ce(c(c1)OC)OC)C[C@H](C2=0)CCICC[NH+](CC1)Cclcccecel

C1([C@@H](CN(C1=0)CC)CC[NH+]1CCOCC1)(clceccecl)elcececl]
¢12¢(c(ne(n1)N1ICCN(CC1)C(=0)[C@H]10c3c(ccec3)OCT)N)ce(c(c2)OC)0OC

[C@H]1(c2c(ceec2)OCe2clcecc2)CCCINH+](C)C
c12¢(c(c3c(c10)C[C@](C[C@@H]30[C@H]10[C@H]([C@H]([C@H](C1)[NH3+])O)C)(C(=0)C0O)0)0)C(=0)clc(cccc10C)C2=0
[C@]12([C@@H]([C@H](C(=C(C1=0)C(=0)N)O)[NH+](C)O)[C@@H]([C@@H]1C(=C20)C(=0)c2c(cccc20)[C@@H]1C)0)O
nl(c2c(ccec2)[nH]c1=0)C1=CC[NH+](CC1)CCCC(=O)clccc(ccl)F
[C@@]12([C@@]3([C@@H]([C@HMH[C@@H]1CH[C@H]1[C@H](CC3)[C@@]3(C(=CC(=0)CC3)[C@H]3[C@@H]1C3)C)C)OC(=0)CC2
O[C@H]([C@@H](INH3+])C(=0)[O-])clcc(c(ce1)O)O

sle(cecl)[C@@H](Oclc2c(cecl)ecec2)CC[NH2+]C

CI2(C(NC(=0)C=CIl)CCC1C2CCC2(C1CCC2C(=C)Nclc(cec(cl)C(F)(F)F)C(F)F)F)C)C

cleee(cc1[N+](CCY(C)C)O

[C@@]1(c2c(cce(c2)CHNC(=0)O1)(C(F)(F)F)C#CCICC1

[C@](C(F)F)([NH3+])(C(=0)[0-])CCC[NH3+]

c12c¢(c[nH]clcce(c2)CCS(=0)(=0)clecceel )C[C@H] 1 [N@@H+](CCC1)C

O(CCnle(nc2clcccc2)N1ICCCINH+](CC1)C)CC

clcec(cel)C(cleccecl)C[C@H](C)[N+](CC)(C)C

c1(cn(c(=0)ncIN)C1CCC(O1)CO)F

N1([C@@H](CCC1)C(=0)[O-]))C(=0)[C@@H]([NH2+][C@H](CCclccececl )C(=0)[O-])C
NI([C@@H](CCC1)C(=0)[O-])C(=0)[C@@H]([NH2+][C@H](C(=0)OCC)CCclcceccl)C
cl(c(cece)CC[C@H]1[NH+](CCCC1)C)NC(=O)clcce(ec1)OC

@@H](CC1)C1=CC(=0)0C1)([C@@H)(C[C@H] [C@@H]2CC[C@H2[C@@]1 (CC[C@@H](C2)0[C@H]10[C@@H]([C@Q@H]([C@@H](C1)0)O[C@H]10[C@@H]([C@@H]([C@@H](C1)0)O[C@H]1 O[C@@H]([C@@H]([C@Q@H](C1)0)0)C)C)C)C)0)C)O
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c12¢/c(=N/[NH3+])/[nH]nc1CCN(C2)C(=O)clcccecl

c12c¢(ce(c(nl)N1CC[NH2+]CC1)F)c(=0)c(cn2CC)C(=0)[O-]

cl(c([nH]e(=0)[nH]1)C)C(=O)clcce(ccl)SC

cl(c(c(ce(cl)/C=C(/C(=0)N(CC)CC)\C#N)O)O)[N+](=0)[O-]
O[C@@H]1[C@H](C(=C)[C@@H](n2c3c(nc2)c(=0)nc([nH]3)N)C1)CO
cl(c(ccec)CHN)OC[C@@H](CINH2+]CCNC(=0)Cclccc(cc1)0)O

O[C@@H]([C@@H](INH2+]C)C)clcceccl

c12¢(c(c3c(c10)C(=0)cle(ceccc10C)C3=0)0)C[C@](C[C@@H]20[C@@H]1 O[C@H]([C@@H]([C@H](C1)[NH3+])0)C)(CC(=0)CO)O
[C@]123[C@H]([C@H4[C@](C[C@H]102)([C@]1(CC4)OC(=0)CC1)C)[C@@H](CC1=CC(=0)CC[C@]31C)C(=0)0C
cl(cee(ecl)C(=0)0)Cnlc(nccl/C=CO\C(=0)[O-])/Cclscccl)CCCC
cl12c¢(ccec)n(c(c20C)C(=0O)NCC(C[NH+](CC)CC)O)clecceel
O1C2(O)N(C(C(CC)(C)C)C(=O)N3C2CCC3)C(=0)CI(NC(=0)CICC2C(INH+](C1)C)Cclc3c2ecee3[nH]c1)C(C)C
clee2e3e(c)[C@@H] [C@@H](Cc3c[nH]2)[NH+](C[C@@H](C1)C(=O)N[C@@H](C)CO)C
[C@@]12(N(C(=0)[C@@](O1)(NC(=0)[C@@H]1C=C3c4c5c(c[nH]c5cecd)C[C@H]3[NH+](C1)C)C)[C@H](C(=0)N1[C@H]2CCC1)Celeccce1)O
cle(c(cc2cInenc2Nelecee(c1)CHC)OCCOC)OCCOC
[C@H]1([CQ@](CICRE@HIC-OC@@HC@@HI[CRENC@@H](OC(-0)[C@@HI[CR@HI(C@@H]IC)O[C@H] IC[CR@IIC@@H][C@@HIO1)CI0)OCICICICC0)I0)ICNO)CIO[C@H] [CR@HIICE@H](CICR@HIONO)NH+I(CIC)0
c12¢(ce(cc1)CHC)COC2(cleee(cel)F)CCCINH+](C)C

c12¢(nc([nH]1)S(=0)Cclc(c(c(ecnl)C)OC)C)ce(cc2)OC

Clclce2e(ecl)nlc(nnel)CN=C2clcceccl

[C@]12([C@H]([C@@H]3[C@@H](CC1)cle(cc(cc1)O)CCI)CC[C@@H]20)C

cle(ec2e(c])[C@@H]1 [C@@H](CC2)[C@H]2[C@](CC1)([C@H](CC2)OC(=0)CCCC)C)O
Clclcec(ne)N1[C@@H](OC(=0)N2CC[NH+](CC2)C)c2ncenc2C1=0

[C@H](INH2+]CCN[C@@H](CO)CC)(CO)CC
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cle(ec2e(c)[C@@H] 1 [C@@H](CC2)[C@H2[C@](CCL)([C@](CC2)(O)C#C)C)O

S=C(N)clcc(ncel)CC

S1c2c(cecc2)N(CC(INH+](CC)CC)C)c2clecee2

[C@@]1(C(=O0)NC(=0O)C1)(CC)C

S(=0)(=0)(N)c1sc2c(nl)cce(c2)OCC

[C@H]12C(OCC[C@@H]1clc(c(ccel)CC)N2)(CC(=0)0)CC(=0)[O-]

¢12¢(nen1CCO)n(c(=0)n(c2=0)C)C
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cleee(ecl)C(COC(=0)N)COC(=0O)N

[C@H]1([C@@H](c2cceec2)CCINH+](C1)C)COclece(cel)OC

cl(cee(ecl)C(=0)CCC(=0)[O-])clcccecd
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C2437 OB OB+ 27 Felen([C@@H20[C@@H]([C@@H](0)C2)CO)e(=0)[nH]c1=0

C2438 OB OB+ 27 cle(e(e(cel)F)elnoc(c1C(=0)NC1C(=0)N2CISC(C2(C(=0)[O-])C)(C)C)C)C1

C2439 OB OB+ 27 cl(c(ce(ecl)F)F)C(Cnlnenel)(Cnlnencl)O

C2440 OB OB+ 27 cl(nc(=0O)[nH]cc1F)N

C2441 OB OB- 27 cle(ec2e(cl)nle(c(ncl)C(=0)OCC)CN(C2=0)C)F

C2442 OB OB- 27 [Ca@]12([C@@]3([C@@H](C[C@H]10C(02)(C)O)[C@H]1 [C@H]([C@H](C3)O)[C@@]2(C(=CC(=0)C=C2)[C@H](C1)F)C)C)C(=0)CO
C2443 OB OB+ 27 c12¢(cce(c1)[N+](=0)[O-])N(C(=0)CN=C2clc(ccccl)F)C

C2444 OB OB+ 27 [C@@H]12[C@@]3(C(=CC(=0)C=C3)[C@H](C[C@H]1[C@H]1[C@](C[C@@H]20)([C@H]([C@@H](C1)C)C(=0)CO)C)F)C

C2445 OB OB+ 27 C12(c3c(ccee3)C(=0)01)clc(ec(cel1)O)Ocle2ece(c1)O

C2446 OB OB+ 27 c1(=0)c(c[nH]c(=0)[nH]1)F

C2447 OB OB+ 27 C(clcee(cel)O[C@H](clecceel)CCINH2+]C)(F)(F)F

C2448 OB OB+ 27 F[C@@]12[C@H]([C@H]3[C@@]([C@@](0)(CC3)C)(C[C@@H]10)C)CCC1=CC(=0)CC[C@]21C

C2449 OB OB+ 27 C\(=C\CC[NH+]2CCN(CC2)CCO)/c2¢c(ccc(c2)C(F)(F)F)Sc2clcecc2

C2450 OB OB- 27 N1(c2c(cec(c2)C(F)(F)F)Sc2clceec2) CCCINH+]1CCN(CC1)CCO

C2451 OB OB+ 27 cl(c(ne(ccl)NCclcee(cel)F)N)NC(=0)OCC

C2452 OB OB+ 27 c12c¢(cee(c1)CHN(C(=0)CN=C2clc(ccccl)F)CC[NH+](CC)CC

C2453 OB OB+ 27 cl(cc(ceel)F)cleee(ccl)[C@H](C(=0)[O-])C

C2454 OB OB+ 27 C(cle(cce(c1)NC(=0)C(C)C)[N+](=0)[O-])(F)(F)F

C2455 OB OB- 27 [C@]12([C@@]3(C(=CC(=0)C=C3)[C@H](C[C@H]l[C@H]][C@](C[C@@H]20)([C@]([C@@H](C1)C)(C(=0)SCF)OC(=0)CC)C)F)C)F
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C2457 OB OB+ 27 c1(ccc(cel)/C(=N/OCC[NH3+])/CCCCOC)C(F)(F)F

C2458 OB OB+ 27 NI([C@@H](C[C@H](C1)C1CCCCCI1)C(=0)[O-)C(=0)CP(=0)(O[C@H](OC(=0)CC)C(C)C)CCCCclcececel

C2459 OB OB+ 27 c12c¢3c([nH]clcec(c2)C(=0)N)CC[C@H](C3)[NH2+]C

C2460 OB OB+ 27 [C@]([C@H]([C@H)([C@@H](CO1)0)0)0)(CO)O

C2461 OB OB+ 27 cl(c(cc(ccINCeloccc1)CHS(=0)(=0)N)C(=0)[O-]

C2462 OB OB+ 27 CEC/[C@HR[C@@I((C@@B((C@@H]((C@@I4(C@@H](CC3)[C@@H]([C@@H](CC4)0)C)C)[C@@H](C2)0)C)(C[C@@H]10C(=0)C)C)(\C(=0)[O-])/CCC=C(C)C
C2463 OB OB- 27 clc2¢(ce3c10CCO3)nclc(c2C[NH+]2CCN(CC2)C)Cn2clcele(c2=0)COC(=0)[C@@H]1CC

C2464 OB OB+ 27 CI(C(=0)[O-])(CCCCCI1)C[NH3+]

C2465 OB OB+ 27 cl(ccc2e3cl10[C@@H]1 [C@@]3(CC[NH+](C2)C)C=C[C@@H](C1)0)OC

C2466 OB OB- 27 ¢12¢(cen1COC(CO)CO)c(=0)[nH]c(n2)N

C2467 OB OB+ 27 c12¢(ce(c(c10C)NIC[C@H](INH2+]CC1)C)F)c(=0)c(cn2C1CCI1)C(=0)[0-]

C2468 OB OB+ 27 cl(c(cc2e(cl)c(nen2)Neleee(c(c1)CHF)OC)OCCCINH+]1CCOCC1

C2469 OB OB+ 27 cl(c(cce(c1)C)C)OCCCC(C(=0)[O-])(O)C

C2470 OB OB+ 27 Fcle(ne2e(cl)e(=0)c(cn2C1CC1C(=0)[O-])N1CC(/C(=N\OC)/C1)C[NH3+]

C2471 OB OB+ 27 nl(cnenl)C[C@]([C@@H](C)S(=0)(=0)C)(clc(cc(cc1)F)F)O

C2472 OB OB- 27 [C@HI([C@HI([C@@H]([C@H(C[C@H]IN)N)O[C@@H]1[C@@H](CC[C@H](ODH[C@H](NC)C)N)O)O[C@@H]1 [C@@H]([C@H([C@](CO1)(O)O)[NH2+]C)O
C2473 OB OB- 27 [C@HN([C@H]([C@@H]([C@H](C[C@H]IN)N)O[C@@H]1 [Ca@@H](CC[C@H](0O1)CC)N)O)O[C@@H]1 [C@@H]([C@H]([C@](COT)(0)C)[NH2+]C)O
C2474 OB OB+ 27 [C@@]12([C@@](C=C[C@H]1[C@H]1[C@H](CC2)[C@@H]2C(=CC(=0)CC2)CC1)(C#C)O)CC

C2475 OB OB+ 27 S(=0)(=0)(clce(cccl)CCNC(=0)clc(cee(c1)C)OC)[N-]C(=0)NC1CCCCCI

C2476 OB OB+ 27 cl(cee(cel)C)S(=0)(=0)[N-]C(=O)N[NH+]1C[C@H]2[C@@H](C1)CCC2

C2477 OB OB+ 27 NI(C(=0)C(=C(C1)C)CC)C(=0)NCCclccc(cc1)S(=0)(=0)[N-]C(=O)NC1CCC(CC1)C

C2478 OB OB+ 27 S(=0)(=0)(clcec(ccl)CCNC(=0O)c1ncc(nel)C)[N-]C(=O)NC1CCCCC1

C2479 OB OB+ 27 [C@@H]([C@@H]([C@H](O[C@H]([C@@H]1[NH3+])0)CO)0)0O

C2480 OB OB+ 27 OC[C@H](O)CO[N+](=0)[O-]

C2481 OB OB- 27 C1([C@@](C(=O)O[C@@H]2CC[N+](C2)(C)C)(O)c2cccec2)CCCCl

C2482 OB OB+ 27 c12¢(nn(clecce2)C)C(=0)NC1C[C@@H]2[NH+]([C@@H](C1)CCC2)C
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Fele(ee2e(c1C)e(=0)c(ecn2C1CC1)C(=0)[O-]))N1CC([NH2+]CC1)C
[C@@]12(C(=0)c3c(c(c(cc30C)0OC)CHO1)C(=CC(=0)C[C@H]2C)OC

Clele(c(ceel)Cl/C=N/N=C(N)N

O1C2(OCCICN=C(N)N)CCCCC2

[NH+]1(CCNC(=N)N)CCCCCCC1

NC(E=NC(=0)Cele(ecec1CHCI)N

N1=c2n([NH2+]N(C1=S)CCclccccclF)ce(cc2)Br

Clclc2ec(e3ce(c2ec(cl)Clyec(cc3)C(F)(F)F)C(O)CCINH+](CCCC)CCCC
Cl(c2cc(ccc2)Cl)(CCINH+](CC1)CCCC(=0)clcee(ccl)F)O

c12c(c(ce(c1)O[C@H]I[C@@H]([C@@H]([C@@H]([C@@H](01)CO[C@H]1 [C@@H]([ C@@H]([C@@H](C@@H](01)C)0)0)0)0)0)0)0)C(=0)C[C@@H](02)cl cc(c(cc1)OC)O
[C@@]1(C(=O)N(C(=NC1=0)0O)C)(C1=CCCCCI1)C

[C@@H](C(=0)[0-])(CCS)[NH3+]

c12¢(cnncIN[NH3+])ccec2

S1(=0)(=0)c2c(ce(c(c2)S(=0)(=0)N)CI)NCN1

O1[C@@H2[C@]34[C@H]([C@H](INH+](CC3)C)Cc3c4clc(cc3)OC)CCC2=0
c12c(ce(c(c1)S(=0)(=0)N)C(F)(F)F)NCNS2(=0)=0
[C@@]123c4cS5c(ccc4C[C@H]([C@@H]1CCC(=0)[C@@H]205)[NH+](CC3)C)O
cl2c¢(cc(cel)Chnecc2N[C@@H](CCIN@@H~+](CCO)CC)C

C(=O0)(NO)N

Clelece(cel)C(INH+]1CCN(CC1)CCOCCO)clecceel
cl12c3c4c5c6clce(c(cc60)O)C(=0)clc2e(c2e3c(c(cc2C)O)C(=0)cdc(cc50)0)c(cc10)C

cl(cce(cel)CC(C)O)[C@@H](C(=0)[O-])C

cl(cce(ce)[C@H](CCC[NH+](CCCCCCC)CC)O)NS(=0)(=0)C
c12c¢(c(c3c(c10)C(=0)cle(cceel)C3=0)O)C[C@](C[C@@H]20[C@@H]10[C@H]([C@H]([C@H](C1)[NH3+])O)C)(C(=0)C)O
CEC\/C[C@HR[Ca@@H]([C@@H](C[C@@H]2C1)0)/C=C\[C@@H]([C@@H](CC#CC)C)0)/CCCC(=0)[0-]
cl(c(cee(c1)NC(=0O)clcee(ccl)C[NH+]1CCN(CC1)C)C)Nelnc(cenl)cleneecl
[C@H]12N(C(=0)[C@@H]1[C@H](0)C)C(=C(C2)SCC/N=C/N)C(=0)[O-]

N1(c2¢(cece2)CCe2cleecc2)CCCINH](C)C

[C@@H]1(c2c(ccecc2)N[C@@H]1C)NC(=0)clc(cc(ce1)CHS(=0)(=0)N
[C@@H]1(c2c(cccc2)C[C@H]1O)NC(=0)[C@@H](C[C@@H](CINH+]1[C@H](C(=O)NC(C)(C)C)CN(CC1)Cclencecl1)O)Celeccecl
cleec2e(c1)C(=0)N(C2)clecc(cc])[C@@H](CC)C(=0)[0-]

c12¢(c(en1C(=0)clcec(cc1)CHCC(=0)[0-])ce(cec2)OC

cl2c(c[nH]cleccc2)CC[NH+]1CCC(CC1)NC(=0)clcceecl
[N+]1([C@H]2CC(C[C@@H]1CC2)OC(=0)[C@@H](clccecc1)CO)(C(C)C)C
C12(C(=O)N(C(=N1)CCCC)Cclccc(cel)elc(ececel)cIn[n-nnl1)CCCC2
c12cc3c(c(=0)n1CCI1=C([C@@H]4[C@@H](N=C21)C=CC(=C4)OC(=0)N1CCC(CC1)[NH+]1CCCCCI1)CC)COC(=0)[C@@]3(CC)O
cl(cencel)C(=O)N[NH3+]

cl(ce(c(cc1)O)O)[C@@H]([INH2+]C(C)C)O

C1(=C(CCCCI(C)C)C)/C=C\C(=C/C=C/C(=C/C(=0)[O-])/C)\C
[C@@]1(c2c(cc(cc2)CHCH(O[C@@H](CO1)COclcce(cc1)NTCCN(CCl)cleee(cel)nle(=0)n(ncl)[C@@H](CC)C)Cnlnencl
NI(C(=0)[C@H]([C@@H](NC(=0)[C@@H](NC(=0)COc2c3c(ccn2)cccc3)CSC)Ce2ccecc2)O)[ C@@H](C(=O)NC(C)(C)C)CSC1
[Ce@H([C@@H]([C@@H]([C@@H](C[C@@H]IN)N)O[C@H]I [C@@H]([C@@H]([C@@H]([C@@H](01)CO)O)[NH3+])0)0)0[C@H]1 [C@@H ([ C@@H]([C@@H]([C@@H](O1)CNC(=0)C)0)0)0
[C@@]1(c2c(ceec2)Cl)(CC(=0)CCCI)[NH2+]C

c1(=0)c2c(ccec2)[nH]e(=0)n1CC[NH+]1CCC(CC1)C(=0)clccc(ccl)F

Cl1(c2ce(ccc2)O)(C(=0)CC)CCI[NH+](CC1)C

clceee(c1)C(=0)clecce(c1)[C@H](C(=0)[O-])C
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nl2c¢(ccc1C(=0)clecceel)[C@H](CC2)C(=0)[0-]

slc2c(cel)/C(=C\1/CC[NH+](CC1)C)/clc(cecel)CC2=0

clee2e(ec10)e(c[nH]2)C[C@H](C(=0)[O-])[NH3+]

[C@H](C(=O)[O-])(CCCN=C(N)N)[NH3+]

cl(c(cce(c])[C@H](C[NH2+][C@H](CCcleccec])C)O)O)C(=0)N
[C@]([C@H]([C@@H]([C@H](O1)CO)O[C@H] [C@@H]([C@H]([C@H]([C@H](01)CO)0)0)O)O)(CO)O
[C@H]I(N2C(=O0)N=C(CC2)N)O[C@H](SC1)CO

cl(c(nc(nn1)N)N)clc(c(ceel)CI)Cl

cl([nH]c2¢(nl)ceec2)S(=0)Cclec(c(enl)C)OCC(F)(F)F
Clclec(ecc1OCcelcec(cccl)F)Nelnenc2elee(ce2)cloc(ccl)C[NH2+]CCS(=0)(=0)C
[C@]([C@@H]2N(C1=0)C(=C(C0O2)CScln(nnn1)C)C(=0)[O-])(NC(=0)[C@@H](c1ccc(cc1)O)C(=0)0)0C
FC(F)(F)clcee(cc1)NC(=0)clc(oncl)C O(C(C[NH+](CCC(clcecccl)elecceel)C)(C)C)C(=0)C1=C(NC(=C(Clclcc(cecel)[N+](=0)[O-
DC(E=O0)OC)O)C

C(clcee(cel)C#N)(cleec(cc1)C#N)nlnencl

[C@@H]1(c2ccecc2)N=C2N(C1)CCS2

N1(C(C(=0)N)CC)C(=0)CCCl1

O(clc2ce(cecl)C(=0)CCC2)C[C@@H](O)C[NH2+]C(C)(C)C
Fcleee(ecl)C1(CCC(INHA2C[C@H]([C@](CC2)(c2ccecc2)C(=0)[0-])C)CC1)CHN
c12¢3ce(c(c10CC(n2cc(c3=0)C(=0)[0-])C)N1CC[NH+](CCI1)C)F
[C@]12([C@@](CC[C@H]1[C@H]1[C@H](CC2)[C@@H]2C(=CC(=0)CC2)CCI1)(C#C)O)CC
C12(c3c(ccee3)C(e3clcecc3)CC2)C[C@H](C[NH2+]C)O

cl(ccc(cc )NN=C(C#N)C#N)C1=NNC(=0)C[C@H]1C

cl(c(ccec1C)C)NC(=0O)C[NH+](CC)CC
[C@@H]1([C@H](NC(=O)[C@@H]2[NH+](C[C@@H](C2)CCC)O)[C@@H](0)O)[C@@H]([C@@H]([C@H]([C@H](01)SC)0)0)O
cl(cc(c(cc1)N1CCOCCI)F)N1C(=0)O[C@H](C1)CNC(=0)C

S1SCC[C@H]1CCCCC(=0)[O-]
N1(C(=O)[C@@H](INH2+][C@@H](CCc2ccccc2)C(=0)[0-])CCCCN)[C@@H](CCC1)C(=0)[O-]
c12c3ceccl[nH]ec2C[C@H]1C3=C[C@@H](C[NH+]1C)NC(=O)N(CC)CC
Clclc(c(ceel)CH)OC(C1=NCCNI1)C

c12c(cc(c(c1F)N1C[C@H]([NH2+]CC1)C)F)c(=0)c(cn2CC)C(=0)[O-]

CICCN(N=0)C(=O)NC1CCCCC1

C(clccecel)(cleccecl)(C(=0)N(C)C)CCINH+]1CCC(CC1)(clece(ec1)CHO
cleee(ce)[C@@H](INH3+])CINH2+][C@@H]1C(=O)N2[C@@H]1CCC(=C2C(=0)[0O-])CI1
C1(=C2CCN(CC2)C(=0)OCC)c2c(cc(cc2)Cl)CCe2c1ncec2
C1(=N[C@@H](C(=0)Nc2clcc(cc2)Cl)O)clc(cececl)Cl
clec(ececc1CHN(C(=0)Ccleccecl)C1ICC[NH+](CC1)C(C)C
c12c(cce(c1)CHN(C(=O)[C@H](N=C2clc(ccecl)CO)C
nl(c(nc(c1CO)CICCCC)Cclecc(ccl)ele(ceecl)cl[n-]nnnl
CICOC(=0)[C@]1(OC(=0)OCO)[C@@]2([C@H]([C@H]3[C@H]([C@@H](O)C2)[C@@]2(C(=CC(=0)C=C2)CC3)C)CCI1)C
c12c3ce(c(clec(cc2e(=0)n(c3=0)[NH2+]NC(=0)NN)S(=0)(=0)[O-])N)S(=0)(=0)[O-]
cl(cee(c(c1)CC(=0)[O-])Nele(cecec1 CIHF)C

[C@]12([C@)(CC[C@@H] [C@@H]1 [C@@H](CC2)[C@H]2C(=CCCC2)CCI1)(0)C#C)C
[C@HI([C@@H]([C@@H](CO)0)0)[C@@H](CO)0)0

cleece2e(cl)Cl(c3c(ecee3)C2CC1)CCCINH2+]C
FCI1(F)CCC(C(=O)N[C@@H](CC[NH+]2[C@H]3CC(n4c(nnc4C)C(C)C)C[C@@H]2CC3)c2cccec2)CCl
[C@@H]12c3c(ce(cc30)CCCCC)OC([C@@H]1CCC(=C2)C)(C)C
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Clelece(ccl)C1(O)N2C(=NCC2)c2clccec2

c12¢(nc([nH]1)NC(=0)OC)ccc(c2)C(=0)clcccecl

Clcle(e(cec1C)CI)Nele(eceecl)C(=0)[O-]

clceec(c1)OC(CINH+](C)C)Oclececcl
cle(cee2c10CO2)CC[C@@H](INH2+]C[C@@H](clec(c(cc1)O)C(=0)N)O)C
[C@]12([C@H]([C@HB[C@H](CCH[C@@]1(C(=CC(=0)CC)[C@H](C3)C)C)CC[C@@]2(C(=0)C)0)C
[C@]12([C@](CC[C@H]1[C@H]1[C@H](CC2)[C@@]2(C(=CC(=0)CC2)[C@H](C1)C)C)(C(=0)C)OC(=0)C)C
[O-1C(=O)clc(ccecl)Nele(e(ceel)C)C
c12¢(c(cc(nl)C(F)(F)F)[C@@H]([C@H]1[NH2+]CCCC1)O)cccc2C(F)(F)F
N1([C@H](C(=O)NCc2ccc(cc2)C(=N)N)CC1)C(=0)[C@@H](CICCCCCI1)[NH2+]CC(=0)[O-]
c12c¢(cee(c1)OC)N=C[C@H]2CCNC(=0)C

S1(=0)(=0)c2c(ccecc2)C(=C(N1C)C(=0)Nclsc(cnl)C)O
N(cleee(cel)C[C@H](C(=0)[O-])[NH3+])(CCCI)CCCl

[NH3+]C12CC3(CC(C1)(CC(C3)C2)C)C

clceee(c1)C1(C(=0)OCC)CC[NH+](CC1)C

c12¢([nH]c(c1)C)eececc20C[C@H](C[NH2+]C(C)C)O

O=C(Nclc(ccec I C)C)CI[NH+](CCCCI1)C

[C@@]1(c2cc(cec2)O)(C[NH+](CCCC1)C)CC

c12c¢(nc[nH]1)[nH]cnc2=S
[C@@H]12N(C(-C([C@@H]1C)S[C@@H] 1 [NH2+][C@@H](CC1)C(=O0)N(C)C)C(=0)[0-])C(=0)[C@@HI2[C@H](0)C
cle(eec(c1C(=0)[0-])O)N

C(S(=0)(=0)[O-])CS

cl2c3ceccln(cc2C[C@@H] [C@@H]3C[C@H](C[NH+]1C)CNC(=0)OCclccceel)C
CEN)(N(C)C)NC(=N)N
clee(c2e(c)C(=0)[C@@H]1[C@@H](C2=0)[C@H]([C@12([C@@H]([C@H]1C)[C@@H]([C@H]([C@@H](C2=0)C(=0)N)O)[NH+](C)C)0)0)O
C(clcceecl)(cleceeel)(C(=0)CC)C[C@H](INH+](C)C)C
cl(cceecl)C(elecceel)(CC(INH+](C)C)C)C(CC)OC(=0)C

cl(cccec]l)C[C@@H]([NH2+]C)C

N(clnceeel)(Celseccl)CCINH+](C)C

nl(c(=S)[nH]ccl)C
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[C@H]1(c2c(c3c([nH]2)ceee3)C[C@H]2N1C(=0)CN(C2=0)C)clce2e(cc1)0OCO2
cle(cee(c)NC(=0O)NCICCCCC1)OC[C@@H](C[NH2+]C(C)(C)C)O
cl(c(cce(c]l)C[C@@H](INH2+]CCOclc(ceecl)OCC)C)OC)S(=0)(=0)N

O=C1N(c2nc(nc(c2CC1)C)C)Cclecc(cel)cle(ceccl)cln[n-]nnl

O1[C@H](n2cc(c(=0)[nH]c2=0)C)C[C@@H](O)[C@@H]1CO

cl12¢(ccecl)n(cle(csc1C)e(=0)[nH]2)C(=0)C[NH+]1CCN(CC1)C

[C@@]12([C@@HIN(C(=0)0)CCCCnlcc(nel el encee ] [C@@HI(C(=0)[C@@HI(C[C@@]([CR@HICQ@H](C(=0)[C@@H](C(=0)0[C@@H]2CC)O)C)0[C@H [CR@H]([CR@H](CIC@@H)(O 1) C)NHH(C)C)0)NOC)C)O)C)C
c12=C[C@@H](CC(=clInc(n2Cclccc(ccl)clc(ceceel)C(=0)[O-])CCC)C)cln(c2ec(nl)ccecc2)C
c12c(ce(c(c1)N1C[C@@H](INH2+]CC1)C)F)c(=0)c(cn2clc(cc(cec1)F)F)C(=0)[O-]

c12c¢(cee(c1)CHN(C(=O0)[C@H](N=C2clccecec1)O)C



C2897
C2898
C2899
C2900
C2901
C2902
C2903
C2904
C2905
C2906
C2907
C2908
C2909
C2910
C2911
C2912
C2913
C2914
C2915
C2916
C2917
C2918
C2919
C2920
C2921
C2922
C2923
C2924
C2925
C2926
C2927
C2928
C2929
C2930
C2931
C2932
C2933
C2934
C2935
C2936
C2937
C2938
C2939
C2940
C2941
C2942

OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

OB+
OB+
OB+
OB+
OB+
OB-

OB-
OB+
OB+
OB+
OB+
OB-
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB+
OB-
OB-
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+

27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
26
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27

c12¢([nH]nc1C(=0)N)c(=0O)n(nn2)C

[C@@H]1(c2c(ce3e(c2)OCO3)[C@H]([C@H]2[C@H]1C(=0)0C2)O[C@H]1 [C@@H]([C@H]([C@H]2[C@H](0O1)CO[C@](02)(clscccl)C)O0)O)clec(c(c(c1)OC)0)0C
S1(=0)(=0)c2c(scc2)C=C(N1C)C(=0O)Nclnccccl

cl(c(cc2e(cl)nc(ne2N)N1CCN(CC1)C(=0)[C@@H]1CCCO1)OC)OC

[NH+](Cclc2c(cccl)ecce2)(C/C=C/C#CC(C)(C)C)C

cl(ce(ce(c1)0)O)[C@@H](C[NH2+]C(C)(C)C)O
C([C@H]1CCIN@@H+](CCl)CCC[C@@H](clcce(ccl)C(C)(C)C)O)(clececcl)(cleccecl)O
c12c3ccecl[nH]ec2C[C@@H] 1 [C@@H]3C[C@@H](C[NH+]1C)NC(=0)N(CC)CC
C(clcceecl)(cleccee)C[C@@H]([INH2+]C(C)(C)C)C

c12¢(ccec1CCCS2)OC[C@H](C[NH2+]C(C)(C)C)O cl(cec(ccl)CCOclece(cec1)CC(C(=0)[O-

DOCC)OS(=0)(=0)C

[C@]12([C@@H]3[C@H]([C@H]4[C@](CC3)([C@H](CC4)0)C)CCC1=CC(=0)CC2)C

c12¢(ce(c(c1)OC)OC)CCINH+] 1 [C@H]2CC(=0)[C@H](C1)CC(C)C
[C@@]12([C@H])([C@@H](C(=C(C1=0)C(=0)N)O)[NH+](C)C)C[C@@H]1C(=C(c3c(cccc30)[C@]1(0)C)O)C2=0)0
c12¢([nH]en1)e(=0)n(c(=0)n2C)C

slc(e([n+](c1)Ccle(ne(ncl)C)N)C)CCO

cleec2e(cl)c(cec2)N=C=S

S=cInc([nH]c2nc[nH]c12)N

N1(c2ce(cee(c2)SC)Sc2clceec2)CC[C@H]1[NH+](CCCC1)C cl(c(cc(ccl)C[C@H](C(=0)[O-
DINH3+])D)Oclcc(c(c(c1)I)O)I

c12c¢(cee(c1)CIN(cle(ceccl)N(S2(=0)=0)C)CCCCCCC(=0)[O-]
C1(S(=0)(=0)CCCS1(=0)=0)(clcc(c(cc1)OC)OC)CCC[NH+](CCelec(c(cc1)OC)0C)C
slc(cecc1C(=0)clceccel)C(C)C(=0)[O-] [NH+H]12[C@@H]([C@@H]([C@@H]10)NC(=0)C(clcsccl)C(=0)[O-)SC([C@@H]2C(=0)[O-
(&

c12¢(sccl)CC[NH+](C2)Ccle(ccec])Cl
O[C@@]12[C@@H](C[C@H]3C(=C(0)c4c(c(cc(c40)NC(=0)CNC(C)(C)C)N(C)C)C3)C1=0)[C@H]([NH+](C)C)C(=0)/C(=C(/O)\N)/C2=0
C1=CCCC(CI1[NH+](C)C)(C(=0)CCC)clccceel

c1(c(nsn1)OC[C@H](C[NH2+]C(C)(C)C)O)N1CCOCC1

nl(c(cnclC)[N+](=0)[O-])CCS(=0)(=0)CC

CEON[C@@H](S)CNCC(=0)[O-]
slc(ceel)C(O)(C(=0)OCICI[C@@H2[IN+H]([C@@H]([C@H]30[C@@H]23)C1)(C)C)clsccel
S(=0)(=0)(N[C@@H](Celeee(ce1)OCCCCCICCINH2+]CC1)C(=0)[O-])CCCC

cl(c2¢c(cec1Clhnsn2)NCI=NCCN1
[C@H]I([C@@H](C@@H](C@@H](C[C@@H]IN)N)O[C@H]1[Ca@H](C[C@@H]([C@@H](0O1)CN)O)N)O)O[C@H]1 [C@@H]([C@@H]([C@@H]([C@@H](01)CO)O)[NH3+])O
clee(e(c(c1)C)NC(=0O)[C@H](INH3+])C)C

cl(cce(cel)C)S(=0)(=0)[N-]C(=O)NCCCC

cl(ce(c(c(c1)O)O)[N+](=0)[O-])C(=0O)clcec(ccl)C

cl(c(cceel)Nele(c(eecl)CI)C)C(=0)[O-]

clec(ec(c1)OC[C@H](C[NH2+]C(C)C)O)C

cle(e(ce(c1S(=0)C)C)0C)0C

cl(n(c(cc1)CC(=0)[0-]))C)C(=0)clecc(ecl)C

[C@H](clc(cce(c1)C)O)(clecceel ) CC[NH+](C(C)C)C(C)C
c12cc3c(c(=0)n1Cclc2nc2e(cl)e(c(cc2)O)C[NH+](C)C)COC(=0)[C@@]3(CC)O cl(c(cencl)Nelee(cecl)C)S(=0)(=O)[N-
JC(=O)NC(C)C

C(=C(\clcceecl)/CCChH(\clcee(ecc)OCCINH+](C)C)/clcceceel

[C@]1(c2cc(ccc2)OC)([C@@H](C[NH+](C)C)CCCCH)O



C2943
C2944
C2945
C2946
C2947
C2948
C2949
C2950
C2951
C2952
C2953
C2954
C2955
C2956
C2957
C2958
C2959
C2960
C2961
C2962
C2963
C2964
C2965
C2966
C2967
C2968
C2969
C2970
C2971
C2972
C2973
C2974
C2975
C2976
C2977
C2978
C2979
C2980
C2981
C2982
C2983
C2984
C2985
C2986
C2987
C2988

OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB-
OB-
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+

27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
26
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
27
26
27
27

NI([C@@H]2[C@@H](C[C@H]1C(=0)[0-])CCCC2)C(=0)[C@@H]([NH2+][C@H](C(=0)OCC)CCclcccecl)C
CI(C(=0)[O-])CCC(CCI)C[NH3+]

[NH3+][C@H]1C(C1)clceceel

cl(n2c(nc(c1)C)nen2)[NH+](CC)CC

n12¢(=0)n(nclcccc2)CCCINH+]1CCN(CC1)clce(ceel)Cl

S(=0)(=0)(OC[C@@H]([C@@H](COS(=0)(=0)C)0)O)C
FIC@@]12[C@H]([C@H]3[C@@]([C@](O)([C@H](O)C3)C(=0)CO)(C[C@@H]10)C)CCC1=CC(=0)C=C[C@]21C
[C@@]12([C@@]3([C@@H](C[C@H]10C(02)(O)O)[C@H1[C@]([C@H](C3)O)([C@@H]2C(=CC(=0)C=C2)CCHF)C)C(=0)CO
c12c¢(nc(c(nl)cleccec)N)N=C(N[C@@H]2[NH3+])N

cl2c(ce(cecl)Che(neeIn2¢e(n[nH]1)C)elc(ccccl)Cl

CIC(CDHCINS(=0)(=0)c2c(cc(c(c2)S(=0)(=O)N)CI)N1

CIC[NH+](CCCI)CC[C@@](O)(cleccec]l)C1CCCCCI
¢12¢(c(nc(n1)N1ICCN(CC1)C(=0)OCC(0)(C)C)N)ce(c(c20C)0C)0C
O(CCINH+](C)C)clecc(cc1)CNC(=0)clce(c(c(c1)OC)0C)0C

cl(c(ce(cc10C)Cele(ne(nc1)N)N)OC)OC

c12¢(ncc(c1C)CNelee(c(c(c1)OC)0OC)OC)nc(nc2N)N

N1(c2¢(ccee2)CCce2clecee2)C[C@@H](C[NH+](C)C)C

[NH+]1(CCCC1)C/C=C(\clcecc(ccl)C)/clnceecl

c12¢(c(c(c(c1C)C)0)O)C[C@@](CO2)(COclece(ce ) C[C@@H]1C(=0)NC(=0)S1)C
c12c(en(clecce2)C)C(=0)OCIC[C@@H]2[NH+]([C@@H](C1)CC2)C
[N+]12(CCCC1)[C@H](CO)C[C@@H](C[C@@H]2C)OC(=0)C(O)(clecceel )eleccecl
c12¢(ce(c(n1)N1C[C@H]3[C@@H](C1)C3[NH3+])F)c(=0)c(cn2¢clc(cc(ccl)F)F)C(=0)[O-]
cleee(e(e])CH[C@@H](O)C[NH2+]C(C)(C)C

cl(c(ccec ) OC)NICC[NH+](CC1)CCCNclee(=0)n(c(=0)n1C)C
[C@H]1(n2¢(=0)nc(cc2)0)[CRQ@H]([C@@H]([C@H](01)CO)0)O

C1[C@H|(C[C@@H2[C@](C)([C@@H] [C@@H]([C@Q@H](C2)0)[C@HR[C@](CC1)([C@H](CC2)[CR@H](CCC(=0)[0-))C)C)C)O
O(C(=O0)[C@@H]([NH3+])C(C)C)CCOCnlc2¢(ncl)e(=0)nc([nH]2)N

clec(eccl)clnoc(clcleec(cel)S(=0)(=0)N)C

¢12¢(nen1COC(COC(=0)C(C(C)C)[NH3+])CO)c(=0O)nc([nH]2)N

CCCC(CCO)C(=0)[0-]
FC(F)(F)C(=O)N[C@H]1CC(O[C@H]2C[C@@](O)(Cc3c2c(c2c(c30)C(=0)c3c(c(cec3)0C)C2=0)0)C(=0)COC(=0)CCCC)OC(C10)C
cl(c(ccecel)cl[nH]nnn1)cleee(cel )CN([C@@H](C(C)C)C(=0)[O-])C(=0)CCCC

cl(e2ec3eel Ocle(ec(ee[C@@H]([C@@HC(-ON[C@@H](C(-O)N[C@@H]C(-O)N[CE IC@Q@HINC-O)C@@H(C@ 2)CHONCI-0)C(-=0)[O-)CC-ONINC(-0)[C@@HCC(CIC)INH2HOIO)CHO[C@H]I[CA@H](C@@H)(C@@H[C@@H)(O1CO)0)0)0[C@H]ICIC@@|(C@@HNC@@H]ONCIONNH3H)C

CI1CN(CC[NH+]1CC)S(=0)(=0)c1cc(c(cc1)OCC)cInc(=0)c2n(c(nc2C)CCC)[nH]1
[C@]12([C@H]([C@H3[C@H](CCHC@@]1([C@@H](CC3)C[C@@H]([C@H](C1)N1CCCCC1)OC(=0)C)C)C[C@@H]([C@@H]20C(=0)C)[N+]1(CCCCC1)C)C
Cl([C@@H](c2cce(cc2)OC)CINH+](C)C)(CCCCC1)O

[C@@](clce(c(cel)CC)CC)CCCIC@@H](CCelec(c(cc1)CC)CC)C)(CCCYCHC

nl(c2c(ncl)c(nen2)N)[C@H]1 [C@H]([C@@H]([C@H](01)CO)O)O

C=C[C@H](CCC(=0)[O-])[NH3+]

OC12CC3([NH2+]CC(=O)N4[C@@H](CCC4)C#N)CC(C1)CC(C3)C2

cl(c(ccee1)OCC)OC[C@@H]1[NH2+]CCOC1
[C@H]I2N3[C@](C[C@]4([C@@H]1[NH+](CC[C@@H]2c1c3ccecl)CCC4)CC)(C(=0)0C)0
[C@@]123[C@H]([C@)([C@@H)([C@]4([C@@H]1[NH+](CC2)CC=C4)CC)OC(=0)C)(C(=0)OC)O)N(clc3ee(c(c 1) OO C@@] 1 (c2¢(c3c([nHI2)ecee3)CN2C[C@@H](C1)C=C(C2)CC)C(=0)0C)C
O1[C@H]([C@@H](0)CO)C(=0)C(=C10)0O

O[C@@]1(C[C@H](INH2+]C(CO)CO)[C@H](0)[C@@H](O)[C@@H]10)CO
[C@@]([C@H](c1c(cnenl)F)C)(clc(cc(ccl)F)F)(Cnlnencl)O



C2989 OB OB+ 27 ONC(=0)CCCCCCC(=0)Nelcceecl

C2990 OB OB+ 27 cl(c(c2e(ccecc2)oc1=0)0)[C@@H](clcceccl)CC(=0)C

C2991 OB OB- 27 cle(eee(c)OC[C@@H](C[NH2+]CCNC(=0)N1CCOCC1)0)0O

C2992 OB OB+ 27 N1(C(=0)[C@@H](C2CCCCC2)[NH2+]CC(=0)OCC)[C@H](C(=O)NCc2ccc(cc2)C(=N)NO)CC1

C2993 OB OB+ 27 cl(ce(c(cc1CHO)C(=0)Nclc(ceec1C)C)S(=0)(=0)N

C2994 OB OB+ 27 c12c¢(c3c([nH]1)cece3)CCINH+]1[C@@H]2C[C@@H]2[C@@H](C1)CO[C@H]([C@H]2C(=0)OC)O
C2995 OB OB+ 27 nlc(cen(c1=0)[C@@H]10[C@@H](CC1)CO)N

C2996 OB OB+ 27 nl2c(cencle(en2)C#HN)elec(cecl)N(C(=0)C)CC

C2997 OB OB+ 27 cle(c(ce2c1CC(=0O)N2)CI)CCINH+]1CCN(CCl)clnsc2clceec2

C2998 OB OB+ 27 c12¢([nH]cc1CC[NH+](C)C)cee(c2)C[C@@H]INC(=0)0Cl

C2999 OB OB+ 27 cl(c(ne2nlec(cc2)C)elece(ccl)C)CC(=0)N(CCC)CCC

C3000 OB OB+ 27 clecee2elonc2CS(=0)(=0O)N

C3001 OB OB- 27 cleec2e(c1)Scle(ce(cel)CC(=C2)OCCINH+](C)C

C3002 OB OB+ 27 Clelec2e(ecl)Sclc(ceeel)/C/2=C/CC[NH+]1CCN(CC1)CCO

C3003 OB OB+ 27 clen(e(=0)ncIN)[C@@H]1S[C@H](OC1)CO

C3004 OB OB+ 26 O(Ccleccccl)clec2e3c(c[nH]c(c3COC)C(=0)OC(C)C)nc2cecl

C3005 OB OB- 26 NC(=0)clnen(c1[NH3+])C10C(CO)C(O)C10

C3006 OB OB+ 27 0l[C@@H](O)[C@@H](O[C@H]20[C@@H](C)[C@@H)(0)[C@@H](OC(=0)C)C2)[C@@H)(0)C[C@@H]10[C@H] [C@@H)(O[C@@H](O[C@H]2C[C@H)3CCIC@H4[C@@H](CCIC@@]S(C)[C@@H](CC[C@@]450)C4=CC(=0)0CH[C@Q@I3(CC2)C)C[C@Q@H]10)C
C3007 OB OB- 27 [O-]C(=0)/C=C\clnc(cccl)/C(=C\C[NH+]1CCCCl)/clcec(ccl)C

C3008 OB OB- 26 CC(C)(O)C(=0)OCOP(=0)(COCCnlenc2e(nenc12)N)OCOC(=0)C(C)(C)C

C3009 OB OB- 26 S(CCC)clec2ne([nH]c2cc1)NC(=0)OC

C3010 OB OB- 27 OC/C=C\1/C2C3=CN4C5C(=CN6C3C3(c7c6cccc7)C(IN+](C1)(CC3)CC=C)C2)C1CC2[N+](C/C/1=C/CO)(CCC52c1cdccccl)CC=C
C3011 OB OB+ 27 OC1CC(0)C/C(=C\C=C/2\C3CCC(C(CCCr(Cc)o)C)c3(cee)oy/c1=C

C3012 OB OB- 27 O(CCCOC)clce(cec10C)CC(C(C)C)CC(INH3+])C(O)CC(C(C)C)C(=O)NCC(C(=O)N)(CO)C

C3013 OB OB- 27 Oclec(ceel)C1(CCINH+](CC1C)CC(Celeecee)C(=O)NCC(=0)[O-])C

C3014 OB OB+ 27 O=CINC(=0)CCC1(CC)clecc(ccl)N

C3015 OB OB- 26 O(C(=0)C(CCC)CCOYCICC2[NH](C(C1)CC2)(O)C

C3016 OB OB+ 26 O(C(=0)C(CO)clceecc])CICC2[NHH](C(C1H)CC2)C

C3017 OB OB+ 27 CCI(C(N2C(S1)C(C2=0)NC(=0)C(clccccel )N=[N+]=[N-])C(=0)[O-])C

C3018 OB OB- 27 O(C(=O)N(C)C)clec(ce(c1)OC(=O)N(C)C)C(O)C[NH2+]C(C)(C)C

C3019 OB OB+ 27 O(C(cleccecl)elececcl)CICC2[NH+](C(C1)CC2)C

C3020 OB OB+ 26 CICCC(=C(/C=C\C(=C/C=C/C(=C\C=C/C=C(\C=C/C=C(\C=C\C2=C(CCCC2(C)C)C)/C)/C)/C)\C)C1(C)C)C
C3021 OB OB- 26 O(C(=0)C)clcee(ccl)C(clecc(cel)OC(=0)C)clnceecl

C3022 OB OB- 26 O=C(Nclc(ccecc1C)C)CI[NH+](CCCC1)CCCC

C3023 OB OB+ 26 O=CINC(=0O)NC(=0)C1(CCc(C)C)CcC=C

C3024 OB OB- 27 OC1CC(0)C/C(=C\C=C/2\C3CCC(C(/C=C\C(0)C4CC4)O)C3(CCC2)C)/C1=C

C3025 OB OB+ 26 CnlnnnclSCC1=C(N2C(SC1)C(NC(=0)C(O)clccceel)C2=0)C(=0)[O-]

C3026 OB OB- 27 N12[C@@H]([C@@H](C1=0)NC(=0)Cnlnnncl)SCC(=C2C(=0)[O-])CSclsc(nnl)C

C3027 OB OB+ 26 s1c(nnc1SCC1=C(N2C(SC1)C(C2=0)NC(=0)C(OC(=0O)C(INH3+])C)clcccecl)C(=0)OCclc(oc(=0)o1)C)C
C3028 OB OB- 27 slene(c1/C=C\C1=C(N2C(SC1)C(C2=0)NC(=0)/C(=N\OC)/cInc(sc1)N)C(=0)[O-])C

C3029 OB OB+ 26 slec(neIN)/C(=N\OC)/C(=0)NC1C2SCC(=C(N2C1=0)C(=0)[O-])C[N+]1(CCCCI1)C

C3030 OB OB+ 26 slec(neIN)/C(=N\OC)/C(=0)NC1C2SCC(=C(N2C1=0)C(=0)[O-])C

C3031 OB OB+ 27 NECOC(=O)N[C@H] 1 [C@@H]2N(C(=C(CS2)COC)C(=0)O[C@@H](OC(=0)OC(C)C)C)C1=0)/cInc(sc)N)NOC
C3032 OB OB- 27 O1C2(C(OCICICCCCCI)CCIC3C(CA(C(=CC(=0)C=C4)CC3)C)C(0)CC21C)C(=0)COC(=0)C(C)C O1c2c(cc3ce(c2)c(=0)c(nn3CC)C(=0)[O-
C3033 OB OB+ 26 DOC1

C3034 OB OB+ 27 Clclnc(c2nen(c2n1)C10C(CO)C(O)CIF)N



C3035
C3036
C3037
C3038
C3039
C3040
C3041
C3042
C3043
C3044
C3045
C3046
C3047
C3048
C3049
C3050
C3051
C3052
C3053
C3054
C3055
C3056
C3057
C3058
C3059
C3060
C3061
C3062
C3063
C3064
C3065
C3066
C3067
C3068
C3069
C3070
C3071
C3072
C3073
C3074
C3075
C3076
C3077
C3078
C3079
C3080

OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

OB+
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB-
OB-
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB-

26
26
27
27
27
27
26
27
27
26
27
26
26
27
27
27
26
27
26
26
27
26
27
27
26
26
27
27
27
26
26
26
26
27
26
27
26
27
26
26
26
26
27
26
27
26

Clclece(cc1)OC(C(=0)OCC)(C)C

Clclcceec C([NH+]1CCce2sccc2C1)C(=0)0C
[C@H]([C@@H]2[NH+]([C@H](C[C@H]10C(=0)clccecec] )CC2)C)C(=0)OC
CIC1=CC2C(C3(C1=CC(=0)C1C3C1)C)CCCI1(C2CCCI(O)C(=0)C)C
01CCc2cc(cccl2)CCINH+]1CC(CC1)C(C(=O)N)(clecceel)clecceecl
S(=0)(=0)(N(CC(C)C)CC(O)C(NC(=0)OC1C2CCOC20CT)Cclceccel)clcec(eccl)N
O=C(N(O)CCCCCNC(=0)CCC(=0)N(O)CCCCC[NH3+])CCC(=0O)NCCCCCN(0O)C(=0)C
0O1C2CC3C4C(C5(C(=CC(=0)C=CS5)CC4)C)C(0)CC3(C)C2(N=C1C)C(=0)COC(=0)C
FC(F)(F)clec(cee)CC([NH2+]CC)C
Clclee(ccc1Cl)C(=0)NC(CCC(=0)[0-])C(=0O)N(CCCccryccecoc
O(C)clec2e(ccl)CCIC3C2(CCINH+]1C)CCCC3

Icle(e(c(c(cINC(=0)C))NC(=0)C)I)C(=0)[O-]

Fclen(C20C(C)C(0)C20)c(=0)[nH]c1=0
c12¢(c(c3c(c10)C[C@](C[C@@H]30[C@H]10[C@H]([C@H]([C@H](C1)[NH3+])O)C)(C(=0)C0O)0)0)C(=0)clc(cecc10C)C2=0
O(C(C)(clecceel)elnceccl)CCINH+](C)C
O=C1CCC2(C3C(C4CCC(C(=0O)C)c4(Cce3)c)c=cc2=C1)C
[O-]1C(=0)C1=CC2=CCC3C(C2(CCI1)C)CCCI(C3CCCIC(=O)NC(C)C)O)C
S1SCCC(=O)NC(CCCCNC(=N)N)C(=O)NCC(=O)NC(CC(=0)[O-DC(=0)NC(Cc2c3c([nH]c2)ccee3)C(=0)N2C(CCC2)C(=0)NC(C1)C(=0O)N
CICCN(CCCI)C(=0)Oclcc2e(ccl)C1C(CC2)C2CCC(OP(=0)(O)[O-)C2(CCHC

Clele(e(cec1 C(=0)C(=C)CC)OCC(=0)[O-DCl

O=C(Nclc(cecec1C)C)C(INH+](CCC)CC)CC

Oclcc(ccel)C(O)C[NH2+]CC

O(C)clec(c(c(c1C)C)/C=C/C(=C\C=C/C(=C\C(=0)OCC)/C)/C)C
Clclce2e(ce(c10)0)C(C[NH2+]CC2)clcec(ccl)O
OC(CICC[NH+](CC1)CCCC(O)clcec(ccl)C(C(=0)[O-D(C)C)(cleceec])elececel
Fclce2e(ce(cINICC[NH+](CC1)C)F)c(=0)c(cn2CCF)C(=0)[O-]
cle(e(e(cel)F)elnoc(c1C(=0)NC1C(=0)N2CISC(C2(C(=0)[O-])C)(C)C)O)C1
O=cl[nH]c(nc2ncc(nc12)CNelece(ce1)C(=0)NC(CCC(=0)0)C(=0)[O-])N
CEC/[C@HR[Ce@@I(C@@B((C@@H]((C@@I4(C@@H](CC3)[C@@H]([C@@H](CC4)0)C)C)[C@@H](C2)0)C)(C[C@@H]10C(=0)C)C)(\C(=0)[O-])/CCC=C(C)C
01C2CC34C56C(0C(=0)C50)0C3(C2(0)C(C)C1=0)C(=0)0Cc4CC6C(C)(C)C
01C2C(0)(C340C50C(=0)C(0)CH65C3(C(0C4=0)CCHLC(CY(C)C)C20)C(C)C1=0
COclc(cc(ccl)CHC(=0)NCCclcee(cc1)S(=0)(=0)[N-]C(=O)NC1CCCCC1
Olc2c¢(cecc2)OCCICI=NCCNI1
O=CIN(C(=0)C([NH2+]C(CCc2ccccc2)C(=0)OCC)C)C(CN1C)C(=0)[O-]
0O1C2C(0OCC20)C(O[N+](=0)[O-])C1

C1C(C2C(01)C(CO2)O[N+](=0)[O-])O[N+](=0)[O-]
S1(=0)(=0)N(C)/C(=C(\O)/Nc2noc(c2)C)/C(=0)c2clccee2
[C@@]1(c2c(ccec2)Cl)(CC(=0)CCCI)[NH2+]C
CC(=O)NICCN(CCl)clece(ccl)OCCICOC(Cn2eenc2)(O1)cleee(cc1Cl)CL
S1ICC(N(C1)C(=0)C(O)C(NC(=O0)C(NC(=0)COclnccc2elecce2)CSC)Celeecce1)C(=0)NC(C)(C)C
CINH(C)(O)CC(CC(=0)[0-])O

S1c2¢(ce(cc2)OC)N(c2clcecec2)CC(CINH+](C)C)C
[C@@H]1([C@H](NC(=0)[C@@H]2[NH+](C[C@@H](C2)CCC)O)[C@@H](0)O)[C@@H]([C@@H]([C@H]([C@H](01)SC)0)0)O
Clclec2e(ecl)Ocle(ccec)N=C2N1CC[NH+](CC1)C
FC(F)(CCCC)C1(OC2C(CCl)C(CCCCeee(=0)[0-)C(=0)C2)0
01Cc2c¢(ce3n(Ccdce3nc3e(ce5e(c3)OCCOS)c4C[NH+]3CCN(CC3)C)c2=0)C(CC)C1=0



C3081
C3082
C3083
C3084
C3085
C3086
C3087
C3088
C3089
C3090
C3091
C3092
C3093
C3094
C3095
C3096
C3097
C3098
C3099
C3100
C3101
C3102
C3103
C3104
C3105
C3106
C3107
C3108
C3109
C3110
C3111
C3112
C3113
C3114
C3115
C3116
C3117
C3118
C3119
C3120
C3121
C3122
C3123
C3124
C3125
C3126

OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+

27
26
26
27
26
26
27
26
27
26
27
26
27
26
26
27
27
27
26
26
27
26
27
26
27
27
27
26
27
26
26
26
26
26
27
27
26
26
26
27
27
26
25,28
25
25,28,29
25

CCI1(C2CC3C(C(=0)C(=C(C3(C(=0)C2=C(c2clccec20)0)0)0)C(=0)NC[NH2+]CCCCC(C(=0)[O-])N)[NH+](C)C)O
[NH2+](C)C1(C2CC(CC2)C1(C)C)C

O(C(=0)C)CI(CCC2C3C(CCCI2C)CI(C(=CC(=0)CCI)C(=C3)C)C)C(=0)C

OC1CCC2C3C(CCCI120)CI(C(CC(=0)CcCIo)ces3)C

OC1(CCC2C3C(CCCI20)CI(C(=CC(=0)CC1)CC3)C)C

OC1C(0)C(O)C[NH+](CCO)C1CO

O(C)ele(ce(ce1OC)C[C@H] 1 [N@@+](CCe2clee(c(c2)OC)OC)CCCOC(=0)CC/C=C\CCC(=0)OCCCIN@+]1(CCe2c(cc(c(c2)OC)OC)[C@@H] 1 Celee(c(c(c1)OC)OC)0C)C)C)OC
S(CC1=C(N2C(OC1)C(C2=0)(OC)NC(=0)C(C(=0)[O-])clccc(cc1)O)C(=0)[O-])c1[n+](nn[nH]1)C
S1C2N(C(C(=0)[O-])C1(C)C)C(=0)C2NC(=0)clc2c(ccc10CC)eccc2

O(C(=0)C1(CCC=CCI[NH2+]C)clcccccl)CC

c12¢(c[nH]elccec2)C[C@H]1 C(=0)N[C@@H](C(=0)N[C@@H](C(=0)N[C@@H](C(=0)N[C@@H]([C@@H](0)C)CO)CSSC[C@@H](C(=0)N[C@@H](C(=0)N1)Ccl cceee )NC(=0)[C@@H](Cel cecec 1) [NH3+])[C@@H](0)C)CCCCN
O(C(CC)CC)C1C=C(CC([NH3+])CINC(=0)C)C(=0)[O-]

S1C2N(C(C(=0)[O-])C1(C)C)C(=0)C2NC(=O)clc(noclC)cleccecl

OC1CC(=0O)N(C1)CC(=O)N

CIC(C(C(C(01)OC1COC(C(C10)O)OCICOC(C(C10)0)0)0)0)O

[O-]1C(=O)CIN(C2C(C1)CCCC2)C(=0)C(INH2+]C(CCC)C(=0)[O-])C

OC(C(INH3+])C)clccececl
CIC1CCC(CC10C)/C=C(\C)/C10C(=0)C2N(CCCC2)C(=0)C(=0)C2(OC(C(OC)CC2C)C(OC)CC(C/C(=C/C(CO)C(=0)CCc(0)C1C)/O)C)O
Clclcece(ccl)cle(ne(ncIN)N)CC

[n+]1(c2c(ec(cc2)N(C)C)eecl/C=C\clee(n(c1C)eleccecl)C)C

S(=0)(=0)(NC1CC2C([NH+](C1)CCC)Cclc(c(cececl)O)C2)N(CC)CC
O(C(=0)C(INH2+]C(C(=O)N1CCc2c(cccc2)C1C(=0)[O-])C)CCcelecceel)CC
[O-]C(=O)CIN(C2C(C1)CCC2)C(=0)C(INH2+]C(CCcleccec])C(=0)[0-])C

O=C(Nclc(ceecc1C)C)NCCC[NH2+]C(C)C

Oclce(ce(c1)0)C(O)C[NH2+]CCCnlc2¢(ncl)n(C)e(=0)n(C)c2=0
01¢c2e3e4c(c(c2C)0)C(=0)C(=C2NC5(N=C42)CC[NH+](CC5)CC(C)C)NC(=0)/C(=C/C=C/C(C)C(O)C(C)C(0)C(C)C(OC(=0)C)C(C)C(OC)/C=C\OC1(C)C3=0)/C
01c2¢3c4c(c(c2C)0)c(c(c(c40)/C=N/N2CC[NH+](CC2)C2CCCC2)NC(=0)/C(=C/C=C\C(C)C(0)C(C)C(0)C(C)C(OC(=0)C)C(C)C(OC)/C=C\0C1(C)C3=0)/C)O
Oclc(e(=0)c2c(ccce2)n1 C)C(=0)N(C)cleeceel
O1C(CO)C(O)(C)C(O)C(C)/C(=ENVOCOCCOC)/C(CC(O)(C)C(OC20C(CC(INHH](C)C)C20)C)C(C)C(OC20C(C)C(O)C(0OC)(C2)0)C(O)C1=0)C
[NH+](C(Ccleceecl)C)(CCHO)C

S(=0)(=0)(Nclcce(cel)C(=O)NCC[NH+](CC)CC)C

slcecc1ICCINH+]1CCC(N(C(=0)CC)c2ccccc2)(CC1)COC

S(=0)(CCC1C(=O)N(N(C1=0)clcccccl)clecceel)cleccecl

O(C)clec2e([nH]ce2/C=N\NC(=N)NCCCCC)ccl

O1C(CN(c2cc(cec2)C)C1=0)CO

[C@@]12([C@@]3([C@@H](C[C@H]10C(02)(C)C)[C@H] [C@]([C@H](C3)O)([C@@H]2C(=CC(=0)C=C2)CC1F)C)C(=0)CO
CICC[N+]2(C1)CICCC2CC(C1)OC(=0)C(clceceel)(cleceec1)O

nlc2c(ncel)ecle(c2)C2CC1CINH2+]C2

O1CC[NH2+]CC1COclcccec1OCC
O(C(=0)C)C1C2(C3[NH+](CCC43C(N(c3cc(c(ccd3)C3(CCACC(0)CN(C4A)CCede3[nH]c3cdecce3)CC)C(=0)0C)0C)C)C1(0)C(=0)0C)CC=C2)CC
Cclen(c(=0)[nH]c1=0)C1CC(C(O1)CO)N=[N+]=[N-]

Brclcce(cel)/C(=C\C[NH+](C)C)/clccencl

Oclc2cen[nH]c2nenl

cleee(cel)C(eleccee)(C[C@@H]([NH+](C)C)C)[C@@H](OC(=0)C)CC

NC(=N)NC(=0)elnc(c(ncIN)N)CL

CCL(O)S[C@@H]2C(NC(=0)C(INH3+])c3ccc(ce3)O)C(=0)N2C1C(=0)[O-]



C3127
C3128
C3129
C3130
C3131
C3132
C3133
C3134
C3135
C3136
C3137
C3138
C3139
C3140
C3141
C3142
C3143
C3144
C3145
C3146
C3147
C3148
C3149
C3150
C3151
C3152
C3153
C3154
C3155
C3156
C3157
C3158
C3159
C3160
C3161
C3162
C3163
C3164
C3165
C3166
C3167
C3168
C3169
C3170
C3171
C3172

OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB
OB

OB-
OB+
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB+
OB-
OB+
OB-
OB+
OB+
OB+
OB+

25,28
25
25
25
25
25
25
25
25
25
25
25
25
25

25,29
25
25
25
25
25

25,31
25
25
25
25
25
25
25
25
25
25

25,30,31
25
25
25
25
25

25,30
25
25
25
25
25
25
25
25

[O-1C(=O)C[C@H](O)C[C@H](O)CCnlc(c(c(c1C(C)C)C(=0)Nclceccel)cleeceel)clece(cel)F
OC1=C(C(=0)C(=0)c2ccccc12)C1CCC(c2cce(cc2)CCCL

OCC(C(=0)OCIC[C@H]2[NH+](O)[C@H](CC2)C1)clececcl
O[C@@]120[C@@](NC(=0)[C@@H]3C=C4c5c6c([nH]c(c6C[C@H]4[NH+](C)C3)Br)cce5)(C(=0)N1[C@H](C(=0)N1CCC[C@@H]21)CC(C)C)C(C)C
CCOclnc2c(nlCclcee(cel)cle(ceccl)clnnn[nH]1)c(cce2)C(=0)[O-]

C[C@H](CS)C(=0O)N1CCC[C@H]1C(=0)[O-]

COclc(ccccl)OCC[NH2+]CC(O)COclc2c([nH]e3c2ccee3)cccl
[O-]1C(=0)C1=C(C=C)CS[C@H]2N1C(=0)[C@H]2NC(=0)/C(=N/OCC(=0)O)/clcsc(nl)N
CCI=C(N2[C@H](SCH[C@H](NC(=O)C([NH3+])clccecc1)C2=0)C(=0)[O-]
[O-]1C(=0)C1=C(C)CS[C@H]2N1C(=0)[C@H]2NC(=0)C([NH3+])C1=CCC=CC1
OC[C@@H](NC(=0)C(CDHC)H[C@H](O)cleccc(ce)[N+](=0)[O-]

CC[NH+](CC)CCCC(C)Nclc2cee(ce2necl)Cl

C[NH+](C)CCC(clcce(cel)Cl)cleecenl

NS(=0)(=0)clc(ccc(c1)C1(O)NC(=0)c2cccec12)Cl

CN/C(=N\CCSCclc([nH]cn1)C)/NC#N

C[NH+](C)CCCC1(0OCc2cc(cccl12)C#N)clcee(ccl)F
O[C@H]1[C@H](0C2[C@@H](C)C(O[C@@H]30[C@@H](C)[C@H](0)[C@@](0C)(C)C3)[C@H](C(=0)O[C@H](CO)[C@](O)(C)[C@H](O)[C@H](C(=0)[C@H](C)C[C@]2(0C)C)C)C)O[C@H](C)C[C@@H]1[NH+](C)C
[O-1C(=0)[C@@H]IN2C(=0)C[C@H]20/C/1=C\CO
O[C@H]1[C@H](O[C@H](C(NC(=0)[C@H]2[NH+](C)C[C@H](CCC)C2)C(C1)O)[C@H](0)[C@@H]10)SC [O-
1C(=0)[C@@H]IN2C(=0)[C@@H](NC(=0)c3c(onc3c3cceccc3Cl)C)[C@H]2SC1(C)C
[C@@H]12C[C@@H](O)[C@](0)(C(=0)CO)[C@@]1(C)C[C@H](0)[C@@]1 (F)[C@H]2CCC2=CC(=0)C=C[C@]12C
CC1=NS(=0)(=0)c2cc(ccc2N1)Cl

[O-]C(=0)CclcccecINele(cecc1ChHCl
[O-1C(=0)[C@@H]IN2C(=0)[C@@H](NC(=0)c3c(onc3c3c(ccce3CICIC)[C@H]2SC1(C)C
CIC[C@@H](O[C@@H]1CO)nlcnc2clnenc20
O[C@H]IC[C@H](O[C@HRIC@Q@H](O)CIC@HIOIC@HBIC@@HIO)CIC@H]O[C@HIUCCIC@@IS(C)[C@HI(CCIC@@HINIC@@HISCICRQ@HIO)C@IS(CIC(CT=CC=0)0CT)ICCIC@IGS0)CHOIC@@HICIO[C@@HRC)O[C@HIOIC@H]IO
[nH]1cc(c2ccecc12)C(=0)OCICC2[NH+]3CC(=0)C(C2)C[C@@H]3C1

C[NH+](C)CC/C=C/1\c2c(cccc2)COc2cleccc2
COclccce2c1C(=0)cle(c(c3c(c10)[C@H](CI[C@](C3)(O)C(=0)CO)O[C@H]1C[C@H](INH3+])[C@H](0)[C@H](C)01)0)C2=0
O/C(=C\1/C(=0)[C@@H](INH+](C)O)[C@@H]2[C@@H](O)[C@H]3C(=C(O)c4c(cccc4O)[C@@H]3C)C(=0)[C@]2(0)C1=0)/N
N(C(=0O)[C@H]1CC[C@H2[C@@H]3CC[C@H]4NC(=0)C=C[C@]4(C)[C@H]3CC[C@]12C)C(C)(C)C
NS(=0)(=O)clcc(c(cc1CI)NCcleccol)C(=0)[O-]

OC1(CC[NH+](CCCC(=0)c2ccc(cc2)F)CCl)cleee(ccl)Cl

O[C@@H]1 CO[C@@H2[C@@H](O[N+](=0)[0-])CO[C@H]12
clnn(en])C[C@]1(OC[C@@H](0O1)COcleec(cc1)N1ICCN(c2ecc(cc2)n2enn(c2=0)[C@@H](C)CC)CC1)cle(ec(ccl)Cl)CI
OC[C@@H]10[C@H](n2ccc(nc2=0)N)CS1

Cclc(cenc1CS(=0)clnc2e([nH]1)ccec2)OCC(F)(F)F [O-
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CNICCN(CC1)C1=Nc2c(Nc3clee(s3)C)cecc2
O=cloc(c(01)COC(=0O)c1n(c(nc1C(0)(C)C)CCC)Cclcee(cel)cle(ccccl)clnn[nH]n1)C
O=C1[C@@H](CCc2n(c3cccec3c12)C)Cnle(necl)C

0=C(0)C(=0)CCC(=0)O

0=C(N[C@@H](c cceee[C@@H](0)C(=0)0[C@@H] 1 C(=C2[C@H](C(=0)[C@@I3([C@HI([C@Q@HI([C@@](C1)(C2(C)C)0)0C(=0)c | cececH[C@] 1 (CO[C@@H]I C[C@@H]30)0C(=0)C)C)OC(=0)C)C)c L eccee
O=C(NC(C)C)NCCcleccc(cc1)OCC(O)CNC(C)C

FC(F)Oclccec2e(cl)ne([nH]2)S(=0)Cclc(c(cenl)OC)OC

Fele(c20C[C@@H](n3c2c(c1)e(=0)c(c3)C(=0)0)C)C1(CCI)N

O1c2c(Ne3ceceecl3)ecee2

0=C1c2c(cccc2C(=0)c2e(c3e(c(c12)0)[C@@H](C[C@@](C3)(0)C(=0)CO)O[C@H] 1 C[C@@H]([C@@H]([C@@H](01)C)O[C@H]1CCCCO1)N)O)OC
O=C(N1CCN(CC1)clnc(c2cc(c(ce2n1)OC)OC)N)clcccol
O=C(CO)[C@]1([C@@]2(CC(=O)[C@@H]3[C@@]4(C=CC(=0)C=C4CC[C@H]3[C@@H]2CC1)C)C)O
O=C(N[C@@H]1[C@H](O[C@@H](n2cnc3c2nenc3N(C)C)[C@@H]10)CO)[C@@H](N)Cclcee(OC)ecl
clec2ce(ecl)[nH]cle3e(n(ne23)CCN(C)C)eccl C(=O)NCCN(C)C
COclcc2c(ecl)nle3cde(n(ne24)CCN(C)C)eee3c(=0)n(c1=0)CCN(C)C
Oclcc2ce(ccl)nle3cde(n(nc24)CCN(C)C)eee3ce(=0)n(c1=0)CCN(C)C
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Substrate
Substrate
Substrate
Substrate
Substrate
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Substrate
Substrate
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Substrate
Substrate
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Substrate
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Substrate
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Substrate
Substrate
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Clelecc(ce])[C@H]1ICN2CCN=C2c2clcccc2

O=C(clen(c2ccccel2)C)[C@@H]1CCe2[nH]enc2C1
CC(C)clsce(nl)CN(C)C(=O)N[C@@H](C(C)C)C(=O)N[C@@H](Cclcceee)C[C@@H](O)[C@@H](Cclceccc )NC(=0)OCclscncl
O=C(OC)[C@@H](N)CSCC=C(CCC=C(C)CCC=C(C)C)C

Feleee(ecl)C(elecc(ccl)F)CNCICCN(CCl)elne(ne(nl)NCC=C)NCC=C
O=C(O[C@H]1C[C@H](C=C2[C@H]1[C@H]([C@H](C=C2)C)CC[C@H](C[C@H](CC(=0)0)0)O)C)C(C)(C)CC
O[C@H](CCCCCCCCCCCCCCO)[C@@H]IN)CO

Fclcee(cc1)C(=0)CCCN1CCC2(CC1)N(CNC2=0)clcceccl
O=C(OC1CC2CN3CCc4c(C3CC2C(C100)C(=0)0OC)[nH]c1ce(OC)cecd1)C=Cclee(c(c(c1)OC)0C)0C
O(C)clcee2ne3cceec3c(NC(C)CCCN(CC)CC)e2cl
S1C2N(C(=C(C1)CScln(nnn1)C)C(=0)0)C(=0)C2NC(=0)C1S/C(=C(\C(=0O)N)/C(=0)0)/S1
O=C1C2C(CO1)C(c1cc30CO0c3cc1C2clce(c(c(c1)OC)0OC)OC)NC(=0)C
Feleee(ecl)Cnle(ne2eccec12)NCICCN(CC1)CCeleec(ec1)OC

CICCCCCI1=CCCNI1CCc2¢c(C1)cec(0OC)c(0OC)c2

c12ccec(0OC)c1CCCC2=CCCNI1CCCCC1

c12ccc(0OC)cc1CCC=C2CCCN1CCc2¢(C1)cc(OC)c(OC)c2
0O=C(O)C[C@H](O)C[C@H](O)CCnlc(c(c(c1C(C)C)C(=0)Nclceceel)cleeceel)clece(cel)F
c12ccec(0OC)c1CCCC2CCCN1CCe2¢(Cl)ee(0OC)c(0C)c2

¢12¢cc(0OC)c(OC)cc1CCCC2CCENTCCe2¢(Cl)ec(0C)c(OC)c2

cle(eccel)[P+](cleccecl)(clecceel)cleccecl

O[C@H](COc1c(nsnl)N1ICCOCCI)CNC(C)(C)C

Oclc(c2ec3Cnédc(=0)cS5c(ccde3nc2ecl)C(C(=0)OCS5)(0)CC)CN(C)C

Clcleec2e(e)[C@@H]1CN(C[C@H]1c1c(02)ceccl)C

C[N+](CCCC)(ccceeyeeece

FC(F)(F)clcee2Sc3e(N(c2c1)CCCN1CCN(CC1)C)ceee3
N[C@@H](Cclcee(ccl)O)C(=O)N[C@H](C)C(=O)NCC(=O)N(C)[C@@H](Cclcceccl)C(=O)NCCO
CC(=0)OCI1C2(C=CCN3CCC4(c5cc(c(ccSN(C4C1(0)C(=0)OC)C)OC)C1(c4c(CCN5SCC(CI)CC(CS)(0)CC)cleecec[nH]4)C(=0)OC)C23)CC
O=C(clcce(cel )N=[N+]=[N-])NCC[N+](CC)(CC)C
0=C(00)[C@]1(C[C@H]2C[C@](CN(CCe3cl[nH]elcecee31)C2)(0)CC)elee2e(ce lOCN([C@R@H] 1 [CR@]32[C@H]2N(CC=C[C@@2([C@H]([C@@]1(0)C(=0)N)O)CC)CC3)C
0=C(00)[C@]1(C[C@@H]2C=C(CN(Cc3cdcecced[nH]e13)C2)CC)clec2e(cc IOCN([C@R@H] 1 [C@@]32[C@H]2N(CC=C[C@@]2([C@H]([C@@]1(0)C(=0)OC)OC(=0)C)CC)CC3)C
O(CC(C)C)CC(N1ICCCCI)CN(eleeceel)Celeeceel

01COc2clecle(c2)CCnt+]2cec3c(c(cec3ec12)0OC)0C

O=C(Nclcce(e(c1)C(F)(F)F)C#N)C(O)(C)CS(=0)(=O)clcce(ccl)F
N#C/N=C(\N[C@H]1CC[C@@H](CC1)C)/NS(=0)(=0)clccc(ccl)CCNC(=0)clc(ccc(c1)CHOC
O=CIN(CCNI1)CCNI1CCC(CCl)clc2e(n(cl)clecc(ccl)F)eee(c2)clnnn(nl)C

CC(C)(C)cloc(nel)CSclse(ncl)NC(=0O)C1CCNCC1

N#Cclc(ceec1)OCC(O)CNC(C)(C)C

Ccleec(/C(=C/CN2CCCC2)/c2nc(/C=C\C(=O)N3CCCCC3)cce2)ccel
Ccleece(/C(=C/CN2CCCC2)/c2nc(/C=C\C(=O)N3CCOCC3)ccc2)ccl
O=C(O[C@@H](COP(=0)(O)OC[C@H](N)C(=0)O)COC(=0)CCCCCNclc2nonc2¢(ccl)[N+](=0)[O-])CCCCCCCCCCCCCCC
FC(F)(clee(nec)NICCN(CC1)CCCCNICCCC1=0)F
CC(=0)OCOC(=0)CN(CC(=0)0COC(=0)C)Celc(cc2e(c])Cl(c3ec(c(ce302)0C(=0)C)CN(CC(=0)0COC(=0)C)CC(=0)OCOC(=0)C)c2ccecc2C(=0)01)0C(=0)C
O=C(N(CC)CC)Nclcc(c(cc1)OCC(O)CNC(C)(C)C)C(=0)C
Olc2e3[C@H](Ccdcec(Oc5c(cee(C[C@@H]6¢7c(cc(c1¢7)OC)CCN6C)c5)OC)cc4)N(CCc3¢cc10COc21)C
0O=C(O)C[C@H](O)C[C@H](0)/C=C/clc(c(c(nclC(C)C)C(C)C)COC)clcec(ccl)F
COCOclcecc20CC3=C(C)CC[C@]4(OC(=0)O[C@H]4c12)C3(C)C



C3495 PS Substrate 172 CC1=C2CC(=0)c3cccec3[C@@H]30C(=0)0[C@@]3(CC1)C2(C)C

C3496 PS Substrate 172 CC1=C2COCc3ccccc3[C@@H]30C(=0)O[C@@]3(CC1)C2(C)C

C3497 PS Substrate 172 COCOclceec2C(=0)C3(C)CC[C@]4(OC(=0)O[C@H]4c12)C(C)(C)C3=C

C3498 PS Substrate 172 COCOclcec2COCC3=C(C)CC[C@]4(OC(=0)O[C@H]4c2c1)C3(O)C

C3499 PS Substrate 172 FC(F)(F)clcee(ncICI)N1ICCNCCI

C3500 PS Substrate 172 COclccee(cl)cle2ecc(=[N+](C)C)cc2sc2ec(ccc12)N(C)C

C3501 PS Substrate 172 CN(C)clece2e(e3cce(=[N+](C)C)cc3sc2cl)clece(s1)C(=S)N1CCCCC1

C3502 PS Substrate 172 C[N+](=clccc2e(c3cecee3)c3cc4dCCCNSCCCe(c3sc2cl)cds5)C

C3503 PS Substrate 172 Clcle(c(ce(cl)elee(c(ec1)CHCHCICI

C3504 PS Substrate 172 nlcec(c2cleece?)[C@@H](0)[C@@H]1C[C@@H]2CCN1C[C@@H]2C=C

C3505 PS Substrate 172 Cl/C(=C(/clcee(cc)OCCN(CC)CC)\cleeeccel)/cleececel

C3506 PS Substrate 172 Oclcee(cel)cl[nH]e(c2n(c1)e(=0)c(n2)Celcec(ccl)F)Celecceel

C3507 PS Substrate 172 Oclcee(cel)cl[nH]e(c2n(c1)c(=0)c(n2)Celeeccel)CC1CCCCI

C3508 PS Substrate 172 O=C(N[C@H]1CCc2c(c3ccc(c(=0)cc13)OC)c(c(c(c2)OC)0C)0C)C

C3509 PS Substrate 172 O(cle(ce(cel)CCNelne(c2e(nl)ce(c(c2)OC)OC)N1CCc2¢(Cl)ec(e(c2)OC)0OC)0C)C

C3510 PS Substrate 172 COcleccc(ccICNC1ICCCNClcleecec)N(C)S(=0)(=0)C

C3511 PS Substrate 172 CC(C)C(C#N)(cleee(e(c1)OC)OC)CCCN

C3512 PS Substrate 172 CC(=0)C1(Cc2c(c3C(=0)c4ccec(c4C(=0)c3c(c2C(C1)OCTIOC(C(C(CHN)O)C)0)0C)0)O

C3513 PS Substrate 172 N=C(N)N1CCc2¢c(Cl)cccc2

C3514 PS Substrate 171 CCOC(=0)C1C(c2ccecec2C(F)(F)F)C(=C(C)N=C1C)C(=0)OCCNC(=0O)clcecc(ccl)N=[N+]=[N-]

C3515 PS Substrate 171 CCC1=CC2CN3CCc4c([nH]c5c4ccec5)C(C2)(C13)C(=0)0C

C3516 PS Substrate 171 COC(=0)C1C(c2ccee(c2)[N+](=0)[0-])C(=C(C)N=C1C)C(=0)OCCN(C)Cclccceel

C3517 PS Substrate 171 CC(C)CINC(=0)C(C)OC(=0)CNC(=0)C(OC(=0)C(NC(=0)C(C)OC(=0)C(NC(=0)C(OC(=0)C(NC(=0)C(C)OC(=0)C(NC(=0)C(OCI=0)C(C)C)C(C)C)IC(C)C)IC(C)CIC(C)C)C(C)C)C(C)C)C(CO)C
C3518 PS Substrate 171 COC(=0)C1C(c2cceec2[N+](=0)[O-])C(=C(C)N=C1C)C(=0)0C

C3519 PS Substrate 171 COclcc(0)c2C(=0)C(=C(CC(C)OC(=0)0Oc3ccc(O)ce3)c3c2c1c1C(=CC(=0)c2c(0)c(0OC)c(CC(C)OC(=0)cdcceccd)c3c12)0C)0C

C3520 PS Substrate 171 COCIC(CC20C1(C)nlc3c(ccee3)e3clclc(cde(ccecd)n21)clc(O)[nH]ce31)N(C)C(=0)clcecccl

C3521 PS Substrate 171 COclccee2c1C(=0)cle(0)c3c(CC(O)(CC30C3ICC(0)C(0)C(C)O3)C(=0)CO)c(O)c1C2=0

C3522 PS Substrate 171 COCCOC(=0)C1=C(C)N=C(C)C(Clclccecc(c])[N+](=0)[O-])C(=0)OC(C)C

C3523 PS Substrate 171 CCCINC(=0)C(NC(=0)c2ccec(=0)[nH]2)C(C)OC(=0)C(Cc2cecec2)NC(=0)C2CC(=0)CCN2C(=0)C(Cc2cec(cc2)N(C)C)N(C)C(=0)C2CCCN2C1=0
C3524 PS Substrate 171 CNCICC20C(C)(C10C)n1c3c(ccec3)c3clcle(cdc(ceecd)n21)cle(O)[nH]ec3 1

C3525 PS Substrate 81 O[C@H]I[C@@H](O[C@HI2IC@@H)(O)[CR@HIOIC@H30IC@@H]OIC@E@HIO)IC@@IOC)CICHCR@H](C(-0)0[C@@HICOIC@@IO)XO)[CR@HIO)[C@@H](C(-N/OCOCCOC) [CR@HI(CICICR@R(0)CIC)I0IC@@H](CICICR@HIINCC
C3526 PS Substrate 169 CCCCC(NC(=0)C(CC(C)YC)NC(=0)C(CC(C)C)NC(=0O)C)C=0

C3527 PS Substrate 163 Cl[C@@]12CC[C@H]3[C@@H](CCc4c3cec(0)cd)[C@@H] 1 C[C@@H](O[C@H]10[C@@H]([C@@H](0)[C@@H](0)[C@@H]10)C(=0)0)[C@@H]20
C3528 PS Substrate 157 CCCCC(NC=0)C(=0O)NC(CC(C)C)C(=O)NC(Cclceceel)C(=0)OC

C3529 PS Substrate 145 CC1C2Cc3c(cc(0)cc3)C1(C)CCN2CC=C(C)C

C3530 PS Substrate 144 CC(=0)0COC(=0)CN(CC(=0)0COC(=0)C)c 1c(OCCO2c(cc3oc(cc3e2)c2nee(02)C(=0)OCOC(=0)C)N(CC(=0)OCOC(=0)C)CC(=0)OCOC(=0)C)ec(C)ecl
C3531 PS Substrate 141 CCCC(0)COcleccecel C(=0)CCclecececl

C3532 PS Substrate 141 CC[N+](C)(CC)CC(0)COclceecc1C(=0)CCceleececel

C3533 PS Substrate 140,49  COcl¢(OC)ec(CNCCN(C/C=C(/C)\CC/C=C(/C\CC/C=C(/C\CC/C=C(\C)/CC/C=C(/C)\CC/C=C(/C)\CC/C=C(\C)/CC/C=C(\C)/CCC=C(C)C)Cc2cc(OC)c(OC)cc2)cel
C3534 PS Substrate 140,49  BrCclcce(C=P(c2cccce2)(c2ccecc2)c2eecee2)cel

C3535 PS Substrate 124 CNICC2CCI1CN2clc(F)ee2e(=0)c(en(C3CC3)c2c1)C(=0)0

C3536 PS Substrate 135 CC(C)CC(NC(=0)C)C(=O)NC(CC(C)C)C(=O)NC(Cclcee(O)ecl)C(=O)N

C3537 PS Substrate 135 CCCCC(NC(=0)C(Cclceecec)NC(=0)C)C(=0)NC(CCCN=C(N)N)C(=0O)NC(Cclcccec1)C(=O)N

C3538 PS Substrate 129 CCOCC(COP(=0)([O-])OCC[N+](C)(C)C)OC(=0)C

C3539 PS Substrate 69,128  CC1=CC(c2ccccc2C(F)(F)F)C(=C(C)N1)C(=0)OCCNC(=0)CIN(CCCI1=0)clcc(T)c(O)cel

C3540 PS Substrate 115,116  CCnlnc(Cc2cccec2)cclCICCN(CC2CC(CC2e2cc(F)ecec2)N(C)C(C(C)C)C(=0)0)CCl
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CCOC(=0)C1(CCN(CCCc2ccccc2)CCl)clecceel

CCOC(=0)CI1(CCN(CC=C)CCl)clceceel

CCOC(=0)CI1(CCN(C/C=C\C)CCl)clccecel

CCOC(=0)C1(CCN(CC(C)C)CC)clcececl

COc1¢(OC)cc(CCN(C)CCCC2(SCCCS2)c2cc3ccecc3cec2)ecl

O=C(C=P(clccccel)(clceccel)elecceel)eleccecleleccee1 C(=0)C=P(clceceel)(clececcl)cleececl
COCIC(C)OC(0OC2CC(C)O)C(C(=0)OC)c3ccdc(c(0)c23)C(=0)c2¢(0)cc3c(0OC50C3(C)C(O)C(C50)N(C)C)c2C4=0)C(0OC)C1(C)OC

CC[C@@H](O)[C@H]10[C@]2(C[C@H]3C[C@@H](C/C=C(/C)\[C@@H](O[C@HJ4C[C@@H](0O)[C@@H](O[C@H]SC[C@H](0C)[C@H](O)[C@@H](C)035)[C@@H](C)OH[C@@H](C)/C=C/C=C\4/CO[C@@H]5[C@@H)(0C)C(=C[C@@H](C(=0)03)[C@@]450)C)02)C=C[C@@H]1C
Cclec(NS(=0)(=0)c2cce(NC(=0)c3cec(Clycde(NeScee(ee5)S(=0)(=0)N)c5c(ccecS)nc34)cc2)nol
CO[C@@H]([C@H]1Cc2cc3ee(O[C@@H4C[C@@H)(OC(=0)C)[C@H](O[C@@H]5C[C@@H)(0)[C@@H])(OC)[C@H](C)05)[C@@H](C)04)ce(0)e3c(0)e2C(=0)[C@@H]10[C@H] 1 C[C@@H])(O[C@H]2C[C@@H)(O[C@H]3C[C@@](C)(0)[C@@H)(OC(=0)C(C)C)[C@@H](C)03)[C@@H)(0)[C@@H)(C)02)[C@@H])(0)[C@@H](C)01)C(=0)[C@@H)(0)[C@@H](C)O

COclccee2c1C(=0)cle(c(0)c3CC(0)(CC(OCACC(N)CC(C)04)c3c10)C(=0)CO)C2=0
COC1CC(C)C(OC)c2cc(0)ce(NC(=0)/C(=C\C=C/C(C)C(OC(=O)N)/C(=C\C(C)C10C)/C)/C)c20
NCCCNclc2c3c(cel)n(CC[NH2+]CCO)[nH]c3c1C(=0)C=CC(=0)c1c20

CCCCCCC(O)C/Cc=C\ceeeceeec(=0)occo

OCCOCCNICCN(CC1)C1=Nc2c(Sc3cceeel3)ceec2

Clclcee(COC(Cn2cenc2)c2ecc(Clycc2Cl)e(Cl)cl
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4,145,146,69,1 0C(clce(nc2e lecec2C(F)(F)F)C(F)(F)F)CINCCCC1
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172
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172
145
172
155
172
172
172
172
172
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O=C(N1CCN(CC1)clcee(cc)OC[C@H]1CO[C@](O1)(clc(ce(ec1)Cl)C)Cnlencel)C
C#CCN([C@@H](Ccleceeel)C)C

CC(C)(Ocleec(CCNC(=0)c2cce(Clyee2)ccl)C(=0)O
S=cle(c2c(c(n1C1C(C(O)C(C(01)CO)0)O)clscccl)CCelc2eeccl )CHN
Ccleee(C)e(OCCCC(C)(C)C(=0)0)cl

O=C(O)[C@@H](N)Cclcce(ccl)N(CCCHCCCI
COclc(ccecl)NICCN(CC(O)c2¢(CCe3ccecce3)c3ceccc302)CCl
CCC(=C(clecccel)cleec(cc)OCCN(C)C)eleeececl
O0=C(O)[C@@H]1[C@H]([C@@H](C[C@@H]2CN3CCc4c5cce(ccS[nH]c4[C@H]3C[C@H]12)0OC)0)OC
0=S(=0)(Nclcc(onl)C)clcee(ccl)N
CC(=0)OCIC(C(C(OCInlc(=S)c(CH#N)c(c(c1C)C(=0)OCC)clcee(cc1)CHCOC(=0)C)OC(=0)C)OC(=0)C
O=C(N)N1c2¢(C=Cc3cccccl3)ceec2

Cnlc2cceec2c2c1 C(=0)N(CC2)CCCCN(C)C
O=C1[C@H](C2SCC(=C(N12)C(=0)0)C[n+]1ccc(ccl)C(=O)N)NC(=0)C(clcccecl)S(=0)(=0)O
Clelec(ecccl)NICCN(CC1)CCCnle(=0)n2ccece2nl
¢12cc(OC)c(OC)cc1CCC=C2CCCN1CCc2¢(C1)cc(OC)c(OC)c2

,167,68,69,128CCOC(=0)C 1=C(C)NC(=C(C1clccce(Cl)el CI)C(=0)0C)C
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172
172
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172
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O=C(/C=C/c1ccec(cc1)0)CC(=0)/C=C/clcce(cecl)O
Clcle(n(c(n1)CCCC)Celeee(ecl)ele(ccecl)clnn[nH]n1)C(=0)O
O=c1¢(cc2CCCCCCc2n1CIC(C(C(C(O1)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C)CHN
O=C(Nclcce(cc1)OCC(O)CNC(C)O)C

O=C(OC)[C@@H](N)CS

FC(F)(F)clce(necl)Ocleee(cc1)OC(C)C(=0)OCCCC

CNI1CCC(CN2c3cceec3Sc3c2eccec3)Cl
S=clc(c(c(c(nlCIC(C(C(C(O1)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C)clcceccl)C(=0)C)cleec(ccl)OC)CHN
COc1¢20c¢3ccc(CCAN(C)CCceS5¢c(OC)e(0Oc6e(OC)e(OC)c(Br)c7c6C(Ce(cel)c2)N(C)CCT)ccd5)ce3
CCOC(=0O)C1(CCN(CCCCc2ccccc2)CCl)clceccel
OC(=0)clcc(C(=0)0)ccclclc2e(cc(c(c2)CCCC(=0)0)0)oc2clec(c(=0)c2)CCCC(=0)0
O=clcc(oc2clcecc2)clcececl
O=C1CC[C@@]2(C(=C1)CC[C@H]1[C@@H]3CC[C@@]([C@@]3(CC[C@H]21)C)(0)C(=0)CO)C
CCI10OC(C(0)C(0)C10)n1¢c(C)c(C(=0)C)c(c2ccco)c(CHN)c1=S
0=C10CC2C(c3¢c(C(C12)clce(c(c(c1)OC)0C)0C)cc10COc1c3)N(C)C(=0)C
CC(C)NCC(0O)COclc2cccec2cececd
CC(=0)OCOC(=0)clce(C(=0)OCOC(=0)C)ceclecle2e(ce(c(c2)CCC(=0)OCOC(=0)C)0)oc2clec(c(=0)c2)CCC(=0)OCOC(=0)C
OC[C@H]10c2c(O[C@@H]1clece(c(c1)OC)0)ce(ce2)cloc2e(c(cc(c2)0)0)c(=0)c10
[O-]IN+](=O)c1c2cc3c(nc2eecl)clec2e(c(=0)n1C3)COCE=O)[C@]2(0)CC
N#CC1=C(N(C(=CClcleccol)clececcl)C1C(C(C(C(O1)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C)S
CC(CCC(=O)NCCCIN+](C)(C)CCCS(=0)(=0)[O-])CICCC2C3C(0)CCACC(O)CCr4(o)c3cc(o)c1ze
Clclecc2e(c1)C(=NCC(=0)N2)clcccecl

cleec2e(cl)/C(=C\CCN(C)C)/cle(C=C2)cccel

Clclcece(ecl)C(cleccenl)CCN(C)C
S=CIN(C(=Nc2[n+](cccc2)Cc2ccccc2)N(C1=Nclcceecl)cleeeccl)elecceel
COclccee(COc2ceccc2CCc2cceec2)c10C

CCCN(C)CC(0)COclceecc1C(=0)CCelecceel
O=C1[C@H]2[C@H](CO1)Cclcc30COc3ccl[C@H]2clcc(c(c(c1)OC)0OC)0C
S=clc(c(cc(n1C1C(C(C(C(01)CO)0)0)0)C)C)CHN
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CCICC2CC=CC(C/C=C\C(=0)OC3CC(OC3/C=C/C3CC(=CCO3)C)C(O)C(0O)CC(=C)C1)02
S=clc(c(c2c¢(n1C1C(C(O)C(C(O01)CO)0)0)CCCC2)cloccel)CHN

O=clc2c(cc(c(c2oc(cl)clecececl)CC=C(C)C)O0)O
CCC(C)CC(C)CCCCCCCCC(=O)NCICC(O)C(NCCN)NC(=0)C2C(0O)CCN2C(=0)C(NC(=O)C(NC(=0)C2CC(O)CN2C(=0)C(NCI=0)C(C)O)C(0)C(O)cleec(O)ec)C(O)CCN
O=cln([nH]c(clclc(c(nnclO)clecc(ccl)C)Celecc(cc1)OC)cleccecl)clececcl

COclcc(cc(0C)c10C)C1C2C(COC2=0)C(0)c2cc3c(0CO3)ccl2

Nonsubstrate 0,53,61,68,69, CN(C)CCCN1c2c(CCc3clccee3)cccc2

Nonsubstrate 46
Nonsubstrate 172
Nonsubstrate 172
Nonsubstrate 121
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Nonsubstrate 171
Substrate 172
Substrate 53
Substrate 135
Substrate 52,90
Substrate 172
Substrate 172
Substrate 81
Substrate 172
Substrate 81
Substrate
Substrate 172
Substrate 57
Substrate 55
Substrate 40,163,49,53,5
Substrate 101
Substrate
Substrate 172
Substrate 135
Substrate 127
Substrate 172
Substrate 100
Substrate 55
Substrate 91
Substrate 172
Substrate 100
Substrate 145
Substrate
Substrate 172
Substrate 172
Substrate 47
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Substrate
Substrate
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Substrate
Substrate

CIC1=C(C2(C(C1(C1C2COS(=0)0OC1)CI)(CHCNHCNHCI
NC(CS)C(=0)0

COC(C)(C)CIN+H[C-]

NC(=0)OCC(COC(=0)N)clceceel

O=cln(cce(n])N)[C@H]1 C([C@@H]([C@H](O1)CO)O)(F)F

0=P(0COC(=0)0C(C)C)(OCOC(=0)OC(C)C)CO[C@H](C)Cnlenc2e(nencl2)N
OC(=0)C1=C(C)CSC2N1C(=0)C2NC(=0)C(N)C1=CCC=CC1
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CC(C)C10C(=0)C2=CCCN2C(=0)c2coc(CC(=0)CC(0)/C=C(\C)/C=C/CNC(=0)/C=C\C1C)n2

3,53,58,68,69,1 CCN(CC)C(=0)c1 c(NC(=0)c2cces2)se2c 1 CC(C)CC2

Clc1ce2N(C(=0)COc2¢(c1)C(=O)NCICN2CCC1CC2)C
CC(C)CC(NC(=0)C(C)NC(=0)CC(0O)C(CC(C)C)NC(=0)C(NC(=0O)C(NC(=0)CC(O)O)c(o)o)cooco)cc=0o)o
NC(Cclcee(ecl)N(CCCHCCCHC(=0)0
[N-]=[N+]=Nclc(cc(cel)C(=O)NTCCN(CClI)cInc2e(c(nl)N)ce(c(c2)OC)00)I
N(cleee(Cleel)clee2ne3eccee3n(c3ccc(Cl)ee3)e2e/c/1=N/C(C)C
COC(=0)CC(O)(CCCC(C)(C)O)C(=0)OC1C2c3cc4c(OCO4)cc3CCN3CCCC23C=C10C
CS(=0)(=0)CCNCclccc(ol)cleec2nenc(Ne3ce(Cl)e(OCc4cee(F)eccd)ec3)c2cel
0O=S(c1[nH]c2cc(cce2n1)OC)Cele(c(c(enl)C)OC)C

CCC(COC(=0)c1cc(0OC)c(OC)e(OC)c1)(N(C)C)cleceecl
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O=C(clccccc] )N([C@@H]1C20[C@]([C@]1(OC)C)(nlc3cdn2c2eccec2ede2e(c3c3eceecl3)CNC2=0)C)C
Clele(n(c(n1)CCCC)Celecc(ecl)cle(ccecl)cInn[nH]n1)CO
COclce(cec10)C10c2cec(cc(0C)c20C1CO)clcc(=0)c2¢(O)cc(O)ec2ol
¢12cc(OC)c(Cl)e(Br)c1CCCC2CCCN1CCe2¢(Cl)ce(0C)c(0C)c2

N1=C(N2C(C1)cle(Cc3c2cccee3)ccccl)N
Clclc(ccccl)C1=NCc2n(c3clee(s3)CCC(=0)N1CCOCCI)c(nn2)C

70,53,69,96,10 Cc1c(CCN2CCC(CC2)c2noc3c2cce(F)e3)c(=0)n2CCCCc2nl
145,69,100,128CNC1CCC(c2cc(Cl)e(Cl)ec2)c2cccccl2
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COC1CC(CC(C)C2CC(=0)C(C)/C=C(\C)/C(0)C(OC)C(=0)C(C)CC(C)/C=C\C=C/C=C(\C)/C(CC3ICCC(C)C(0)(03)C(=0)C(=0)N3CCCCCIC(=0)02)0C)CCC1O
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4
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145,81
145,52
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145,69,81,128
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0O=S(=0)(clccceel)CCelec2e(ccl)[nH]cc2C[C@H]1CCCNI1C

CCCclnc2c(ce(cc2C)e2ne3e(ceee3)n2C)nlCelecc(ecl)cleccecc1 C(=0)O

CCC@@]1(O)CIC@@H](O[C@H2C[C@@H]([C@@H](O[C@H3C[C@@H](0)[C@@H)(O[C@HKCCC(=0)[C@H](C)04) [ CR@H](C)03)[C@@HI(C)O2N(C)O)c2e(0)e3e(cc2[ CR@H] 1 C(=0)0C)C(=0)cle(c(O)eee ) C3=0

OC(=0)CIN2C(=0)C(NC(=0)c3c(OCC)cecdcecce34)C2SCI(C)C

Feleee(ecl)C(=0)CCCN1CCC2(CC1)N(CNC2=0)clcce(Br)ccl

0=C(0)Cclcc2C(=CCCN(C)C)c3c(COc2ccl)ceee3

CCCCCCCCCCCCCIN+](C)(C)Cclececel

CCCCOclcc(cec IN)C(=0)OCCN(CC)CC

Fclcee(ecl)C(=C1CCN(CC1)CCCC(=0O)N1CCCCl)clcce(cel)F

Nelcee(eel)C(=C1C=C/C(=N)/C=C1)clccc(N)ccl

CCCI12C=CCN3CCC4(C13)C(N(C)clec(0OC)ccecd1)C(0)(C2CC(=0)C)C(=0)0C

0O=C(clce(nc2eececec12)OCCCC)NCEN(CO)CC

O=cl[nH]c2ccenc2n(c2ccccc12)C(=0)CN1CCN(CC1)C

C[N+](C)(C)clcee(/C=C\C=C/C=C\c2cccce2)ccl

O=C(NC1CCCCC1)Nclcee(ccl)OCC(O)CNC(C)(CO)C

C[P+](C)(clecceel)clecceecl

CC(C)CC(NC(=0)C(Cclceeecel )NC(=0O)CNC(=0)C(C)NC(=0)C(N)Ccleee(0)ec1)C(=0)Oclcececl/C=C\C(=0)C

O[C@H]1[C@@H](O[C@H2IC@@HIO[C@@H]O[C@H30[C@@H](C)[C@@H](0)[C@@](00)C)CIHCR@HI(C(=0)0[C@H](COC@Q@I(0X O CR@HI(O)C@@HIN(C)CIC@HI(C)CIC@@I2(0)C)C)O0[C@@HI(COCICR@HIIN(C)C

COclccc(ccl)C(CN(C)C)CI(O)CCCCCl

CN(C)CCOC(C)(clecceel)cleee(Clyeel

CCCICN2CCc3cc(0C)c(0OC)cec3C2CCICCINCCe2c1[nH]c1c2cc(O)ecl

Oclecc2e(cl)CC[C@@H] 1 [C@H3[C@@](CC[C@H]21)([C@](CC3)(C#C)O)C

0O=Clc2cceec2C(=0)c2c(c3c(c(c12)0)[C@H](C[C@@](C3)(0)C(=0)C)O[C@H] I C[C@@H]([C@@H]([C@@H](O1)C)O)N)O

[N-]=[N+]=Nclcc(cec)CCN(C)CCCC(CH#N)(clee(e(c(c1)OC)0C)0C)C(C)C

CCCNCC(O)cle(CC)c2ccecc2ol

O=C(Nclcc(c(cc1)OCC(O)CNC(C)C)C(=0)C)CCC
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0=C1C(0)C(C)(C)CC(=0)NICCCCNICCN(CCl)clnceenl

O=C1[C@](C2SCC(=C(N12)C(=0)0)CScln(nnn1)C)(OC)NC(=0)C1S/C(=C(\C(=0)N)/C(=0)0)/S1
O[C@H]I[C@Q@HIOIC@HICRE@HIO0)C@@H](OC(-0)C)CC(-0)0[C@@H](C)C/C-C/C-CIC@@HIO)C@@H](C)CIC@@HI2CC-0)0[C@@H](C)[C@@HIO[C@H20[C@@HI(O)IC@@H](0C(-0)CC(C)IOICREIO)C)ICICR@H]INC)C

0=C[C@@H](NC(=0)[C@@H](NC(=0)[C@@H](NC(=0)C)CC(C)C)CC(C)C)CCCN=C(N)N
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O=cIn(ccc(n])N)[C@H]1[C@H]([C@@H]([C@H](01)CO)O)O

NCC(0)COclccecc1 C(=0)CCcleececl
0O=C1c2c(c3cec(cec3)OC)c(CHN)e(=S)n(c2CC(C)(C)C1)C1C(C(C(C(O01)COC(=0)C)OC(=0)C)OC(=0)C)OC(=0)C
01Cc2¢(C(=CCCN(C)C)c3cecccl3)cecc2

0O=S(clccc2e(cl)ne([nH]2)NC(=0)OC)clcceecl
[O-][N+](=O)clcee2e(c1)C(=NCC(=O)N2)clcceecl
O=C(/C=C/clccc(c(c1)0)O)cle(cc(c(c1)CC=C(C)C)O)O
0=C(0O)clc(=0)c2ce(c(cc2n(c1)CICCI)NICCNCCI)F
0O=C10CC2C(c3¢c(C(C12)clce(c(c(c1)0OC)0C)0C)cc10COc1c3)N
O(cle(ceec]l)CC=C)CC(O)CNC(C)C

CCclc2cc(O)cee2nec2e1Cnlc2ec2e(COC(=0)C2(0)CC)e1=0
CC(=0)OC1C(C(C(OCInlc(=S)c(C#N)c(c(c1C)C(=0)C)clocecl)COC(=0)C)OC(=0)C)OC(=0)C
Oclcc2oc(cc(=0)c2c(c1)O)cleccecl

cleec2e(cl)N(cle(CC2)ccccl)CCCNC

S=clc(cc2c(n1C1C(C(O)C(C(01)CO)O)O)CCC2)CHN
CCCl(c2cc3c4ncS5cecec5cc4Cn3ce(=0)c2COC1=0)0
CC(=0)OCIC(C(C(OCInlc(=S)c(cc2c1CCCCCC2)CHN)COC(=0)C)OC(=0)C)OC(=0)C



C3955
C3956
C3957
C3958
C3959
C3960
C3961
C3962
C3963
C3964
C3965
C3966
C3967
C3968
C3969
C3970
C3971
C3972
C3973
C3974
C3975
C3976
C3977
C3978
C3979
C3980
C3981
C3982
C3983
C3984
C3985
C3986
C3987
C3988
C3989
C3990
C3991
C3992
C3993
C3994
C3995
C3996
C3997
C3998
C3999
C4000

PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS
PS

Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate
Substrate

55
172
172
63,69
68,88
172
5,52,77,104,1
172
172
145
41
59
39
172
172
63
145
172
68
172
172
172
172
50
172
172
172
172
34
172
172
,171,52,53,69,
172
172
172
68,101
172
55
145,52,69
172
145,68,81,39
69,128
172
172
172
135,52

CC(N)C(=O)NC1C2C(0)C(O)CC(=0)C2=C(O)OC1(C)C(CNCl

CI1=CCCN(CI)C

FC(F)(F)COclcenc(c1C)CS(=0)cl[nH]c2cceec2nl
COclcce(ce)C1C(=C(S)N(C20C(COC(=0)C)C(OC(=0)C)C(OC(=0)C)C20C(=0)C)C(=CI1C(=0)C)clccecc1)CHN
CCIL(C)SSC(C)(C)C(NC(=0O)C(N)Cc2ccc(0)ce2)C(=0)NCC(=O)NC(Cc2cecec2)C(=0)NC1C(=0)0
O=C(OCOC(=0)C)CN(clecce(cc10CCOc1c(N(CC(=0)OCOC(=0)C)CC(=0)OCOC(=0)C)cec(c2ce3c(ocdc2ec(Cl)c(=0)cd)ec(0)c(Cl)e3)c1)C)CC(=0)OCOC(=0)C
NS(=0)(=0)OCC120C(OCIC10C(0OCICO2)(C)C)(C)C

O=C(OCCNC(=0)clccc(ccl )N=[N+]=[N-])C1=C(NC(=C(Clclc(ccccl)C(F)(F)F)C(=0)OCC)C)C
N(=Cclc2cccee2e(c2ececc12)C=NNCI=NCCNI1)NCI1=NCCNI
O/C(=C/T\C(=0)C(N(C)C)C2C(0)C3C(=C(0)c4c(cccc40)C3C)C(=0)C2(0)C1=0)/N
OC1CC2C(NC(=0)c3c(0)c4c(0C04)cc23)C(0)C10
CC(C)CCIN2C(=0)C(NC(=0)C3CC4C(Cc5c[nH]cbececdc56)N(C)C3)(0C2(0)C2CCCN2C1=0)C(C)C
CC1=C(C=C)/C(=C\c2c(C)c(CCC(=0)O)c(C[C@H]3N=C(/C=C\4/NC(=0)C(=C4C)C=C)C(=C3CCC(=0)0)C)[nH]2)/NC1=0
O=C(Oclcc(cccl)[N+](C)HC)C)N(C)C

nlc(nec(c1N)Celee(e(e(c1)OC)OC)OC)N

Nlc2ccecc2P2(=c3cceec3=Nc3cccec23)c2eccecl2

N(/C(=C/[N+](=0)[O-])/NCCSCclcsc(nl)CN(C)C)C
CS(=0)(=0)N1CCN(CC1)[C@H]1CN(C1)CC[C@]1(CN(C(=0O)CC1)CCICCl)clce(e(ccl)CNHC
COclecc(CC2N(C)C(=0)C(C)NC(=0)C(C)NC(=0)C3Cc4cc(Oc5cee(cc5)C(O)C(N(C)C(=0)C(C)NC2=0)C(=0)N3C)c(O)cc4)ccl
O=C(O[C@@H]1COCCIN[C@@H](Cclccececel)[C@H](O)CN(CC(C)C)S(=0)(=0O)clcec(ccl)N
CICclecec(ecl)Cnle(=CC=CC2=N(c3c(02)ccce3)C)n(c2cc(c(cc12)ChHCl)Celecc(ccl)CCl
O[C@@H]1[C@@H]20c3c4[C@@]52CCN([C@@H]([C@@H]5C=C1)Cc4ccc30)C
0=C1c2c3c4n(C50[C@@](n6c4c(c2CN1)clecceco 1) ([C@@H]([Cw@H](C5)NC)OC)C)cleccee3
OC1CC(0)(CC(OC(=0)/C=C/c2cc(0)c(0)cc2)C10)C(=0)0

O=CIN[C@H]2CS[C@H]([C@H]2N1)CCCCC(=0)O
C[N+](=clccc2e(c3cce(s3)C(=S)N3CCCCC3)c3cc4CCCNSCCCe(c3sc2cl)cds5)C
S1C2N(C(=C(C1)CScIn(nnn1)C)C(=0)0)C(=0)C2NC(=0)C(NC(=0)N1C(=0)C(=0)N(CC1)CC)clccc(ccl)O
0O=S(=0)(N(cInc(c(c(n1)C(C)C)/C=C\[C@@H](O)C[C@@H](O)CC(=0)0)clccc(ccl)F)C)C
CCC(C)CIN(C)C(=0)C(C(C)CCN(C)C(=0)C(CC(=0)OC(C)(C)CIN(C)C(=0)CNC(=0)C(C(C)C)N(C)C(=0)C2CCCCN2C(=0)C(C)OC(=0)C(Ce2eec(OC)ec2)NC(=0)C(C(C)C)N(C)C(=0)CNC1=0)C(C)C
O(clcee(ecl)C(C)(C)CC(C)(C)C)CCOCCOCCOCCOCCOccOccOoccoccocco
N#Ccleee(cel)CnlencclCN1CCN(C(=0)C1)clec(cec])Cl

CCC(=0)C(CC(C)N(C)C)(clececel)clceeccel

S1C2N(C(=C(C1)CSclnnc(s1)C)C(=0)0)C(=0)C2NC(=0)Cnlennnl
Nelc2e(e(e(ce2ne(c1)N1CCCN(CC1)C(=O)N1CCOCC1)OC)OC)clcee(ccl)F
Feleee(ecl)C(=O)NCCNICCN(CC1)c1c20C[C@@H](Oc2ccel)CO
CC(C)CCINC(=0O)C(C)N(C)C(=O)CNC(=0)/C(=C/c2ccecc2)/N(C)C1=0

CCC(=C(CC)clcee(cel)O)clecc(ecl)O
COclccee2c1C(=0)cle(0)c3c(CC(O)(CC30C3ICC(N)C(0)C(C)O3)/C(=N/NC(=0)c3ccecce3)/C)ec(0)c1C2=0
N1CCC(c2ccc(F)ec2)C(COc2cc3¢(0CO3)cc2)Cl

CIN(CCOCC1C(=O)N[C@@H](Cclccceel ) C(=O)N[C@@H](CCcleccecl)/C=C/S(=0)(=0)clcccecl
O/C(=C\1/C(=0)C(N(C)C)C2CC3C(=C(0O)c4c(ccccd0)C3(0)C)C(=0)C2(0)C1=0)/N
CC(C)CINC(=0)C(NC(=0)c2c3Nc4e(Oc3c(C)ee2)e(C)c20e(=0)c(nc2c4C(=0)NC2C(C)OC(=0)C(C(C)C)N(C)C(=0)CN(C)C(=0)C3CCCN3C(=0)C(NC2=0)C(C)C)c2cceee2)C(C)OC(=0)C(C(C)C)N(C)C(=0)CN(C)C(=0)C2CCCN2C1=0
NC(CC=C)clc(cceel)clc2e(onl)ceec2

OCI1=C(N(S(=0)(=0)c2ccsc12)C)C(=O)Nclnccecl
O=C(O)[C@H]1C(SC2[C@@H](C(=O)N12)NC(=O)[C@@H](clcce(cc1)O)N)(C)C
CCCCCCCC/C=C/CCCCCCCC(=0)OCccocc(occo)croceoccoyciocco



C4001 PS Substrate  4,69,86,89,96, OC(CC(NC(=0O)C(NC(=O)N(C)Cclcsc(nl)C(C)C)C(C)C)Cclceeccl)C(NC(=0)OCclencsl)Celeccecl

C4002 PS Substrate 155 CC(C)NCCcle(CCc2cccec2)c2eceec2ol

C4003 PS Substrate 155 COclc(ceccc] )NICCN(CC(=0)c2c(CCc3cecce3)c3cccec302)CCl

C4004 PS Substrate 57 Cclc2[nH]c3ccece3c2¢(C)c2eleenc2

C4005 PS Substrate 172 O=CIN[C@H](CO1)Cclcc2e(cel)[nH]ec2CCN(C)C

C4006 PS Substrate 172 CICCN(CCClI)clcee(cel)/C=C/C1=CC=c2cc(ccc2=N1CC)NC(=0)/C=C/clcccccl

C4007 PS Substrate 47 COc1c(NC(=O)Nc2cc3c(ceee3)cec2)cecccl

C4008 PS Substrate 172 O=C1[C@@H]([C@@H](Sc2c(N1CCN(C)C)ccce2)cleec(cc1)OC)OC(=0)C

C4009 PS Substrate 172 0=C(0)[C@@H](O)[C@H](00)[C@H](C)[C@@H]1[C@@H]([C@H](C[C@]2(01)CC[C@](02)(C)CICC[C@](O1)(CC)CI[C@H](C[C@@H](O1)[C@@H]1 [C@H](C[C@H]([C@@](01)(0)CO)C)C)C)0)C
C4010 PS Substrate 52 CCCCOclcec(CCOc2c3cecc(F)c3nec2)ecl

C4011 PS Substrate 172 0=C(O[C@@H]1[C@12([C@@H](C[C@@H]1[N+]1(CCCCC1)C)[C@H]1 [C@H](CC2)[C@@]2(C[C@@H]([C@H](C[C@@H]2CC1)OC(=0)C)N1CCCCC1)C)C)C
C4012 PS Substrate 172 FC(F)(F)Oclcce(c(c1)CN1CCC[C@@H]([C@@H]1clcecec1)N)OC

C4013 PS Substrate 172 O=C1C=C2C(CC1)(CIC3CC4(C(CCC4CICC2)C(=0)CO)C(03)0)C

C4014 PS Substrate 172 OC(CNC(C)(C)C)COclc2e(cee)C[C@H]([C@H](C2)0)O

C4015 PS Substrate 172 Cclece(/C(=C/CN2CCCC2)/c2nc(/C=C\C(=O)N(c3cccee3)C)cec2)cel

C4016 PS Substrate 171 CNICCC23C40c5¢2¢(CCIC3C=CC40C10C(C(0)C(0)C10)C(=0)O)ccec50

C4017 PS Substrate 172 CNICCN(CC1)/N=C/e1e2NC(=0)/C(=C\C=C/[C@H]([C@@H]([C@H)([C@H)([C@H]([C@@H]([C@@H]([C@H](/C=C\O[C@]3(C(=0)c4e(c10)c(c20)c(0)¢(C)c403)C)OC)C)OC(=0)C)C)0)C)0)C)/C
C4018 PS Substrate 166 OCICCC2(C)C(C1)CC(O)CIC3CCC(C(C)CCC(=O)NCCS(=0)(=0)0)C3(C)C(0)CC21
C4019 PS Substrate 172 FI[C@@H]1[C@@H](C1)nlc2c(c(c(cc2¢(=0)c(c1)C(=0)O)F)N1CC2([C@@H](C1)N)CC2)Cl
C4020 PS Substrate 167,120 CCN(CC)CCOC(=O)N(clccceel)clecceec10C

C4021 PS Substrate 68 CNC(CCSC)C(=0O)NC(=0)C(Cclcccec )NC(=O)CNC(=0)C(C)NC(=0)C(N)Cclcce(O)ccl
C4022 PS Substrate 172 O=C(N[C@@H](CC)CO)[C@H]ICN([C@@H]2Cc3c4c(cccc4C2=C1)n(c3)C)C

C4023 PS Substrate 172 CCOC(=O)clc(ceecl)ele2ec(c(=NCC)cc2oc2ec(c(cc12)C)NCC)C

C4024 PS Substrate 172 COC(=0)[C@]12c3[nH]c4cececdc3CCN3CC(C1)C=C(C23)CC

C4025 PS Substrate  0,171,52,53,6 Oclcecc(C(=0)NC(CSc2cecee2)C(O)CN2CC3CCCCC3CC2C(=0)NC(C)(C)C)elC

C4026 PS Substrate 73 CCCCC(C)C(0)C(O)CC(O)CC(O)CCCCC(O)CC(O)C(O)N

C4027 PS Substrate 172 O=C(OC(C)C)CI=C(NC(=C(Clclcc(ccc])[N+](=0)[O-])C(=0)OCCOC)C)C

C4028 PS Substrate 100 Ocle(ce(cc1)C(O)CNCCCCCCOCCCCeleccecl)CO

C4029 PS Substrate 172 Fele(c2e(c(cIN1C[C@@H](N[C@@H](C1)C)C)F)n(cc(c2=0)C(=0)0)CI1CCI1)N

C4030 PS Substrate 172 O=C(N(O)[C@@H](clcccecl ) CNIC[C@H](CC1)O)C(clceccel)cleeceel

C4031 PS Substrate 100 Cclc(CCN2CCC(=C(c3ccc(F)ee3)e3cee(F)ee3)CC2)e(=0)n2cesc2nl

C4032 PS Substrate 102 CCCCC(C)(0O)C/C=C\CIC(O)CC(=0)cICceeeeec(=0)oc

C4033 PS Substrate 100 CN(C)S(=0)(=0)clcc2ce(Sc3e(ceee3)/C/2=C\CCN2CCN(C)CC2)ccl

C4034 PS Substrate 172 cleee2e(cl)C(cle(C=C2)cccc )CCCNC

C4035 PS Substrate 172 OC(clceeccel)(cleceec)C1ICCN(CC1)CCCC(O)eleec(ecl)C(C)(C)C

C4036 PS Substrate 135 CCCCceeeo)ceeececececececec(=oyocco

C4037 PS Substrate 172 COC(=0)cle(cecel)elc2eec(=N)cc2oc2ec(ccc12)N

C4038 PS Substrate 172 Fclcec(ecl)C(clece(cel)F)CCCN1CCC(CCl)nle(=0)[nH]c2cceccl2

C4039 PS Substrate  45,69,81,86,12 CC1COc2c¢(N3CCN(C)CC3)c(F)cc3c(=0)c(cnlc23)C(=0)0

C4040 PS Substrate 172 Cleleee(ecl)C(cleecec )NICCN(CC1)CCOCC(=0)0

C4041 PS Substrate 102,129  OCIC/C(=C/C=C\2/CCCC3(C)C2CCC3C(C)CCCC(C)C)/C(=C)CC1

C4042 PS Substrate 66 C[P+](clceceel)(cleceec])eleceecl

C4043 PS Substrate 64 CC(C)C(N)CNIC2CCCICC(C2)OC(clcee(F)ecl)elece(F)ecl

C4044 PS Substrate 81 Ccle2n(ec(C(=0)0)c(=0)c2c(N)c(F)cIN1CC(N)C2(CC2)C1)CICC1

C4045 PS Substrate 172 CC1=C2COc3cccec3[C@@H]30C(=0)O[C@@]3(CC)C2(C)C

C4046  PS Substrate 172 COCOclece2C(=0)CC3=C(C)CC[C@]4(OC(=0)O[C@H]4c2c1)C3(C)C



C4047 PS Substrate 172 O=C(OO)[C@]I(C[C@H]2C[C@](CN(CCc3cl[nH]clcceece31)C2)(0)CC)clec2e(cc IOCIN([C@@H] [C@@]32[C@H]2N(CC=C[C@@]2([C@H]([C@@]1(0)C(=0)OC)OC(=0)C)CC)CC3)C=0

C4048 PS Substrate  145,69,86,128 OC1CC(=0)OC(CCC2C(C=CC3=CC(C)CC(OC(=0)C(C)(C)CC)C23)C)C1

C4049 PS Substrate 145,52 Nlc2cccce2N=c2sc(cc2=CIN1CCN(C)CCI1)C

C4050 PS Substrate 172 O=C(NCclccc(C(=NO)N)cc)[C@H]IN(C(=O)[C@H](NCC(=0)OCC)C2CCCCC2)CCl

C4051 PS Substrate 172 O=clc2c(cc3nlCcle(cdc(ne31)ccc(c4)O)CO)C@@](C(=0)0C2)(0)CC

C4052 PS Substrate 100 CN(C)CCCNIec2cc(cec2Sc2clecec2)C(=0)C

C4053 PS Substrate 172 O(cleec(ecl)/C(=C(\clcceecl)/CC)/eclee(cec)O)CCN(C)C

C4054 PS Substrate 172 S(cleec2Sce3e(N(c2¢1)CCCICCCCNI1C)eecce3)C

C4055 PS Substrate 172 COclcee(cc10OC)ele2ece(=[N+](C)C)ecc2sc2ec(ccc12)N(C)C

C4056 PS Substrate 166 OC(=0)CCC(C)CICCC2C3C(0)CC4CC(0)Ccer4a(c)c3ce(oyclace

C4057 PS Substrate 172 O=CI[C@]2(0[C@H](C(C[C@H](C/C(=C\[C@H](C(=0)C[C@@H]([C@H]([C@H](OC(=0)[ C@@H]3CCCCN3C1=0)/C(=C/[C@H]1 C[C@H]([C@@H](CC1)0)OC)/C)C)O)CC=C)/C)C)OO)[ C@H](C[C@H]2C)OC)O
C4058 PS Substrate 172 FC(F)(F)clcee2Se3e(N(c2c1)CCCN(C)C)ccee3

C4059 PS Substrate 172 CCI12C(C3C(CC1)clcee(ec1CC3)O)CCC2=0

C4060 PS Substrate 172 CC(C)C(C#N)(clcee(e(c1)OC)OC)CCCNC

C4061 PS Substrate 172 O=C(CO)[C@]1([C@@]2(CC=O)[C@@H]3[C@@]4(CCC(=0)C=C4CC[C@H]3[C@@H]2CC1)C)C)O

C4062 PS Substrate 71 CCICC2C3CCC(OC(=0)C)(C(=0)O)C3(C)CLerLz(cycee(=0)c=C12

C4063 PS Substrate 172 O(cle(ee2e(cl)CCN[C@@H]2C[C@@H] 1 [C@H](CN2CCc3c([C@@H]2C1)cc(c(c3)0C)0C)CC)OC)C

C4064 PS Substrate 141 CC(C)[N+](C)(CC(0)COclcececc C(=0)CCceleceec])C(C)C

C4065 PS Substrate 141 CCC(=0)clceccc1OCC(O)CN1CCOCCL

C4066 PS Substrate 93 CCOC(=0)C1(CCN(CCc2cccecc2)CCl)clecececl

C4067 PS Substrate 172 O=CI[C@H]2[C@H](CO1)[C@@H](c1cc30COc3ccl [C@H]2¢1ce(c(c(c1)OC)0)0C)O[C@H] 1 [C@@H]([C@H]([C@H2[C@H](01)COC(02)clcces1)0)O
C4068 PS Substrate 145,119,125,34CCN(CC)CCCC(C)Nclc2ec(OC)cec2ne2elcec(Cl)c2

C4069 PS Substrate 141 CC(=0)clcee(OCC(0O)CN2CCCCC2)ccel

C4070 PS Substrate 172 O(clece2e(cl)e(cen2)[C@@H](0O)[C@@H]1C[C@@H]2CCN1C[C@@H]2C=C)C

C4071 PS Substrate 172 O=C1CC(C)(C)CC(=O)N1CCCCNICCN(CCl)clnceenl

C4072 PS Substrate 172 Cclcece(/C(=C/CN2CCCC2)/c2nc(/C=C\C(=0)N3CCCC3)cce2)ccl

C4073 PS Substrate 172 0=Clc2c(cccc2C(=0)c2c(c3c(c(c12)0)[C@H](C[C@@](C3)(O)C(=0)CO)O[C@H] 1 CC([C@@H]([C@@H](01)C)0)0)0)OC

C4074 PS Substrate 141 CO[C@@H](CCclcccecl)cleccec1OC[C@@H](O)CN1ICCCCC1

C4075 PS Substrate 172 O=CICC[C@@]2(C(=C)[C@@H](C[C@H]l[C@@H]3CC[C@@]([C@@]3(C[C@@H]([C@H]21)0)C)(0)C(=0)C0)0)C

C4076 P S Substrate 6 8 CO[C@@H]([C@H]1Ce2e(C(=0)[C@@H]10[C@H]IC[C@@H)(O[C@H3C[C@@H](O[C@H4CIC@@)(C)(O)[C@@H)OC(=0)C)[C@@H](C)04)[C@@H])(0) [ C@@H)(C)03) C@@H)(O) C@@H)(C)O1)e(O)ec 1e(0)e(C)e(O[C@HBCIC@@H])(O[ C@HMCIC@@H)(0)[C@@H)(0O)[C@@H)(C)O4) [C@@H)OC(=0)C)[C@@H)(C)03)ec1e2)C(=0)[C@@H)(O)[C@@H)(C)0
C4077 PS Substrate 141 OC(COclcceec1C(O)CCelececc])CNICCN(CCl)eleee(F)ecel

C4078 PS Substrate 155 CN(C)CC(0)COclececec1C(=0)CCcelcececcl

C4079 PS Substrate 172 Oclccc(cel)cl[nH]e(c2n(c1)e(=0)c(n2)Celecc(ccl)O)Celeccecd

C4080 PS Substrate 172 COCOc1ccec2COCC3=C(C)CC[C@]4(OC(=0)O[C@H]4c12)C3(C)C

C4081 PS Substrate 172 O[C@H](/C=C/CC/C=C/CCCCCCCCO)[C@@H](N)CO

C4082 PS Substrate 172 O=C(C1C(C(OC(=0)c2cccec2)CC2CICCIN(C2)CCe2c1[nH]cle2cce(OC)c1)OC)0C

C4083 PS Substrate 171 CCC1OC(=0)C(C)C(OC2CC(C)(OO)C(0)C(C)O2)C(C)C(OC20C(C)CC(C20)N(C)O)C(C)O)CC(O)C(=0)C(C)c(o)C1(O)0

C4084 PS Substrate 71 OCI(C(=0)C)CCC2C3CCC4=CC(=0)CCcr4(C)c3ceceizce

C4085 PS Substrate 68 CO[C@H]ICIC@@HIO[C@HRIC@@HI(C)O[C@@HKCIC@@HROC)O[C@HRICE@HI(C)C-CIC-C3ICO[C@HHCR@HIOIC(-CICR@HIC-0)0[C@HISCIC@@H)CIC-C2O0[C@IACCIC@HKOCR@HIO2CCICC [CA@IHO)CIO[CA@HICIC@@H]I0
C4086 PS Substrate 172 COclcc2c(cecl)[nH]c1e3ce(n(nc23)CCN(C)C)ecc 1 C(=0)NCCN(C)C

C4087 PS Substrate 93 CCCNICCC(CC1)(C(=0)OCC)clccceecl

C4088 PS Substrate  53,60,61,68,690C(C(=0)0OC1C(=C2C(0)C(=0)C3(C)C(0)CC40CCHOC(=0)C)C3C(OC(=0)c3ccece3)C(0)(C1)C2(C)C)C)C(NC(=0)OC(C)(C)C)elecceel
C4089 PS Substrate 141 C[N+]1(CC(0O)COc2cccec2C(=0)CCc2cccec2)CCCCCl

C4090 PS Substrate 172 ¢12¢c(OC)cecc1CCCC2=CCCN1CCc2c(C1)cc(OC)c(0OC)c2

C4091 PS Substrate 145 COCI1CC(OC2C(0)CC(OC3C(O)CC(OCACCCS(C)C(CLCLOHESCC(0)C5(C)C(CLCLCH50)C5=CC(=0)0C5)C4)0C3C)0C2C)0C(0)C10

C4092 PI Inhibitor 173 cl(cecec1CCeleeccel)OCelec(c(ce1)OC)0C



C4093
C4094
C4095
C4096
C4097
C4098
C4099
C4100
C4101
C4102
C4103
C4104
C4105
C4106
C4107
C4108
C4109
C4110
C4111
C4112
C4113
C4114
C4115
C4116
C4117
C4118
C4119
C4120
C4121
C4122
C4123
C4124
C4125
C4126
C4127
C4128
C4129
C4130
C4131
C4132
C4133
C4134
C4135
C4136
C4137
C4138

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor

173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173

COclcee2e(cl)e(=0)c(c(clcee(c(c1)OC)0C)02)OC
clee2e(e3ce(sc2ecIN(C)C)ee(=[N+](C)C)cc3)clsc(ccl)C(=S)N1CCCCCl1
COclcee(cc10C)cle(c(=0)c2ecc(cc201)0)O

nlcecc(c1)COcle(ceccl)CCeleecceel

nl(n(c(c(c1=0)C(=0)clccecc])C)CC(CNC(C)C)O)clecceel
nl(n(c(c(c1=0)C(=0)clcceccl)C)CC(CNCCC)O)clceceel
nl(n(c(c(c1=0)C(=0)clccecc]l)C)CC(CNC(C)(C)C)O)clcececd
nl(n(c(c(c1=0)C(=0)clcceccl)C)CC(CN(C(C)C)C(C)C)O)C
nl(n(c(c(c1=0)C(=0)clcceecl)C)CC(CN(C(C)C)C(C)C)O)clceeeel
COclc(e(ce(cl)cloc2e(c(=0)cl)c(c(c(c2)OC)0C)0C)0C)OC

cl(ccecc1CCelecee(c1)OC)OCcelee(c(cc1)OC)OC

COclc(ec(ecl)cloc2e(c(=0)cl)c(c(c(c2)OC)OC)0C)0C

clec(e(eclelec(=0)c2c(cc(cc201)0)0)0)O

COclc2¢(=0)cc(oc2ec(c1)OC)clcec(ccl1)OC

NI(N=C(/C(=C(\CCc2ccccc2)/NCCC)/C1=0)C)clceccecl
NI(N=C(/C(=C(\c2cccecc2)/N2CCN(CC2)c2ccecc2C)/C1=0)C)cleccecl

01c2¢(CC(=0)Clclceeccl)ee(cec2)OC

cle(cc2e(cl)oc(cc2=0)clcceecl)OC

COclcec2e(=0)ec(e3cec(c(c3)OC)0OC)oc2cel

cl(cceccc1CCeleccecl)OCcelece(ce(c1)OC)OC

CC(C)cle(C(=0O)Nc2cceee2)e(c(n1 CC[C@@H]1 C[C@@H](O)CC(=0)01)clcee(F)ccl)cleeceel
0lc(c(0OC)c(=0)c2clec(0OC)cc20)clec(0)c(OC)cecl

cleccec1CCeleecce1OCeleecccel

cl(cececec1CCelecee(c1)OC)OCcelce(ce(c1)OC)OC

c1(CCc2ccccc20Cc2cenccec)ec(OC)cccl

COclcee(cc1OC)CCCNICCC(CC)Celeccccl

C(=0)(Nclee(c(OCC(CNC(C)(C)C)0)ecl)C(=0)C)N(CC)CC

cl(cceccc1CCelecee(c1)OC)OCcelee(ceec1)OC
c1(c(C)n(CC(CN2CCN(CC2)c2e(ccce2)C)O)n(c1=0)clcccecl)C(=0O)clcececl
cle(ec2e(c1)C(=CICCNCC1)cle(CC2)ecenl)Cl

O([C@H]IC[CR@H)([C@@H)([C@H](0)C)O[C@H]10[C@@H]([CR@HI([C@H](C1O)O[C@H]I C[C@@H)([C@@H)([C@H](01)C)0)0)O)0)C@H]1 CCIC@@]2([C@H)(CHCCIC@H] [C@HI2C[C@@H]([C@12(C@] 1 (CCIC@H]2C1=CC(=0)0C)0)C)0)C
O1C(CC(=0)c2cle(c(cc20C)OC)C)eleccccl
S1SC([C@@H](NC(=0)[C@@H](NC(=0)CNC(=0)[C@H](NC(=0O)[C@@H](N)Cc2ccc(0)cc2)C1(C)C)Cclcecece1)C(=0)0)(C)C
[C@@H]1([C@@H](C(=0)0[C@@H](C@I(C@@HI[C@@H](C(=0)C@@HICIC@I[C@@HI(C@H]I O)O[C@H]I [C@H]([C@HI(CIC@@HIOCIN(C)C)0)(0)O0ICI0)0)CICOCIO[CEH] I CIC@I[C@@HI[C@@H]0C)0)00)C
cl(cceccc1CCeleccecl)OCceleee(ce1)OC

C1(=C(NC(=C(Clclec(c(Cl)ccel)CHC(=0)OCC)C)C)C(=0)0C
[C@@]12([C@@]([C@H]([C@H]([C@@H]3[C@@]1([C@H](CCC3(C)C)0)C)O)OC(=0)C)(O[C@](CC2=0)(C=C)C)C)O
01C(=0)CC(O)[C@H](Cc2ccecc2)N(C)C(=0)[C@H](C(C)C)OC(=0)[C@w@H](C)[C@H]1CCCCCCC
[C@]12([C@@](C(=0)CO)CCIC@H]I [C@H]1[C@@H]([C@@]3(C(=CC(=0)CC3)CCHO)C@H](C2)0)0)C
C1Cc2c([C@]1(CHN)CCCN(CCclece(c(c1)OC)0C)C)eec(c20C)0C
cl(cccec1CCcelecece(c1)OC)OCcelecce(ccl1)OC

N(CC(COclece(ce1)CCOC)0)C(C)C
[C@@]123c4c50[C@H]2[C@H](C=C[C@H]1[C@@H](Ccdccc50)N(CC3)C)O
clc(cee(c1)CCNC(=0O)NC(C)C)OCC(0O)CNC(C)C

01c2¢c(c(=0)c(0OC)clclcec(O)ccl)e(0)c(OC)c(OC)c2
c12N3CCCclccle(c2CCC3)[se]c2c(clelsc(ccl)C(=S)N1CCOCCT)cece(=[N+](C)C)c2



C4139
C4140
C4141
C4142
C4143
C4144
C4145
C4146
C4147
C4148
C4149
C4150
C4151
C4152
C4153
C4154
C4155
C4156
C4157
C4158
C4159
C4160
C4161
C4162
C4163
C4164
C4165
C4166
C4167
C4168
C4169
C4170
C4171
C4172
C4173
C4174
C4175
C4176
C4177
C4178
C4179
C4180
C4181
C4182
C4183
C4184

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173
173

c12¢(oc(c(c1=0)0C)clcee(c(c1)OC)OC)ec(cc20)0C

NI([C@@H](C[C@H]2[C@H](C1)CCCC2)C(=0)NC(C)(C)C)C[C@@H]([C@@H](Cclcccec )NC(=0)[C@@H](NC(=0)c1nc2c(ccl)ecce2) CC(=0)N)O
c12N3CCCclecle(c2CCC3)[se]c2c(clelsc(ccl)C(=S)N1CCCCCl)ece(=[N+](C)C)c2

COclcc2oc(ce(=0)c2¢(0OC)c1C)elecceel

cl(c(c(c2e(c1)OC(clceecc]1)CC2=0)0)C)0C

COclcee(ccl)elec(=0)c2c(0OC)c(OC)c(0OC)c(0OC)c201
[C@@]12([C@@H]([C@@]3([C@@H](C[C@H]20)0C3)0C(=0)C)[C@H]([C@@]2(C(C(=C([C@@H](C2)OC(=0)[C@@H]([C@@H](NC(=0)c2cccec2)c2cecec2)0)C)[C@@H](C1=0)OC(=0)C)(C)C)0)OC(=0)clccecc1)C
cl(cceeel)[P+](cleccecl)(cleceecl)cleccecl
01[C@2(CIC@@H](C@@H](O[C@H]30[C@@H](C[C@@H](N(C)C)[C@H]30C(=0)C)0)[C@@H]([C@@H](O[C@HI30[C@@H]([C@@H](0C(-0)O)[C@@H](0C)C3)C)[CR@H](C(-0)0[C@@H)[C@@H]([C@@H](0C(-0)0)[C@@H](C2-0)C)C)C)O)C)O)CT
C(=0)(c1c(n(nc1C)C)OCC(CN(C(C)C)C(C)C)O)elecceel

C(=0)(clc(n(nclC)cleccec)OCC(CN(C(C)C)C(C)C)O)elecceel

c12C=C3C4C(clsclc(c2c2eccec2)cee(=[N+](C)C)c1)CCCN4CCC3

c12C=C3C4C(cl[se]clc(c2c2eccec2)cee(=[N+](C)C)c1)CCCN4CCC3
clec2e(e3ce([se]c2ccIN(C)C)ee(=[N+](C)C)cc3)clsc(ccl)C(=S)N1CCCCC1

nlcee(cel)COcle(ceecl)CCelecee(c1)OC

nlcee(cel1)COcle(ceccl)CCeleccecd

COclc2e(=0)cc(oc2ec(c1)OC)clee(c(c(c1)OC)0C)OC

N1(Cc2c(CC1)ee(c(c2)OC)OC)CCCC1=CCC(c2clcecc2)OC

clee(e2e(cl)/C(=C/CCN1Cc3c(CCl)ec(ce(c3)0C)0C)/CCC2)0C

c1(OC)ccc2c(c1)/C(=C/CCN1Cc3c(CC1)ce(c(c3)OC)0C)/CCC2

[C@H]1(CN(CC1)Cclcecce )OC(=0)C1=C(NC(=C([C@@H]1c1cc([N+](=0)[O-])cccl)C(=0)OC)C)C
[C@@H]1(C(=C(NC(=C1C(=0)OC)C)C)C(=0)OCICN(Cc2ccccc2)CCCl)clee(cccl)[N+](=0)[O-]
c12ccc(N(C)C)eclscle(c2c2ececc2)ccc(=[N+](C)C)cl
[C@H]1(C[C@@H](0C)C2=C([C@]3([C@@]([C@H](C2=0)OC)(0c2c3c(c(c3c2[C@@H](C[C@H](03)c2ccecec2)0)0C)0OC)0C)0C)01)clcececl
c12n(c3c(nclec(/c(=N/C(C)C)/c2)Nclcee(Cl)ecl)cece3)cleec(ecl)Cl

O1CCN(CCCNC(=0)c2¢(0OCC)cecc2)CCl

CI1(C(=O)N(c2c(S[C@H]1clcce(cc1)OC)ccec2)CCN(C)C)OC(=0)C
CI(C(=C(NC(=C1C(=0)OCCN(cleccecl)Celeceecl)C)C)P1(=0)OCC(CO1)(C)C)elec(cecl)[N+](=0)[O-]
c12¢(c(cec1)OC)[nH]clc(c2=0)cccc1C(=0)Nclcee(ce1)CCN1CCe2¢(Cl)ee(e(c2)0OC)0C
c1(C(C#N)(C(C)C)CCCN(CCc2cc(c(cc2)OC)0C)C)ee(c(c(c1)OC)0C)OC
nl(c(=0)n(nc1)C(CC)C)cleec(N2CCN(c3cec(OC[C@@H]40[C@](cSc(cc(ceS)CCI)(CnSnenc5)OC4)cc3)CC2)ccl
c12ccc(N(C)C)ecl[se]clc(c2c2cccec2)ccc(=[N+](C)C)cl

CU=C(\[C@Q@H]([C@H](/C=C/C=C\2/[C@@]3([C@H)(C(=0)0[C@@H 4C[C@H](CHO[C@] (C4H)CC[C@@H]([C@@H](OH[C@@H](CC)C)C)C=C([C@@H]([C@H]30C2)0)C)0)0)0[C@@H]10[C@@H]([C@@H]([C@H)(CHOC)O[C@H]I C[C@@H]([C@@H]([C@H](01)C)0)0C)C)/C
Cl([C@H]2c3c(ccec3)[C@@H](c3c([C@@H]12)cccc3)N1CCN(CC1)C[C@H](COclc2c(neec2)cecl)O)(F)F
CI(C(=C(NC(=C1C(=0)OC)C)C)C(=0)OCCNICCN(CC1)C(cleccecl)cleccec])elec(cecl)[N+](=0)[O-]
N(cle(eceel)CCeleeee(c1)OC)Celee(cecl)OC

N(cle(eceel)CCeleece(c1)OC)Cele(c(cec1)OC)OC

N(clc(eeeel)CCelecee(c1)OC)Celee(c(cc1)OC)OC

N(cle(ceeel)CCeleeee(c1)OC)Celec(ee(c1)OC)OC

cl(cccec1CCceleccecl)OCcele(c(cee1)OC)OC
C1(=0)C2=CC[C@H](c3ccccc3)O[C@@]32[C@](C(=C10C)OC)(clec(c2¢(c(c10C)OC)O[C@H](C[C@@H]20)c1cccec1)03)0OC
C1(=0)C2=CC[C@H](c3ccccc3)O[C@@]32[C@](C(=C10C)OC)(clec(c2¢(c(c10C)OC)O[C@H](C[C@@H]20C)clcccec1)03)0OC
C1=C(NC(=C([C@@H]1clccec(c)[N+](=0)[O-]DC(=0)OC)C)C)C(=0)OCCCN1CCC(CCl)(clcecec] )eleecec
CI(=C(NC(=C(Clclcc(IN+](=0)[O-])cec]l)C(=0)OC)C#N)C)C(=0)OC(C)C
CI(=C(NC(=C(Clclc([N+](=0)[O-]ccec])C(=0)OC)C)C)C(=0)OCC(C)C

O(clee(C(C(C)C)(CCCNCCe2ec(OC)e(OC)ec2)CH#N)eecc10C)C



C4 1 85 PI Inh]b]tor 1 73 CI(=0)[C@@H](N(C(=0)[C@@H](N(C(=0)[C@@H](N(C(=0)[C@H](NC(=0)[C@@H](NC(=0)[C@@H](N(C(=0)[C@@H](NC(=0)[C@@H](N(C(=0)CN(C(=0)[C@@H](NC(=0)[C@@H](N1C)C(=0)[C@H](C)C/C=C/C)C(C)C)C)C)CC(C)C)C(C)O)C)CC(C)C)C)C)C)CC(C)C)C)CC(C)C)C)C(C)C

C4186 PI Inhibitor 173 cl(cccec1CCelecee(c1)OC)OCcelc(c(cec1)OC)0C

C4187 PI Inhibitor 173 CCOIC@@H]IC(=0)0[C@@H](C)/C-NCR@HI(C(C)CIC(=0)0C(C(C)C)CN/IC@HI(C(C)IC)C(=0)0C(C)C(-NIC@@H](C(CIO)C(=0)0C(C(C)IC)CN[C@HIC(C)C)C(=0)0C(CY CNIC@@HIC(CIC)IC(=0)O[C@HIC(CICYC(=N/1)/0) 0)/0)/0)/0)/O
C4188 PI Inhibitor 173 cl(c(cc2e(c1)CCN(C2)CCeleee(NC(=0)c2c(ceec2)NC(=0)c2cccec2)ec1)OC)0C

C4189 PI Inhibitor 173 cl(c(ce2c(c1)CCN(CCeleee(ccl)NC(=O)cle(ccecl)NC(=O)clec3c(ncl)ceee3)C2)0OC)0C

C4190 PI Inhibitor 173 nlc2c(cecc2)ec(c1)C(=0)Nclceecc1 C(=O)NCIC(CCCCI1)NICCN(CCl)cleeceel

C4191 PI Noninhibitor 173 C(=0)(clc(n(nclC)clcececl)NCCC)clecceel

C4192 PI Noninhibitor 173 nl(n(c(c(c1=0)C(=0)CCclccecc1)C)CC(CNCCCC)O)cleececel
C4193 PI Inhibitor 173 cl(cceecc1CCeleccecl)OCcele(ececel)OC

C4194 PI Noninhibitor 173 nl(n(c(c(c1=0)clscccl)C)CC(CNC(C)C)O)clececcl

C4195 PI Noninhibitor 173 nl(n(c(c(c1=0)C(=0)CCclcceccl)C)CC(CNC(C)C)O)clecceel
C4196 PI Noninhibitor 173 nl(n(c(c(c1=0)clscecl)C)CC(CNCCC)O)clcececd

C4197 PI Noninhibitor 173 nl(n(c(c(c1=0)C(=0)CCclcceecl)C)CC(CNCCC)0)cleccccel
C4198 PI Noninhibitor 173 nl(n(c(c(c1=0)clscccl)C)CC(CNC(C)(C)C)O)clecccecl

C4199 PI Noninhibitor 173 nl(n(c(c(c1=0)C(=0)CCclccecc1)C)CC(CNC(C)(C)C)O)clcceccl
C4200 PI Noninhibitor 173 C(=0)(CCclcccecl)cle(n(nelC)eleccec )NCCC

C4201 PI Noninhibitor 173 cl(cccec1CCelecee(c1)OC)OCeleceecd

C4202 PI Noninhibitor 173 cl(cceccc1CCeleccecl)OCcelec(ceel)OC

C4203 PI Noninhibitor 173 nl(n(c(c(c1=0)C(=0)CCclcceccl)C)CC(CNICCN(CCl)cleccec1C)O)elecceel
C4204 PI Inhibitor 173 cl(ccececc1CCelecee(c1)OC)OCcelc(ccecl)OC

C4205 PI Noninhibitor 173 c12N3CCCclecle(c2CCC3)sc2e(clelsc(cel)C(=S)N1CCOCCT)cec(=[N+](C)C)c2
C4206 PI Noninhibitor 173 NI1(N=C(/C(=C(\c2ccccc2)/NCCC)/C1=0)C)C

C4207 PI Noninhibitor 173 nlcecec1COcle(ccccl)CCelecec(c1)OC

C4208 PI Noninhibitor 173 nlcecec1COcle(ccccl)CCeleccecd

C4209 PI Noninhibitor 173 COclec(c2oc3ccece3e(=0)c2)cec10C

C4210 PI Noninhibitor 173 cl(c(e(c2e(c10C)oc(c(c2=0)0C)clec(c(cc1)OC)0C)0C)0C)0C
C4211 PI Noninhibitor 173 Oclc(oc2cee(ce(c2¢1=0)0)O)clcc(c(c(c1)0C)OC)0C

C4212 PI Inhibitor 175 C(=C\C[C@R@H](C)[C@@H]([C@@H]I C(=0)N[C@@H](C(=0)N(CC(=0)N([C@H](C(=0)N[C@H](C(=0)N([C@@H](C(=0)N[C@@H](C(=ON[C@H](C(=0)N([C@H](C(=0)N([C@H](C(=O)N([C@H](C(=0)N1 C)CC(C)O)C)CC(C)CIC)CC(C)C)CIO)C)CC(CICIOIC(CICICC(CICICICICCI0)/C
C4213 PI Inhibitor 175 C1=C2CC[C@H]3[C@H]4CC=C(C(=0)C)[C@]4(C)CCIC@H]3[C@@]2(C)CCC1=0
C4214 PI Inhibitor 175 clec(ce(c)[C@H] [C@@H]([C@@H]([C@Q@H](CO)O1)0)0)C(=0)N

C4215 PI Noninhibitor 175 clee(cec1C(=O)NCCNI1CCOCCI)C1

C4216 PI Noninhibitor 175 clee(cec1C(=0)N1CCN(CC(=0)N2CCOCC2)CC1)0C

C4217 PI Noninhibitor 175 cleee(ecl)Neleec(ecl)Neleceecl

C4218 PI Noninhibitor 175 cleee(cc1)CNCCNCeleceeccel

C4219 PI Noninhibitor 175 cleee(cel)C(cleeceel)C(=0)OCCCN(CCCOC(=0)/C=C/clce(c(c(c1)OC)0C)0C)C

C4220 PI Noninhibitor 175 cleee(ccl)CN(C)C

C4221 PI Noninhibitor 175 CCN(C1CCcececncece

C4222 PI Noninhibitor 175 cleee(cel)C(=0)NCclecceel

C4223 PI Inhibitor 175 cleee(ecl)C(clecececl)OCIC[C@@H]2CC[C@H](C1)N2C

C4224 PI Noninhibitor 175 CHN)[C@@](clce(c(c(c1)OC)OC)OC)(CCCIN+](CCelece(c(c1)OC)OC)(C)C)C(C)C

C4225 PI Noninhibitor 175 cl2¢(ccec2)c(cecl)Neleceecl

C4226 PI Noninhibitor 175 c12c(ccecl)ee(ce2)Neleececl

C4227 PI Noninhibitor 175 clee(ce(c1CIN(Ce2ec(c(c(c2)OC)OC)OC)CCCNICelee(e(c(c1)OC)OC)OC)C)N(CCCHCCCI
C4228 PI Noninhibitor 175 cl2c¢(ccecl)ncle(c2Ne2ecc(cc2)S(=0)(=0)N)c(ccc1C(=0)Nclecc(ccl)S(=0)(=0)Nclcec(C)onl)Cl
C4229 PI Noninhibitor 175 clc2¢(C(=0)C=CC2=0)nc2c1CCC2

C4230 PI Noninhibitor 175 c12¢(cee(c2)NC(=0)/C=C/c2cccec2)[nt](c(ccl)/C=C/clcec(ccl)C(CCClCCC)CC



C4231
C4232
C4233
C4234
C4235
C4236
C4237
C4238
C4239
C4240
C4241
C4242
C4243
C4244
C4245
C4246
C4247
C4248
C4249
C4250
C4251
C4252
C4253
C4254
C4255
C4256
C4257
C4258
C4259
C4260
C4261
C4262
C4263
C4264
C4265
C4266
C4267
C4268
C4269
C4270
C4271
C4272
C4273
C4274
C4275
C4276

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cl12¢(ccecl)ne(cc2C(=0)NCCCNCCNC(=O)clccee(c10Ccleccec1)OCcelceccccl)elecceel
clee(c(ccICNTCCCN(Ce2cee(c(c2)OC)0C)Clclecc(ccl )N(CCCICCCHOC)OC
clec(e(ccICNTCCCN(Ce2ceee(c(c2)OC)OC)Clclece(cc1C)N(CCCHCCCHOC)OC
clcee(ecl)CN(elececcl)C[C@H](COCC(C)C)N1ICCCC1
clec(e(ccICNTCCCN(Ce2eec(c(c2)OC)OC)Clclcee(cc ICI)N(CCCICCCHOC)OC
cl12c¢(ceec2)c(ceel)CN(C/C=C/clcceecl)C

clee(c2e3clC[C@@H] 1 [C@@]4(CC[C@@H]([C@@H]([C@]34CCN1CC1CCC1)02)0)0)0
clee(c2e3cl1C[C@@H] 1 [C@@]4(CCC(=0)[C@@H]([C@]34CCN1CC=C)02)0)0O
clee(c2e3clC[C@@H] 1 [C@@]4(CCC(=0)[C@@H]([C@]34CCN1CCICC1)02)0)0
c12c¢c(cececl)[nH]clc2C[C@@]2([C@@]34c5c(cce(c50[C@@H]14)0)C[C@@H]2N(CC3)CCICC1)0
clece(cel)[C@@H]1c2cecc(c2CN(C1)C)N

clece(cel)C1=NCC(=0O)Nc2cee(ce12)Cl
clee(ec(c1)OCIC@@H](CNCCelecce(c(c1)OC)0OC)0)C
cleec2e(cl)/C(=C/[C@@H]1C3CCN(CC3)C1)/clec(ceecl1S2)Cl

€12e(elee(c2)0[C@@HICC@@H)(C@@H](CRE@HIC02)0C=0)C)0[CEH]2CIC@@HI(C@@HI(C@HICI02)0010)0)c(c2:(e CC@@H)(C@H)(C2=0)0[C@@H]IC|C@H)(C@H)(C@HICIONO)OIC@H)ICIC@@HY(C@HY(C@HICI00)0[C@H] I CIC@@H)(CEH)(C@H)CIONOC0IC(CICI00C@HIC-OIC@@HIIC@HICI0)0)0C)0

clee(ce(cl/C(=C(\C)/nlcencl)/OCCOclece(ccl)CICICI
c1c2¢(cc(c10CCN(CC)CCY)OCCN(CC)CC)oc(=0)cec2C
clee(ec(c1/C(=N/OCclcee(ce1Cl)CI)/Cnlcencl)CICl
clc2c(cec3c10CO3)n(cc(c2=0)C(=0)0)CC
cleee(e(c1)OCC=C)OC[C@@H](CNC(C)C)O
clece(ee])[C@H]([C@H](C)NCCC(=O)clccee(c1)OC)O
cleee(ccl)OCCNICCC(CCl)nle2eccee2[nH]c1=0
C(=0)(C[C@@H](CIN+](C)(C)C)OC(=0)CCCreeeeeeeecco)o
c12¢(ce(c(c1)OC)0C)c(Celeee(c(c1)OC)OC)ncc2
C#CCOC[C@H]1CO[C@@](c2cce(cc2Cl)CI)(Cn2cenc2)O1
clc2ce(ce(c1F)NICCN(CC1)C)n(ec(c2=0)C(=0)0)CC
cl(c(c(c(c(c1CHCHCHCHCHO
CICCC(CCI)C(C[C@H]1CCCCNI)cICccecect
clece(ccl)CCN

clcee2e(el)N(cleccec102)C(=0)CCl
cleee(cel)Celeeccc1IOCCN(C)C
clee(cecINICCN(CCCN(C)C)CCI)NC(=0)C

c12¢3ceecl C1=C[C@@H](C(=O)N[C@@]4(C(=O)N5[C@H](C(=O)N6[C@@H](CCC6)[C@]5(0)04)CC(C)C)C(C)C)CN([C@@H]1Cc2¢([nH]3)Br)C
cleee(ecl)Cl(c2cecee2)C(=0)O[C@H](CCN2CCCCC2)01
clee(c(ce [C@H](C(=0)0)C)CI)N1CC=CC1
clece(cel)Cl(c2eecec2)CCC(CCI)NC(C)C
clecce(cel)C(eleceec)OCCN([C@H](C)COclecceel)C
c12¢(c(cec(c2)OC)N[C@@H](C)CCCN)nceel
cleee(c(c1)C)OC[C@H](CNCCnlce(c(=0)[nH]c1=0)C)O
clee(e(e(c1)Nelee(ne(nl1)SCC(=0)0)CI)C)C
clcee(ecl)CCC(=0)cleccec 1 OC[C@H](C[N+](CC)(CC)C)O
cleee(ecl)CCC(=0)cleccec 1 OC[C@H](C[N+](CCC)(C)C)O
cleee(ecl)/C(=N\CC(C)C)/N1CCN(CCCCCe)ccl
cleee(cel)CCC(=0)clcceccOC[C@@H](C[N+](C(C)C)(C(C)C)C)O
clece(c(c1)C(=0)C)OC[C@H](CN1ICCCCC1)O
clee(cec1C(=0)C)OC[C@H](CN1CCCCC1)0



C4277
C4278
C4279
C4280
C4281
C4282
C4283
C4284
C4285
C4286
C4287
C4288
C4289
C4290
C4291
C4292
C4293
C4294
C4295
C4296
C4297
C4298
C4299
C4300
C4301
C4302
C4303
C4304
C4305
C4306
C4307
C4308
C4309
C4310
C4311
C4312
C4313
C4314
C4315
C4316
C4317
C4318
C4319
C4320
C4321
C4322

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleee(e(c1)C(=0)CC)OC[C@@H](CN1CCOCC1)O
clee(ce(cl[C@]1(Cn2enen2)OC[C@@H](CCC)O1)CI)CI

cleee(c(c1)OC(=O)NC)OC(C)C

clec2e(ecclC[C@H](C)NC[C@H](c1cee(c(c1)0)0)0)0CO2

c12¢(nencIN(C)C)n(en2)[C@H] 1 [C@@H]([C@@H]([C@@H](CO)O1)NC(=0)[C@H](Cclcec(cc1)OC)N)O
cleene(c1)N(Celeee(cc1)OC)CCN(C)C
cleec(cel)[C@H](cleee(cel)CHNTCCN(Ce2ceec(cc2)C(C)(C)C)CCI
c12c¢(ce(c(c1)0C)0C)nc(nec2N)N1CCN(CC=C)CCl1
c12¢([C@H]I(IN[C@@H](N(CCO)CCO)O2)N(CC)CC)nc(nc IN(CC)CC)N(CCO)CCO
¢12¢(c(nc(n2)N(CCO)CCO)N2CCOCC2)nc(ncIN1ICCOCCI)N(CCO)CCO
c12¢(c(nen2)N2CCOCC2)nencIN1CCOCCI
cleee(cel)[C@@H]1C(Ne2e(c(ne(n2)N2CCOCC2)N(CCO)CCO)O1)N1CCOCCI
¢12¢(nc(ecn2)N2CCOCC2)ne(nc IN1ICCOCCI)N1CCOCCI

c12¢(nc(c(n2)CHN(C)C)ne(nc IN(C)C)N1CCNCC1
¢12¢(nc(c(n2)C)N2CCOCC2)nc(ncIN1CCOCCI)N1CCNCC1

clee(ece2cl C[C@@H]1[C@H]3CCCC[C@]23CCN1C)OC

c12c¢(ce(cc1)OC)[nH]c1c2CCN2[C@@H] 1 C[C@@H] 1 [C@H](C(=0)O0)C([C@@H](C[C@@H]1C2)0)0C
c12c¢(ceec2)e(cccl)C(=0)N(CCCC)CCN(CC)CC

cleee(ecl)clee(=0)c2¢(ce(cc201)OCI [C@@H](C([C@@H](C(CO)01)0)0)0)0
c12¢c3e4e(c(c10)C)0[C@@](C4=0)(C)0/C=C/[C@@H]([C@@H](C)[C@H]([C@H](C)C([C@H](C)[C@H]([C@H](/C=C/C=C(\C(=0)N¢(cc30CC(=0)0)c20)/C) C)0)0)OC(=0)C)OC
c12¢3cde(c(c10)C)0[C@@](C4=0)(C)0/C=C/[C@@H]([C@@H](C)[C@H]([C@H](C)C(C@H](C)[C@H]([C@H](/C=C/C=C(\C(=0)Nc(cc30)c20)/C)C)0)0)OC(=0)C)OC
clee(ce(c)OO)[C@@H](clcec(ccl)C(=O)N(CC)CCN1[C@@H](C)CN([C@H](C)C1)CCC
clece(cel)[C@@H](C(=0)OCCN1CCN(CCC(=0)c2cec(cc2)OC)CCl)CC
cleee(cel)CC(=0)OCCNICCN(CC1)CCOC(=0)Cclceceel
cleee(ecl)CCC(=0)OCCNICCN(CC1)CCOC(=0)CCcelecececl
cleee(cel)[C@H](C(=0)OCCN(CCCN(CCOC(=0)[C@H](clcceee1)CC)C)C)CC
cleee(eel)[C@@H](C(=O)OCCCN1CCN(CCCOC(=0)[C@@H](c2ccecc2)CC)CCI)CC
cleee(ccl)NC(=O)cleccec IOCCN(CC)CC

clene(nel)N1CCN(CCCCN2C(=0)CC3(CC2=0)CCCC3)CC1
clcee(ecl)[C@H](C(=0)OC1C[C@@H]2[C@@H]3[C@H]([C@H](C1)N2C)03)CO
CH#HCCN([C@H](C)Cclcceecl)C
C1=C[C@H](C)C(CC[C@H](C[C@H](CC(=0)0)0)0)[C@@H]2C1=CC(C)CC20C(=0)C(C)(C)CC
cle(e(cc(c1F)F)F)C[C@H](CC(=0)N1Cc2n(c(C(F)(F)F)nn2)CCI1)N
cleee(eel)C[C@@H](clececc1)C(=0)OCCN(CC)CC
CI=C([C@H]2CC[C@@]3([C@HJ4CC[C@]5(C[C@H](CC[C@@]5(C=0)[C@HJ4CC[C@]23C)0)0)0O)COCI1=0
clec(ecec1CS[C@@H](clece(cc1Cl)Cl)Cnleencl)Cl

clee(ce(c1)CI)Nele2e(e(C)ne2ne[nH]1)C

clee(cecINC(=O)NC1CCCCC1)OC[C@@H](CNC(C)(C)C)O
C#HCC(C)(C)C)/C=C/CN(Cclc2c(ccel)ecee2)C
C1=C2CC[C@H]3[C@@H]4C[C@@H](C)[C@H](C(=0)O)[C@]4(C)CC[C@H]3[C@]2(C)CCC1=0
c1c2¢(ce(c10C)0C)[C@H]1CC(=0)[C@@H](CC(C)C)CN1CC2

clee(cecc1CN(clnceen1)CCN(C)C)OC

cle2c(cec1Clse(=0)n2CC(=0)N1CCN(CC1)CCO
clec(ec2elelecc(cc1C2=0)OCCN(CC)CC)OCCN(CC)CC
clec(ec(cl[C@@H](Cnleencl)OCcleesc1ClCI)CL
cleee(c(c1)C)OCIC@@H](CNCCOclcee(ce1)C(=0O)N)O



C4323
C4324
C4325
C4326
C4327
C4328
C4329
C4330
C4331
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175
175
175
175
175
175
175
175
175
175
175
175
175

clc2e(ce(c10)0)[C@@H](Cclee(c(c(c1)OC)OC)OC)NCC2
cleee(c(e1)C1=NCc2n(c3ccc(ccl3)Cle(C)nn2)Cl
C(EON[C@@H](C(CH(CHCHNI1CCN(CCH[C@H](C(CI)(CHCIHNC=0
c12¢(c(c(c(c1)OC)OC)OC)nc(ne2N)N1CCN(C(=0)OCC(C)(C)O)CC1
cle(ce(c(c10C)OC)OC)C(=0)N1CCOCC1
clee(e(e(c1C(=0)OCC[N+](CC)(CC)CC)OC)0C)0C
clec(ec(cl[C@@]1(Cn2cenc2)OC[C@H](CSc2ccc(cc2)NC(=0)OCC)01)CI)Cl
cleee(ecl)CC(=O)N([C@H]1CC[C@]2(CCCO2)C[C@@H]INICCCC1)C
cleee(cel)C1=C(c2cce(cc2)OCCN(CC)CC)e2ccec(cc2C1)O0C
cleee(ccl)C(=CICCN(CCI1)CCOCCOCC(=0)O)clccccecl
cleee(c(c1)NICCN(CCCNe2ee(=0)n(c(=0)n2C)C)CC1)0C

clee(e2ee] [C@H]IC(=ON[C@@H](C(ON[C@@ )0)0)C(=0)0)C@i )ChOe2ec3ee(c20[C@@H2[C@H)[C@H](C@@HI([C@@H](CO)02)0)0)0[C@H2CIC@I(C)N[C@@H([C@HI(C)02)0)N)Oc2ece(cc2ChC@@HI(IC@HI(C(=0)N[C@@H](C(=0N[C@@H]3C(=0IN)CC(=0)N)NC(=0) [ C@@H|(CC(C)CINC)0)0)0

cle(ee(celCIHCHYN1C(=0)[C@](C=C)(C)OC1=0

c12¢(ceec)[nH]e1c2CCN2C[C@@HN(CIC@] 1 (¢l ee3e(ccl0C)N(C=0)[C@@H] [C@@]43CCN3[C@HJ4[C@](C=CC3)(CO)[C@H]([C@@]1 (C(=0)OC)0)OC(=0)C) C(=0)OC)C[C@@](CC)(C2)O
C(=C\C(=C\COC(=0)CCCCCCCCCCCCCCr)\C)/C=C(/C=C/C1=C(C)CCCCI(C)C)\C
c12¢(cee(c2)S(=0)(=0)NCCCCN)c(ccel)Cl

c12¢(ccec2S(=0)(=0)NCCCCCCN)c(cccl)Cl

clecc(cecl)elecc(ccl)CC[C@H](C)CC(=0)OCCN(C)C
cleee(ecl)[C@@H](cle(c2ececec20c1=0)O)CC(=0)C

clee(enel)/C(=C\CN(C)C)/clcee(cel)Br

c12c¢(cee(c1)C[C@H]1COC(=0)N1)[nH]cc2CCN(C)C
clece(c(c1)N1CCN(CCc2c¢(c3ccc(ec3)F)[nH]e(=0)02)CC1)0C

clec(cccl[N+](=0)[O-])OC(=0)N(C)C

cl12c3c(ceel)e(=0)n(c(=0)c3cc(c2)[N+](=0)[0O-])CCN1CCCC1

clece(cel)nle(=0)ce(C)nlC

cleee(cel)Cl(c2cccec2)C(=0)NC(=0O)N1

clcee(ccl)CI=NCC(=0)Nc2cce(cc12)[N+](=0)[O-]
clcec2e(cl)e(=0O)[nH]cleccenc1n2C(=0)CN1CCN(CCI1)C

cl2cne(neln(cc(c2=0)C(=0)0O)CC)N1CCCC1

c12cnc(neln(cc(c2=0)C(=0)O)CC)N1CCNCC1

cl2c¢(ccecl)[nH]cc2C[C@@H](C(=0)O)N
c12¢(ccec20C[C@@H](CN2CCN(C3c4cccec4CCeéeecce34)CC2)O)nceecl
clec(/C=C/C(=0)O)nc(c1)/C(=C/CN1CCCC1l)/clcee(ccl)C
CCCCCeeeeceeeeClC@@H([C@H](CO)N)O
[C@H]([C@@H]([C@@H](CO)0)O)([C@@H](CO)0)O
cleee(ecl)C(cleccec])(CICCN(CCC[C@H](c2ccc(cc2)C(C(=0)0)(C)C)0)CC1)O
CEO)C[C@@H](C[N+](C)(C)C)0)O

cleee(ccl)N1CCN(C[C@@H](CO)O)CC1

clecce(cel)CCeleee(cel)[C@H](Cnleencl)O

clee(cecl [C@H](C1(CCCCC1)0)CN(C)C)O
clec2e(c(c1)O)C(=0)C1=C([C@@]3(C(=0)C(=C([C@H]([C@@H]3C[C@H]1[C@]2(C)O)N(C)C)O)C(=O)NCN1CCCC1)0)O
C1=C2C[C@H](CC[C@@]2(O)[C@@H]2CC[C@]3(O)[C@@H](CC[C@@]3(C(=0)C)0)[C@@H]2C1)O
cleee2e(cl)C(=CCCN[C@@H](C)Cclcee(e(c1)OC)OC)clcecec1CC2
¢12¢(c(nc(n2)N(CCO)CCO)N2CCC[C@H](C2)O)nc(ncIN1CCC[C@H](C1)O)N(CCO)CCO

clee(ee2el [C@@H]1 CC[C@@]3(C)[C@@H](CC[C@@H]30)[C@H]1CC2)0
CI=C2[C@@H]3CC(C)(C)CC[C@]3(C(=0)O)CC[C@@]2(C)[C@]2(C)CC[C@H]3[C@](C)(CC[C@@H](C3(C)C)O)[C@H]2C1



C4369
C4370
C4371
C4372
C4373
C4374
C4375
C4376
C4377
C4378
C4379
C4380
C4381
C4382
C4383
C4384
C4385
C4386
C4387
C4388
C4389
C4390
C4391
C4392
C4393
C4394
C4395
C4396
C4397
C4398
C4399
C4400
C4401
C4402
C4403
C4404
C4405
C4406
C4407
C4408
C4409
C4410
C4411
C4412
C4413
C4414

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleee(cel)C[C@H]1 [C@H2[C@@H](C(=C)[C@H]([C@H]3/C=C/C[C@H](C)C[C@@](/C=C/[C@H]([C@]23C(=0)N1)0)(C)0)0)C
clee(ec2el [C@@H]1 CC[C@@]3(C)[C@@H](C[C@H](C30)0)[C@H]1CC2)0
C1=C(C(=0)[C@Q@]2(CC(=C[CR@HB[C@Q@HI4C(C)(C)[C@@4(C@Q@H]([C@@H](C)[C@I3(IC@H]12)0)0)0)CO)0)C
C1=C(C(0)[C@@]2(CC(=C[C@@H]3[C@@H4C(CYO)[C@@4([C@@H]([C@@H](O)[C@]3([C@H]12)0)0)0C(=0)C)CO)O)C
C1=C(C(=0)[C@@]2(CC(=C[C@@H]3[C@@H]4C(C)(O)[C@@4([C@@H]([C@@H](O)[C@]3([C@H]12)0)0)0C(=0)CCC)CO)O)C
c12¢(ccec20[C@H](CN2CCN(C(=0)C(Cc3cceec3)Ce3ceceec3)CC2)O)nccecl

cleec2e(c1)C(=C1CCN(CC1)C)clececee1 C20
C(=C(C)O)CCI=C([C@]2(C(=0)[C@](C1=0)(CC=C(C)C)C[C@H](CC=C(C)O)[C@@]2(C)CCC=C(C)C)CC(C)C)O
c12c3ceec1C1=C[C@@H](C(=O)N[C@@H](C)CO)CN([C@H]1Cc2c[nH]3)C

c12c3ceec1 C1=C[C@@H](C(FON[C@@H](CC)CO)CN([C@@H]1Cc2cn3C)C
¢12¢(c(nc(n2)N(CCO)C)N2CCCCC2)nc(ncIN1ICCCCCI)N(CCO)C

¢12¢(c(nc(n2)N(CCO)CCO)N)nc(ncIN)N(CCO)CCO

¢12¢(c(nc(n2)N(CCO)CCO)N2CC=CCC2)nc(ncIN1CC=CCCI1)N(CCO)CCO
c12¢(c(nc(n2)N2CC[N+](CC2)(C)C)N2CCCCC2)nc(ncIN1ICCCCCI)N(CCO)CCO
¢12¢(c(nc(n2)N(CCO)CCO)N2CCCCC2)nc(ncl)N(CCO)CCO
¢12¢(c(nc(n2)N(CCO)CCO)N(CCO)CCO)ne(ncIN(CCO)CCO)N(CCO)CCO

cleec2e(cl)C=CclecccccIN2CCCNICCN(CC1)CCO

¢12¢(c(nc(n2)NCCO)N2CCCCC2)nc(ncIN1ICCCCC1)NCCO
C(=C(C)C)CC/C(=C/CC/C(=C/CC/C(=C/CC/C(=C/CC/C(=C/CC/C(=C/CC/C(=C/CC/C(=C/CO)/C)/C)/C)/C)/C)/C)/C)/C
cleee(eel)[C@](CCNICCCCCl)(C1CcCcceC)o

cleee(cel)[C@@](CCN1ICCCCCI)([C@@H]1C[C@H]2C=C[C@@H]1C2)O

cleee2e(cl)e(=0)nlc(/C(=C\c3cec(c(c3)0)0)/0CC1)n2

cleec(ccl)elecee(c10)C(=0)OCCN(CC)CC

clee2e3e(cl)CCN([C@@H]3Cclece(c(c21)0)0)C

clee(c2¢(cINCCNCCO)C(=0)cle(c(ceec10)0)C2=0)NCCNCCO

clee(cecl C[C@H](C)NC[C@@H](c1ec(ce(c1)0)0)0)0
c12c3cdce(c5¢1e(c(cc20C)0)C(=0)C(=C5C[C@@H](C)OC(=0)clcececec 1 )YOC)C(=C(C(=0)c4c(cc30C)0)0C)C[C@@H](C)OC(=0)Oclccc(ce1)O
clece(cel)CN1[C@H](c2nc3cecee3c(=0)n2[C@H]1clccce(c1)O)C

clec(e(ccl[C@H](CNC)O)O)O

clec(e(ccl [C@H](CNCCCCCCNC[C@@H](c1cee(e(c1)0)0)0)0)0)O

clec(e(cclC[C@@H]1c2cce(c(cc2CCN1C)0)0)0)O

clee(e(cclC[C@@H]1c2ce(c(cc2CCN1)0)0)0)O

clee(cec1CC[C@H](C)NCCeleee(e(c1)0)0)O

clee(ec(c1)NC(=0)C(=0O)N/N=C/clcce(c(c1)O)O)[N+](=0)[O-]

clee(ec2el [C@@H]1C(=CC2)[C@H]2CCC(=0)[C@]2(C)CC1)O

clee(ee2el [C@@H]1CC[C@@]3(C(=0)CC[C@H]3[C@@H]1CC2)C)O

clecence(cl)[C@@H](clcec(cc1)CHOCCN(C)C

c12c¢(cee(c2)O)c2ce(ccl)[C@H]1CCC(=0)[C@@]1(C)CC2

clc2e(ce(c10)0)[C@@H](C)NCC2

cleee(cel)CC[C@H](CN[C@@H](C)[C@H](c1cec(cc1)0)O

clee(cec1CCN[C@@H](C)[C@@H](clcce(ec1)0)0)O
clece(cel)C[C@H](C(=0)N[C@@H](C(=0)N[C@H](C(=O)N[C@@H](C(=0)NCC(=0)N)C(C)C)C(C)C)CCC(=0)0)NC(=0)[C@@H](C)NC(=0)[C@H](Cc lccc(cc 1 O)N
clee(c(cc[C@H](CNC(C)(C)C)O)CO)O

C(=C(\C)/OP(=0)(0C)OC)\C(=0)0C
clee(ce(e)[N+](=0)[O-D[C@@H]1C(=C(C)NC(=CIP1(=0)OCC(C)(C)CO1)C)C(=0)OCCCCcccceee
CI=C2CC[C@H]3[C@@H]4CC[C@](C(=0)C)([C@@]4(C)CC[C@@H]3[C@@]2(C)CCC1=0)0O



C4415
C4416
C4417
C4418
C4419
C4420
C4421
C4422
C4423
C4424
C4425
C4426
C4427
C4428
C4429
C4430
C4431
C4432
C4433
C4434
C4435
C4436
C4437
C4438
C4439
C4440
C4441
C4442
C4443
C4444
C4445
C4446
C4447
C4448
C4449
C4450
C4451
C4452
C4453
C4454
C4455
C4456
C4457
C4458
C4459
C4460

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleee(ccl)CCN(CCN(C(=0)C(clecceel)(cleeecc1)OCC)C)C
C(EN\OC(=0O)NC)/C(C)(C)S(=0)(=0)C
cl12c¢(cee(c1)CCS(=0)(=0)clecccel)[nH]ec2C[C@H]1CCCNI1C
c12c¢(ce(cc1)OC)ne([nH]2)S(=0)(=0)Cclc(c(c(enl)C)OC)C
cle(c(ceelS(=0)(=O)N(C)C)N)C(=O)N1CCN(CC1)C
c12¢(cenc2)e(cecl)S(=0)(=0)N1[C@@H](C)CNCC1
c12¢(cee(c1)CS(=0)(=0)NC)[nH]cc2CCN(C)C
cl2c(ceecl)ec(cec2)S(=0)(=O)NCCCCN
cl2c(cenc2)c(cecl)S(=0)(=O)NCCNC(=N)N
clee(cec1CCN[C@@H](C)[C@H](c1ece(c(c1)NS(=0)(=0)C)0)0)OC
cleene(c1)NS(=0)(=0)clcee(ccl)/N=N/clce(c(ccl1)O)C(=0)O
clece2e(el)ne(c(=0)n2CCN(CC)CC)Celece(ecl)OC
C1(C(=0O)N(c2cccecc2)N(c2ceccc2)C1=0)CC[S@](=0O)clccceel
clecce(ccl)elecc(ecc])[C@@H](C(=0O)SCCN(CC)CC)CC
clee(cec10C[C@@H](CNCCCCCCCC)0)SC(O)C

clee(cecl [C@@H]([C@H](C)NCCCCCCCC)0)SC(C)C
cleee(e(c1)OC[C@@H](CNC(C)C)O)SC
c12¢(ce(c(c1)OC)OC)Nc(nc2N)N1CCN(C(=0)c2nnc(02)SC)CC1
C(=C(C)C)CC/C(=C/CC/C(=C/CSC[C@@H](C(=0)O)N)/C)/C

¢126(c(cee2S(=0)(=0)O)NC(=0)c2cce(c(c2)NC(=0)c2ccce(c2)NC(=0)Ne2ee(coe2) C(=0)Ne2eo(cec2C)C(=0)Ne2e3e(ce(ce3S(=0)(=0)0)S(=0)(=0)0)e(cc2)S(=0)(=0)0)C)e(ce(c 1)S(=0)(=0)0)S(=0)(=0)0

c12c3c(ccec30C[C@H](CNCCOc3ceccc30C)0)[nH]clccec2

c12¢(c(ce(c1)S(=0)(=0)O)N)c(c(c(c2)S(=0)(=0)0)/N=N/clccc(cc1C)clcee(c(c1)C)/N=N/clc(c2c(cc(cc2N)S(=0)(=0)0)cc1S(=0)(=0)0)0)O

clcee2e(cl)C(=0)N(C2=0)CSP(=S)(0OC)OC

C(ENOC(=0O)NC)(\C)/SC
C1=CCC(=CC1)[C@H](C(=O)N[C@@H]1C(=0)N2C(=C(C)CS[C@@H]12)C(=0)O)N
¢1(nnnn1C)SCC1=C(C(=0)O)N2C(=0)[C@]([C@@H]2SC1)(NC(=0)C1S/C(=C(\C(=0O)N)/C(=0)0)/S1)OC
clecc2e(cl)N(cleceecl S2)C[C@@H](C)CN(C)C
clcee2e(cl)N(cleceeclS2)C[C@H]1CCN(CT)C
c12c¢(ccecl)[nH]clc2CCN2[C@@H]3C(=C[C@@H](C[C@]13C(=0)0OC)C2)CC
cleec2e(c1)N(cleceec1S2)CCCN(C)C
cleee2e(cl)N(clec(ceel1S2)S(=0)(=0)C)CCCNICCC(C(=0)N)CC1
C(#N)clcee2e(cl)N(cleceee1S2)CCCNICCC(CC1)O
cleec2e(cl)N(cle(ceenl)S2)CCCN(C)C
cleec2e(cl)N(cle(ceenl)S2)CCCN1CCN(CC1)CCO

clecc2e(cl)C(eleeceel S2)C[C@@H]1CCCN(C1)C
clece(cel)C[C@@H](C)NCCClc2eccee2Sc2eccecl2
cleec(eel)C(elecececl)C[C@H](C)[N+](CC)(CO)C

cleec2e(cl)Neleeceel [P+]12¢2cccce2Ne2eccecl2

¢1(c(C(=0)N[C@@H](C(=0)N[C@@H)(C)[ C@H]([C@@H](C(=O)N[C@@H](C(=0)NCCe2ne(es2)e2ne(cs2)C(=0)NCCC[S+](C)O) C@HJ(C)0)C)0)[C@H](c2e[nH]en2)O[ C@@H2[C@H]([C@H)([C@@H)([C@@H](C0)02)0)0)0[C@H]2[C@H)([C@H]([C@@H]([C/

@@H](C0)02)0)0C(=0)N)O)ne([C@@H)(CC(=0)NINC[C@HJ(C(=ONN)ne IN)C

cl12c3c(c(cde(c3C)c[nt](cc4)CCN(CC)CC)C)[nH]clccec2
cle(ce[nt](cl)C)clee[n+](ccl)C

cl2c¢c(ccecl)[nH]cc2CCN

cl2c(ceecl)[nH]cc2CN(C)C
C#N)clc([nH]nclclc2c(ccee2)[nH]c1)N
C(#N)/C(=C/clcec(c(c1)0)0)/C(=S)N
clcee(ccl)N1CCN(CCe2n[nH]nn2)CCl1



C4461 PI Noninhibitor 175 cleee(e(c1)C)NTCCN(CCe2n3c(CCCC3)nn2)CCl

C4462 PI Inhibitor 175 cleec2e(cl)N(clee(ceclS2)CHC(=O)CCN(CO)CC

C4463 PI Noninhibitor 175 cl12c(ne(c(c3ceece3)n2)N)ne(ncIN)N

C4464 PI Noninhibitor 175 c12¢(c(nc(n2)N(C)C)N2CCCCC2)nc(nc IN1ICCCCCIN(C)C

C4465 PI Noninhibitor 175 ¢12¢(c(nc(n2)N2CCCCC2)N2CCCCC2)ne(ncIN1ICCCCCI)N1CCCCC1
C4466 PI Noninhibitor 175 c12c(cceel)c(cleccec])nc(c2)N1CCNCC1

C4467 PI Noninhibitor 175 c12c¢(ccecl)ncle(c2N)CCCC1

C4468 PI Noninhibitor 175 cl2c(ccec2)ne2e(cl)ecee2

C4469 PI Noninhibitor 175 cl2¢(ccecl)ne(cc2)N1ICCNCCI

C4470 PI Noninhibitor 175 cl2c(ceecl)nclc(c2N)CCNICICCCCC1

C4471 PI Noninhibitor 175 clecc(cel)[C@H](cleceenl)CCN(C)C

C4472 PI Noninhibitor 175 clecce(cel)Celeecenl

C4473 PI Inhibitor 175 clece(cel)[C@H](clececc1CIYOCCNTCCN(Ce2ceeccc2C)CCl
C4474 PI Noninhibitor 175 cleee(ecl)CN(cleceen]l)CCN(C)C

C4475 PI Noninhibitor 175 clcee(ecl)Cnlceencl

C4476 PI Noninhibitor 175 cl12¢(ceecl)oc(c2)C(=0)N1CCN(Cc2ccecc2)CCl1

C4477 PI Noninhibitor 175 c12c¢(ccecl)oc(c2CC)[C@H](CNCCC)O

C4478 PI Noninhibitor 175 clece(eel)[C@H](c1ne(CCN(CC)CC)onl)CC

C4479 PI Noninhibitor 175 clece(cel)elne(NCCN(CCCC)CCCC)onl

C4480 PI Noninhibitor 175 cl12c¢(cc(cec1)O)sc(c2C(=0)clecc(cc1)OCCNICCCCCl)elecc(ecl)O
C4481 PI Noninhibitor 175 clcene(c1)N(Celeesc1)CCN(C)C

C4482 PI Noninhibitor 175 clee[nt](cc1)CC1=C(C(=0)O)N2C(=0O)[C@H]([C@@H]2SC1)NC(=0)/C(=N\OC(C(=0)0)(C)C)/clecsc(nl)N
C4483 PI Inhibitor 175 cleec2e(c1)N(clec(eec1S2)Cl)CCCN(CC)CC

C4484 PI Noninhibitor 175 clce(C2C(=C(C)NC(=C2C(=0)OCC(=0)0O)C)C(=0)OCC(=0)0)scl
C4485 PI Noninhibitor 175 cleee(ccl)N(C1CCN(CC1)C)Celeeesl

C4486 PI Noninhibitor 175 cleee(ccl)N(Celeees1)CCN(C)C

C4487 PI Noninhibitor 175 clee(cec1CN(clnees1)CCN(C)C)OC

C4488 PI Inhibitor 175 cleee2e(cl)/C(=C\CCN(C)C)/clec(ceclS2)Cl

C4489 PI Inhibitor 175 clcee2e(cl)N(clec(ccel1S2)Cl)CCN

C4490 PI Inhibitor 175 clee(c2e(c1C(=0)C)OCCO2)OCIC@@H](CN1CCN(C(=0)/C=C/c2ce(c(c(c2)OC)OC)OC)CC1)O
C4491 PI Inhibitor 175 cleee(cel)/C=C/CN1CCN(C(c2cccec2)c2eccec2)CCl

C4492 PI Inhibitor 175 cl12¢(ccecl)n(c(CN1CCN(C/C=C/c3cccec3)CC1)n2)CCC(=0)clcceccl

C4493 PI Inhibitor 175 cl2c(ceecl)enc(c2)N1CCN(CCCC(=0)c2ccc(cc2)F)CCl

C4494 PI Inhibitor 175 cleee(ecl)[C@@](clcec(ccl)CH(C)OCC[C@H]ICCCNIC

C4495 PI Inhibitor 175 cl2c(ceecl)n(c(CNICCCC1)n2)Cclceec(ecl)Cl

C4496 PI Inhibitor 175 clece(cel)/C=C/CN1CCN([C@@H](c2cceec2)c2ecee(cc2)CCC1

C4497 PI Inhibitor 175 clcee2e(cl)CCelece(cc IN2CCCN(C)CO)Cl

C4498 PI Inhibitor 175 cleee2e(cl)/C(=C\CCN1CCN(CC1)CCO)/clec(eccl1S2)Cl

C4499 PI Inhibitor 175 cleee(eel)[C@H](cleee(ce1)CHHOCCNICCCCC1

C4500 PI Inhibitor 175 cleec2e(c1)N(clee(eec1S2)Cl)CCCCN

C4501 PI Inhibitor 175 clee(ecc1C(cleec(cc)F)CCCN1CCC(CCl)nlc2cce(ce2[nH]c1=0)CHF

C4502 PI Inhibitor 175 cleec2e(c1)C(=C1CCN(CC1)C)elec(cec102)Cl

C4503 PI Inhibitor 175 cleec2e(cl)N=C(clce(cec1S2)CI)NICCN(CCI)C

C4504 PI Inhibitor 175 cleee2e(cl)/C(=C/CCNICCN(CCC(=0O)NC)CCl)/clce(ceclS2)Cl

C4505 PI Inhibitor 175 C=C[C@@]1(C)CCEO)[C@2([C@]3(O)[C@H](C(C)C)CC[C@@H]30)[C@@H]([C@@H]([C@]2(C)01)OC(=0)C)0)O

C4506 PI Inhibitor 175 clec(ec2ele(e(c(=0)02)ClC)OP(=S)(OCC)OCC



C4507
C4508
C4509
C4510
C4511
C4512
C4513
C4514
C4515
C4516
C4517
C4518
C4519
C4520
C4521
C4522
C4523
C4524
C4525
C4526
C4527
C4528
C4529
C4530
C4531
C4532
C4533
C4534
C4535
C4536
C4537
C4538
C4539
C4540
C4541
C4542
C4543
C4544
C4545
C4546
C4547
C4548
C4549
C4550
C4551
C4552

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
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C4697
C4698
C4699
C4700
C4701
C4702
C4703
C4704
C4705
C4706
C4707
C4708
C4709
C4710
C4711
C4712
C4713
C4714
C4715
C4716
C4717
C4718
C4719
C4720
C4721
C4722
C4723
C4724
C4725
C4726
C4727
C4728
C4729
C4730
C4731
C4732
C4733
C4734
C4735
C4736

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

clee(e(e(c1)CNC(=O)CN1C[C@@H](C(=O)N)N(CCCC(c2ccc(ec2)F)c2ecc(cc2)F)CC1)Cl
cleec2e(cl)e(=0O)clecee(c1[nH]2)C(=0)Nclcee(cc1)OCCCN(CCelece(c(c1)OC)0C)C
CEO)([C@H](O)[C@@H]([C@H](C)C1[C@H](C)[C@H](CIC@]2(CC[C@](CX[C@H3CC[C@@](CC)[C@@H]4[C@@H](C)C[C@@H](C5[C@@H](C)C[C@@H](C)[C@@](CO)(0)05)04)03)02)01)0)0C)0
clece(ccl)N([C@@H]1Cc2cceec2[ Ca@H]10C)CCCN(CC)CC
cl12c¢(ceec2)c(c2e(cl)ccec2)C(=0)OCCCCCN(CCCCCOC(=0)/C=C/clcce(c(c1)OC)OC)C
cleee(cel)C(=CC(=0)OCCCN(CCCOC(=0)/C=C/clcc(c(c(c1)OC)OC)OC)C)eleececl
cleec(ccl)elece(ccl)/C=C/C(=0)OCCCN(CCCOC(=0)/C=C/clcc(c(c(c1)OC)OC)0C)C
clee(cec1C(eleee(cc1)OC)C(=0)OCCCN(CCCOC(=0)/C=C/clce(c(c(c1)OC)OC)0C)C)OC
cle(ee(c(c10C)0C)0C)/C=C\C(=0)O[C@H]1CC[C@@H](CC1N([C@H]1CC[C@H](CC1)OC(=0)clcc(c(c(c1)OC)OC)0C)C
c12c¢(ceec2)e(c2e(cl)ececc2)C(=0)OC1ICCC(CCI)N(CICCC(CC1)OC(=0)clec(c(c(c1)OC)OC)0C)C
cle(ee(c(c10C)0C)0C)/C=C/C(=0)OCCCN(CCCOC(=0)clce(c(c(c1)0C)0C)0C)C
cl2c(ceec2)c(c2e(cl)ccec2)C(=0)OCCCN(CCCOC(=0)clee(c(c(c1)OC)OC)0C)C
cleec2e(cl)e(=0)clecce(c1[nH]2)C(=0)Ncleee(cc1)OCCCNI1Ce2ec(c(cc2CC1)0C)0C
clec(e(cclC[C@@H]1c2cc(c(cc2CCN1)OC)OC)0OC)0C
clee2e(c(c1)OC)C(=0)cle(c(c3c(c10)[C@H](C[C@](C(=0)C)(C3)O)O[C@H]1C[C@@H]([C@@H]([C@H](C)O1)O)NC(=0)C)0)C2=0
cleee(ecl)OC(=0)N1C=C[C@H](c2ccc(cc2)OC)C(=C1)C(=0)CC
cleee(ecl)OC(=0)N1C=C[C@H](c2ccc(cc2)C)C(=C1)C(=0)C
cleee(ecl)OC(=0)N1C=C[C@H](c2cccecc20C)C(=C1)C(=0)C
cleee(ecl)OC(=0)N1C=C[C@H](c2ccc(cc2)OC)C(=C1)C(=0)C
cleee(ecel)OC(=0)N1C=C[C@H](c2ccc(cc2)C)C(=C1)C(=0)CC
clcee(eccl)OC(=0)N1C=C[C@H](c2cccec20C)C(=C1)C(=0)CC

cleece(cel)/C(=C(/clccecc \CCCl)/cleec(cc1)OCCNC

clee(cecl [C@@H](C1(CCCCC1)0)CNC)OC
cleec2e(cl)c(=0)clecee(c1[nH]2)C(=0)Nclcee(cc1)CN(Celeee(c(c1)OC)OC)C
cleee(cel)/C(=C(/clcceccl )\CC)/elece(cc1)OCCNC
cleee(ecl)C(cleceec])CCN(C(=0O)CN(C(=0)CNCCC(C)C)CCceleee(cc1 CHCIHCC(=O)N
cleec2e(e)[C@@H](cleecc(cc1)OCCN(CC)CC)C(cleee(cc1)OC)C(=0)02
cleee(eel)C(=0)OCCN(Celcee(ec1)OC)CCN(Celeee(cc1)OC)CCOC(=0)cleceecl
clece(cel)COclec(ec(c10Ccelecceel)OCcleceecl)C(=0)OCCN(CC)CC
cle(ee(C)nclC)ele(ce2e(c1F)n(ccle2nn(c1=0)C1CCC(CC1)N(C)C)CICCI1)F
cleec2e(cl)e(=0)cc(clecc(c(c10C)0C)0C)02
C(#N)clc(c2cec(cec2)Cl)e2e(CC(CY(C)CC2=0)n(c1=S)C1[C@@H]([C@H]l([C@@H]([C@@H](COC(=0)C)O1)OC(=0)C)OC(=0)C)OC(=0)C
c12c(ccec2)ce(ccc]l)[C@@H](C(=0)OCCN1CCN(CC1)CCOC(=0)[C@H](c1c2c(ccel)cecc2)C)C
cleec2e(cl)e(=0O)clccec(c1[nH]2)C(=0O)Nclcee(ecc)CCN(Celeee(e(c1)OC)OC)C
cleee(cel)C1=C(c2cce(cc2)OCCN2CCCC2)c2cce(cc2CC1)0C
cl2c¢(ccec2)c(ceel ) OC[C@@H](CN1CCN(c2eceec20C)CC1)O
clcee(ecl)CN(CCOC(=0)C1=C(C)NC(=C(C(=0)OC)[C@@H]1clccec(cl)[N+](=0)[O-])C)C
cl2c3ceccl [C@]1(C[C@H](CN([C@@H]1Cc2cn3C)C)COC(=0O)clec(encl)Br)OC
cl12¢(cececl)n(c(CN1CCN(CC(=O)NC(C)C)CC1)n2)CCC(=0)clceccel clec(ce(cl)[N+](=0)[O-
DCIC(=C(C)NC(=C1C(=0)OCCOCC)C)C(=0)0CcCcocce
clcec2e(cl)e(=0O)clccee(c1[nH]2)C(=0)Nclcec(cc 1 )CCCN(Celeee(c(c1)OC)0C)C
cleee(cel)/C(=C(/clcee(cel)OC)\eleec(cc)OCCNICCCC)/[N+](=0)[O-]
clece(cel)[C@H](CCN)Oclece(ecl)C(F)(F)F

cleee2e(cl)C(=CCCNC)cleecce1CC2

clee(e(c2el [C@@H]([C@@H]1c3c(ccdc(c30C)0CO4)CCN1C)0C2=0)0C)0C
c12¢(ce(c(c1)OC)OC)nenc2Nelecee(cl)Br



C4737 PI Inhibitor 175 cleec2e(cl)c(=0)clecee(c1[nH]2)C(=0O)Nclcee(cc1)CCCCN(Celece(c(c1)OC)0OC)C

C4738 PI Inhibitor 175 clecc2e(cl)N(elec(eecl[S@]2=0)Cl)CCCN(C)C

C4739 PI Inhibitor 175 C#HCCOC(=0O)[C@](clceceecl)(CICCCCCI)O)CN(CO)CC

C4740 PI Inhibitor 175 c12c¢(cc(c(c1)0OC)OC)[nH]e(c2CCN1CCN(c2cecec2)CC1)C

C4741 PI Inhibitor 175 cl2c¢(ccecl)nele(c2NC(=0)Cc2ccccc2)CCN1Celceceeccel

C4742 PI Inhibitor 175 clec(cec1C(elece(ccl)F)CCCNICCC(c2eec(c(c2)C(F)(F)F)CI)(CC1)O)F

C4743 PI Inhibitor 175 cleee(c(c1)CCNCC(=0)N(CC(=0O)N(CC(=O)N)CCclcec(ceIC)CCCelece(cc1CICIF
C4744 PI Inhibitor 175 clee(ccc1ICCNCC(=O)N(CC(=0O)N(CC(=O)N)CCclcec(cec1Cl)CI)CCeleee(cc1CHCIF
C4745 PI Inhibitor 175 clee(ce(c1)OC)/C=N\OC[C@@H](CN1CCN(c2cceecc20C)CC1)O

C4746 PI Inhibitor 175 cleec2e(cl)C(=Nclceccc C2)NTICCN(CCI)C

C4747 PI Inhibitor 175 clee(ce(e1)CHCN1C(=S)NC(=S)N(Cc2ccee(c2)Cl)CC1

C4748 PI Inhibitor 175 cleee2e(cl)e(=0)clecce(c1[nH]2)C(=0)Ncleee(cc1)CCCCCN(Celeee(c(c1)OC)OC)C
C4749 PI Inhibitor 175 clcee2e(el)N(cleccec102)CCCCN1CCOCCT

C4750 PI Inhibitor 175 cleec2e(c1)N(cleceec102)CCCCNICCCCCL

C4751 PI Inhibitor 175 cleec2e(cl)N(cleceec102)C(=0)CN1CCCCC1

C4752 PI Inhibitor 175 clcec2e(cl)N(cleceec102)CCCN(CO)CC

C4753 PI Inhibitor 175 cleec2e(cl)N(cleccec102)CCCN(CCO)CCO

C4754 PI Inhibitor 175 cleec2e(cl)N(cleceec102)CCCNICCOCCH

C4755 PI Inhibitor 175 cleec2e(cl)N(cleceec102)CCCNICCCCCl

C4756 PI Inhibitor 175 cleece(ccl)NC(=N)NC(=O)clc(nc(c(nl)CHN)N

C4757 PI Inhibitor 175 clc2e(ccclOC(=O)NCN([C@H] 1 [C@@]2(C)CCNIC)C

C4758 PI Inhibitor 175 cleec2e(cl)c(=0)clecee(c1[nH]2)C(=0)Nclcee(cc1)OCCCN(Celeee(c(c1)OC)OC)C
C4759 PI Inhibitor 175 clee2e(ccCN1CCN(C/C=C(\C)/CC/C=C(\C)/CCC=C(C)C)CC1)0C02

C4760 PI Inhibitor 175 cleee2e(cl)/C(=C/CCN1CCN(CC1)CCO)/clec(cecc10C2)Cl

C4761 PI Inhibitor 175 clee(cec1C(=0)CCCN1CCC(C(=0O)N)(CCI)NICCCCCI1)F

C4762 PI Inhibitor 175 clee2e(ccl/C=C/C1[C@@H](c3ccc4e(c3)0C04)C=C[C@H](C(=O)N3CCCCC3)[C@H]1C(=0O)N1CCCCC1)0CO02
C4763 PI Inhibitor 175 cleee(cel)C(=C1CCN(CC1)CCOCCOCCO)clcccecl

C4764 PI Inhibitor 175 cleec2e(cl)C(=CICCN([C@@H]1C)CC)clcecece1 CC2

C4765 PI Inhibitor 175 cleee(ecl)/C(=C\1/CCN(CC)C1)/clecc(ccl)F

C4766 PI Inhibitor 175 C1(=0)C(=0)C[C@@]2(O)[C@@H](C1)CC[C@H]1[C@H]3CC[C@H](CO)[C@]3(C)CC[C@@H]21
C4767 PI Inhibitor 175 cleec2e(cl)c(=0)clecee(c1[nH]2)C(=0)Nclcee(cel)/C=C/CN(Cclecee(c(c1)OC)0OC)C
C4768 PI Inhibitor 175 cleee(cel)C[C@H](C)NCCC(cleeceel)elecceeel

C4769 P1 Inhibitor 175 cleee(ee)[C@H]1C(=0)0[C@@H](C)[C@H](C(FON[C@@H](C(=O)N2[C@@H](C(=O)N([C@@H](C(=0)N3[C@@H](C(=0)N1)CC(=0)CC3)Cclcec(cc)N(C)C)C)CCC2)CCINC(=0)ele(ceenl)O
C4770 PI Inhibitor 175 cleee(ccl)C(clecceel )(C(=O)OCCN(CC)CO)CCC

C4771 PI Inhibitor 175 clece2e(el)N(elec(eec1S2)CI)CCCNICCN(CC1)C

C4772 PI Inhibitor 175 clec(eecl/C(=N\CCCC(=0O)N)/clcc(ccc1O)F)Cl

C4773 PI Inhibitor 175 cleee(ccl)CCC(=0)clcecccl OC[C@@H](CNCCC)O

C4774 PI Inhibitor 175 cleee(ccl)CCC(=0)clceeccc1OC[C@H](CN(CCC)C)O

C4775 PI Inhibitor 175 cleee(cc1)CCC(=0)clceccc1OC[C@H](CN(C)C)O

C4776 PI Inhibitor 175 cleee(ecl)CCC(=0)cleccec1OC[C@@H](CN(C(C)C)C(C)C)O

C4777 PI Inhibitor 175 cleec2e(cl)e(=0)clecee(c1[nH]2)C(=0O)Nclcee(ce1)C/C=C/CN(Cclece(c(c1)OC)0C)C
C4778 PI Inhibitor 175 cleee(ecl)CCC(=0)cleccec1OC[C@H](CNCeleceecl)O

C4779 PI Inhibitor 175 cleee(cel)CCC(=0)cleeecccOC[C@H](CN1CCCC1)O

C4780 PI Inhibitor 175 clece(cel)CCC(=0)clcceccl OC[C@@H](CN1CCN(c2cceec2C)CC1)O

C4781 PI Inhibitor 175 cleee(cel)CCC(=0)clececc lOC[C@H](CN1CCN(c2ece(cc2)OC)CC1)O

C4782 PI Inhibitor 175 cleee(ccl)CCC(=0)clcececc1 OC[C@@H](CCC)O



C4783 PI Inhibitor 175 cleee(ccl)CCC(=0)clceccc1OC[C@H](CN(CC)CC)O

C4784 PI Inhibitor 175 cleee(eel)CCC(=0)clecceclOC[C@H](CN1CCCCC1)0

C4785 PI Inhibitor 175 cleee(ccl)CCC(=0)clcee(cel)OC[C@H](CN1CCN(c2eec(cc2)F)CC1)O

C4786 PI Inhibitor 175 cleee(ecl)CC[C@H](clcececOC[C@H](CN1CCN(c2cec(cc2)F)CC1)0)O

C4787 PI Inhibitor 175 cleee(ccl)CCC(=0)clcee(cel)OC[C@@H](CN(C(C)C)C(C)C)O

C4788 PI Inhibitor 175 clec2e(e(c1)C(=0)Nclee(cccl)CCN1Ce3cc(c(cc3CC1)OC)OC)[nH]clcecec(c1¢2=0)OC
C4789 PI Inhibitor 175 cleee(cel)CC[C@@H](clcceec 1OC[C@H](CN(C(C)C)C(C)C)O)O

C4790 PI Inhibitor 175 cleee(ecl)CC[C@@H](cleceecc10C[C@@H](CN(C(C)C)C(C)C)O)OC

C4791 PI Inhibitor 175 cleee(ecl)CCC(=0)cleccec 1 OC[C@@H](CNelecece1)O

C4792 PI Inhibitor 175 clece(ccl)CCC(=0)cleececcOC[C@H](CN1CCN(Ce2ccccec2)CC1)0

C4793 PI Inhibitor 175 cleee(cel)CCC(=0)clececcl OC[C@H](CN1CCN(c2ecce(cc2)F)CC1)0

C4794 PI Inhibitor 175 cleee(cel)CCC(=0)clcececcc1OC[C@H](CNeleee(cel)C(=0)0C)O

C4795 PI Inhibitor 175 cleee(ecl)CCC(=0)cleccec1OC[C@@H](CNelcee(ecl)C(F)(F)F)O

C4796 PI Inhibitor 175 cleee(cel)CCC(=0)clceecc1OC[C@H](CNelece(ccl)[N+](=0)[O-])O

C4797 PI Inhibitor 175 cleee(cel)C(=0)N(CCO)C[C@H](COcleccec1 C(=0)CCclceeccl)O

C4798 PI Inhibitor 175 clcee(ecl)CCC(=0)cleccec1OC[C@@H](CN(Celeccecl)CCC)O

C4799 PI Inhibitor 175 cleee(c(c1)CCN1Ce2cec(c(cc2CC1)OC)OC)NC(=0)clccec2el[nH]clccee(c1¢2=0)OC
C4800 PI Inhibitor 175 cleee(ecl)CI(CCN(CCHC[C@H](COclcecec1 C(=0)CC)O)O

C4801 PI Inhibitor 175 cleee(cel)C(=0)N1CCN(C[C@@H](COc2ceccc2C(=0)CCc2cccec2)O)CCl
C4802 PI Inhibitor 175 cleee(ccl)CCC(=0)clececcl OC[C@@H](CN1CCOCC1)O

C4803 PI Inhibitor 175 cleee(ccl)CCC(=0)clceeccOC[C@@H](CN1CCC(c2eccec2)(CC1)0)0

C4804 PI Inhibitor 175 cleee(ecl)CC[C@H](clcecce lOC[C@H](CN1CCCCC1)0)0O

C4805 PI Inhibitor 175 cleee(cel)CC[C@@H](clcceec1OC[C@H](CN1CCCCC1)0)0C

C43806 PI Inhibitor 175 cleee(ecl)CC[C@@H](cleccec1OC[C@H](CN1CCOCC1)0)OC

C4807 PI Inhibitor 175 cleee(ecl)CC[C@@H](cleceec10C[C@@H](CNCCC(cleceec])elececc1)0)OC
C4808 PI Inhibitor 175 cleee(ecl)CI(CCN(CCHC[C@H](COclcecec1 C(=0)C)0)O

C4809 PI Inhibitor 175 cl2c(ccee2)c(cecl)CCC(=0)clceccc OC[C@@H](CN1CCCCC1)O

C4810 PI Inhibitor 175 clee2e(c(c1)C(=0)Nclee(cecec1)CCCN1Ce3cee(c(cc3CC1)OC)OC)[nH]elecee(c1¢2=0)0OC
C4811 PI Inhibitor 175 cl2c¢(ceec2)c(cecl)CCC(=0)clceccc1OC[C@H](CN(C(C)C)C(C)C)O

C4812 PI Inhibitor 175 cl12c¢(ceec2)c(ceel)CCC(=0)cleccccOC[C@H](CN1CCOCCT)0O

C4813 PI Inhibitor 175 cl12c¢(ceec2)c(ceel)CCC(=0)cleecccc1OC[C@H](CN1CCC(c2cececec2)(CC1)0)0
C4814 PI Inhibitor 175 c12¢(ceec2)c(ceel)CCC(=0)clecccc 1 OC[C@@H](CNCCC(clceccel)elecceel)O
C4815 PI Inhibitor 175 cleee(ecl)C(=0)cleccec 1 OC[C@@H](CN1CCN(c2ece(cec2)F)CC1)O

C4816 PI Inhibitor 175 cleee(ecl)C(=0)cleccecOC[C@H](CN1CCC(c2ccecc2)(CC1)0)0

C4817 PI Inhibitor 175 cleee(ccl)CCC(=0)clec(cecl OC[C@@H](CN1CCN(Cc2cceecc2)CC1)0)O

C4818 PI Inhibitor 175 cleee(ccl)CCC(=0)clec(cccOC[C@H](CNCCC)O)OCclececcl

C4819 PI Inhibitor 175 clcee(ecl)CCC(=0)clec(cccOC[C@@H](CN1CCCCC1)0)OCclcececl

C4820 PI Inhibitor 175 cleee(cel)CCC(=0)clec(cecl OCIC@@H](CN(C(C)C)C(C)C)O)OCcelecceel
C4821 PI Inhibitor 175 clec2e(e(c1)C(=0)Nclcc(cccl)CCCN(Celeee(c(c1)OC)OC)C)[nH]clceee(c1¢2=0)OC
C4822 PI Inhibitor 175 cleee(ccl)CCC(=0)clee(cccOC[C@H](CN1CCN(Cc2ccecc2)CC1)0)OCcelccceccl
C4823 PI Inhibitor 175 cleee(ecl)CC[C@@H](cleceec10C[C@@H](CN1CCN(c2ccee(cc2)F)CC1)0)0C
C4824 PI Inhibitor 175 cleee(ee])[C@@](C(=0)O[C@@H]1CCCN(C1)C)(C1CCCCC1)O

C4825 PI Inhibitor 175 cleee(ecl)C[C@@](clecceel )([C@@H](C)CN(C)C)OC(=0)CC

C4826 PI Inhibitor 175 cleece2e(c1)C=Ccleceec1C2CCCNC

C4827 PI Inhibitor 175 c12¢(ne(ncIN1CCC(CCI1)NC[C@H]1c3cccee3COc3ccceel 3)NCC=C)n(ecn2)CC=C

C4828 PI Inhibitor 175 c12¢(nc(ncINCC=C)N1CCC(CC1)NCC(clcee(cel)F)cleee(ecl)F)n(en2)CC=C



C4829
C4830
C4831
C4832
C4833
C4834
C4835
C4836
C4837
C4838
C4839
C4840
C4841
C4842
C4843
C4844
C4845
C4846
C4847
C4848
C4849
C4850
C4851
C4852
C4853
C4854
C4855
C4856
C4857
C4858
C4859
C4860
C4861
C4862
C4863
C4864
C4865
C4866
C4867
C4868
C4869
C4870
C4871
C4872
C4873
C4874

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

c12¢(nc(nc INCC=C)N1CCC(CC1)NC[C@@H]1c3cccec3COc3cccecl3)n(ecn2)CC=C
c12¢(ne(ncINCC=C)N1CCC(CCI)NC[C@@H]1c3ccecec3CCe3ec(cec13)OC)n(en2)CC=C
clec2e(e(c1)C(=0)Ncleee(cc1C)OCCCN(Celece(c(c1)OC)OC)C)[nH]clccee(c1c2=0)C
c12c(cc(cecl)Chncle(cc(ccl)OC)e2N[C@H](C)CCCN(CC)CC

c12c¢(cce(c1)OC)ncee2[C@@H]([C@H]1 C[C@@H]2CCN1C[C@H]2C=C)O
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cleec2e(cl)e(=0)clccee(c1n2C)C(=0)Nclcec(ecc)CCN(Celeee(e(c1)OC)OC)C
cleec2e(c)[C@H](clcec(cc1S(=0)(=0)N2C)CI)CNC1CCN(c2nc(ne(n2)NCC=C)NCC=C)CC1

clece2e(cl)CCeleccec I C2CNC1CCN(e2ne(ne(n2)CI)NCC=C)CC1

cleee2e(c1)CCeleccec1 C2CNC1CCN(e2ne(ne(n2)OC)NCC=C)CC1

cleee2e(c1)CCelec(cecl [C@H]2CNC1CCN(e2ne(ne(n2)NCC=C)NCC=C)CC1)0C
clec(eec1C(eleec(ccl)F)NTCCN(CC1)Nelne(ne(nl)NCC=C)NCC=C)F

cleec2e(c1)CCeleceec1 C2C(=0)NNI1CCN(c2ne(ne(n2)NCC=C)NCC=C)CC1

clee(ce(c1)C(F)(F)F)C1(CCN(CCCC(=0)c2cce(cc2)F)CC1)O

cleee(ee]l)[C@](CCYCOC(=0)clce(c(c(c1)OC)OC)OC)N(C)C



C4967 PI Inhibitor 175 cleec2e(c1)CCelececec IN2C[C@@H](C)CN(C)C

C4968 PI Inhibitor 175 clec(ececlC)[C@@](clece(ccl)OCCN(CC)CC)(Celece(cec])CO

C4969 PI Inhibitor 175 clec2e(e(c1)C(=0)Nclcec(ccl)CCN(Celeee(c(c1)OC)OC)C)[nH]clc(ccee 1 [N+](=0)[O-])c2=0

C4970 PI Inhibitor 175 clcee2e(cl)C=Ccle(ccenl)[C@@H]20C1C[C@H]2CC[C@@H](C1)N2C

C4971 PI Inhibitor 175 clece(cel)C1=C(c2cce(cc2)OCCN(CC)CC)c2cce(cc2CC1)OC

C4972 PI Inhibitor 175 C1=C2C[C@H](CC[C@]2(O)[C@@H]2CC[C@@]3(C(=0)CC[C@H]3[C@@H]2C1)C)OCCN(CC)CC

C4973 PI Inhibitor 175 cleee(cel)C(=CICCN(CC(=0O)N)CCl)clcee(ccl)Cl

C4974 PI Inhibitor 175 clcee(ecl)C(=C1CCN(CC1)CCOCC(=0)N)clcee(cec1)OC

C4975 PI Inhibitor 175 cleee(ecl)[C@H](clcec(ccl)CI)NICCN(CC1)CCOCC(=0O)N

C4976 PI Inhibitor 175 cleee(ecl)C(=C1CCN(CC1)CCOCCOCC(=0O)N)clcececl

C4977 PI Inhlbltor 175 CI(=0)[C@H](C(C)CNC(=0)[C@H](C(C)C)OC(=0)[C@H)(C)OC(=0)[C@@H](C(C)CINC(=0)[C@@H](C(C)C)OC(=0)[C@@H](C(C)CNC(=0)[C@H](C)OC(=0)[C@@H](C(C)C)NC(=0)[C@@H](C(C)C)OC(=0)[C@@H](C(C)CINC(=0)[C@@H](C)OC(=0)[C@H](C(C)C)N1
C4978 PI Inhibitor 175 CHN)[C@](clecceel)(cleee(e(c1)OC)OC)CCCNClc2ececc2CCe2eccecl2

C4979 PI Inhibitor 175 clec2e(e(c1)C(=0)Nclcee(cc1)CCN(Celeee(c(c1)OC)OC)C)[nH]clc(ccec1F)e2=0

C4980 PI Inhibitor 175 CHN)[C@@](clcee(c(c1)OC)OC)(CCCNC(clecceel)cleceecl)C(C)C

C4981 PI Inhibitor 175 C(#CCNCC(clceeecl)cleceeel ) C[C@@](C#N)(clcee(c(c1)OC)OC)C(C)C

C4982 PI Inhibitor 175 C(#CCNCICCN(c2nce(nc(n2)NCC=C)NCC=C)CC1)C[C@@](C#N)(clccc(c(c1)OC)OC)C(C)C

C4983 PI Inhibitor 175 CHN)[C@@](cleece(c(c1)OC)OC)(CCCNC1c2eccec2CCe2eecccl2)C(C)C

C4984 PI Inhibitor 175 CHN)[C@@](cleee(c(c1)OC)OC)(CCCNClc2eceec2e2eccecl2)C(C)C

C4985 PI Inhibitor 175 cleee(ecl)CCC[C@@H](clece(c(c1)OC)OC)N(C)C

C4986 PI Inhibitor 175 c12¢(ceee1)[nH]e1c2CCN2C[C@@H](C[C@]1(c1ec3c(cc 10CN([C@@H] 1 [C@@]43CCN3[C@@H]4[C@](C=CC3)(CO)[C@H]([C@@]1(C(=0)0C)0)OC(=0)C)C)C(=0)OC)C[C@](CC)(C2)O
C4987 PI Inhibitor 175 clee(cc2cl[C@]13CCN4[C@@H]1[C@](C=CC4)(CO)[C@H]([C@](C(=O)OC)([C@H]3N2C)O)OC(=0)C)OC

C4988 PI Inhlbltor 175 C(=C\C[C@@H](O)[C@H)([C@H]IC(=0)N[C@@H](C(=0)N(CC(=O)N([C@H)(C(=O)N[C@H](C(=O)N([C@@H](C(=0)N[C@H](C(=O)N[C@H](C(=O)N([C@H)(C(=O)N([C@H)(C(=O)N([C@@H](C(=0)N1C)[C@@H](C)CC)C)CC(C)C)C)CC(C)C)C)C)C)CC(C)C)O)C(C)C)ICC(O)C)C)O)C@H)(C)0)0)/C
C4989 PI Inhibitor 175 clcee(ecl)/C=c\1/c(=0)[nH]/c(=C\c2ccec(c2)C(=0)Nc2ece(ce2)CCN2Ce3ec(c(cc3CC2)0C)0C)/c(=0)n1C

C4990 PI Inhibitor 175 clee(c2e(cl)c(=0O)clcece(c1[nH]2)C(=0)Nclcec(cc1)CCN(Celeee(c(c1)OC)OC)C)C

C4991 PI Inhibitor 175 cleee(eel)[C@@H]([C@@H](CNICCN(C[C@H](c2ccceec2)OC)CC1)0)0C

C4992 PI Inhibitor 175 clece(eel)C(=0)clece(eel)/C=C/C(=0)0[C@H]I C[C@@HR2[C@@]([C@H3[C@]1(C(=0)[C@@H](C1=C(C)[C@H](C[C@](C{C)C)([C@H]30C(=0)cl ceeee 1)0)OC(=0)C)OC(=0)C)C)(CO2)0C(=0)C
C4993 PI Inhibitor 175 clece(cel)Cl(c2eecec2)C(=0)N(C(=0)N1)CCCN1CCN(c2cecec2)CCl

C4994 PI Inhibitor 175 cleee(ecl)Cl(c2cecce2)C(=0)N(CCCN2CCN(c3cecce3)CC2)[C@H](C)N1

C4995 PI Inhibitor 175 clece(eel)elee(=0)n(CCCN2CCN(c3ceceen3)CC2)nlcelecceel

C4996 PI Inhibitor 175 clecee2e(el)e(=0)n1c([C@H]3C[C@@]4(cScceccSN(C(=0)C)[C@H]4N3C(=0)C1)C(C=C)(C)C)n2

C4997 PI Inhibitor 175 cleee2e(el)e(=0)n1c([C@H]3C[C@@]4(cScceceSN(C(=0)C)[C@H]4N3C(=0)[C@@H]1C)C(C=C)(C)C)n2

C4998 PI Inhibitor 175 cleee2e(c1)N(C(=0)CC(C)C)[C@H](C(=0O)N2)CC

C4999 PI Inhibitor 175 clee2e(e(c1)C(=0)Nclcee(cc1)CCN(Celeee(c(c1)OC)OC)C)[nH]clc(cecee10C)c2=0

C5000 PI Inhibitor 175 cleec(cel)C(cleccec)NTCCN(CCCn2c3cecee3[nH]c2=0)CC1

C5001 PI Inhibitor 175 c12¢(ne(nc INCC=C)N1CCC(CCI)NC[C@@H]1c3cccee3C(=0)Nc3ceceecl3)n(en2)CC=C

C5002 PI Inhibitor 175 clee2e(c(c1)NCCCNCCO)C(=0)clecec(c1C2=0)NCCCNCCO

C5003 PI Inhibitor 175 c12¢(ceeel)ne(ec2)C(=0)N[C@H](C(=O)N[C@@H](Cclcccce)[C@@H](CN1[C@H](C(=O)NC(C)(C)C)C[C@@H]2CCCC[C@@H]2C1)0)CC(=0)N
C5004 PI Inhibitor 175 cleee(ecl)C(cleccec])(CICCN(CCC[C@@H](c2cce(ce2)C(C)(C)C)O)CCHO

C5005 PI Inhibitor 175 cleee(ecl)C(cleceecl)C[C@H](CNC(C)C)O

C5006 PI Inhibitor 175 cleee(ccl)C(=0)C[C@H]1CCC[C@@H](C[C@@H](c2ccecc2)O)N1C

C5007 PI Inhibitor 175 cleee(ecl)C(cleececl)(CCCN1ICCCCCL)O

C5008 PI Inhibitor 175 c12¢(c(nc(n2)N(C[C@H](C)O)CCO)N2CCCCC2)ne(ncIN1ICCCCCIN(C[C@@H](C)0)CCO

C5009 PI Inhibitor 175 cleec2e(c1)CCeleccec 1 C2N1CCN(C[C@H](CNe2ne(ne(n2)NCC=C)NCC=C)0)CCl1

C5010 PI Inhibitor 175 clee2e(e(c1)C(=0)Nclcee(ccl)CCCCN(Celeee(e(c1)OC)OC)C)[nH]elc(cccc1N)c2=0

C5011 PI Inhibitor 175 c12c¢(ccecl)necec2[C@H]([C@H]1 C[C@@H]2CCN1CC2C=C)0O

C5012 PI Inhibitor 175 clece2e(cH[C@@H](C([C@H](C)N2C(=0)clcce(ce1)C)O)N1CCCC1



C5013
C5014
C5015
C5016
C5017
C5018
C5019
C5020
C5021
C5022
C5023
C5024
C5025
C5026
C5027
C5028
C5029
C5030
C5031
C5032
C5033
C5034
C5035
C5036
C5037
C5038
C5039
C5040
C5041
C5042
C5043
C5044
C5045
C5046
C5047
C5048
C5049
C5050
C5051
C5052
C5053
C5054
C5055
C5056
C5057
C5058

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleee(ccl)CNICCN([C@H]2¢3cccce3N(C(=0)c3ccec(ce3)C)[C@@H](C)[C@@H]20)CC1
cleec2e(c)[C@@H]([C@H]([C@H](C)N2C(=0)clcce(cc1)C)O)N[C@H](C)CCCN(CC)CC
clece(ccl)CN[C@H]1c2cccce2N(C(=0)c2ccce(cc2)C)[C@@H](C)[C@w@H]10
cl2¢(ceeel)[nH]c1c2CCN2[C@H]1C[C@H]1[C@H](C(=0)OC)[C@H](CC[C@H]1C2)O
C1=C2CC[C@H]3[C@@H]4CC[C@@H]([C@@]4(C)CC[C@@H]3[C@@]2(C)CCC1=0)0
C1(=0)CC[C@H]2[C@H]3CC[C@H]4C[C@@H](CC[C@]4(C)[C@H]3CC[C@@]12C)O
c12¢(c(nc(n2)N(CCO)CCO)N2CCCC2)ne(ncIN1CCCCI)N(CCO)CCO
clee2e(e(c1)C(=0)Nclcee(ccl)CCCCN(Celeee(e(c1)OC)OC)C)[nH]clcee(cc1c2=0)0C
¢12¢(c(nc(n2)N2CCCCC2)N2CCCCC2)ne(ncIN1ICCCCCI)N(CCO)CCO
¢12¢(c(nc(n2)N2CCN(CC2)C)N2CCCCC2)nc(nc INICCCCCI)N(CCO)CCO
¢12¢(c(nen2)N2CCCCC2)nc(ncIN1CCCCC1)N(CCO)CCO
c12¢(c(ne(n2)N(CCO)CCO)N2c3ceccc3CCC2)ne(nclN1c2eccecc2CCC1)N(CCO)CCO
¢12¢(c(nc(n2)N2CCCCC2)N(CCO)CCO)ne(ncIN(CCO)CCO)N1CCCCCl
c12c¢(ne(c(c3ceece3)n2)N2CCCCC2)ne(ncIN(CCO)CCO)N1ICCCCC1
clcee(ecl)[C@](CCN1CCCCl)(C1CCCCCl)O
C(#N)clc([nH]nc1/C(=C\clee(e(c(c1)C(C)(C)C)O)C(C)(C)C)/CHN)N
cleee(ecl)C(clee(e(c(c1)CNICCCCC1)O)CNICCCCCL)(C)C
clece(ccl)CNI[C@@H](c2ne3cecee3c(=0)n2[C@@H]1clece(c(c1)0)0)C
clec2e(e(c1)C(=0)Ncleee(ccl)CCN1Cce3cece(c(ec3CC1)0OC)OC)[nH]ele(ceec1F)e2=0
clece(c(c1)C)NICCN([C@@H]2Cc3cee(cc3CC2)0)CC1

clee(ec2el C[C@@H]1 [C@@H](C)[C@@]2(C)CCN1CC=C(C)C)O
clec(eccl/C(=C(/clecc(cc1)O)\CC)/CC)O
cleee(cel)CN(CCOC(=0)C1=C(C)NC(=C([C@@H]1clccce(c)[N+](=0)[O-D[P@@](=0)(N(C)C)OCC)C)C
clcee(ecl)CN(celececc1)CCOC(=0)C1=C(C)NC(=C([C@@H]1clccee(c1)[N+](=0)[O-])P1(=0)OCC(C)(C)CO1)C
cleee(cel)CN(cleceece[C@]1(CO)[C@@H](C(=0)0)[C@H](c2ccee(c2CC)[N+](=0)[O-])C(=C(C)N1ICCN1CCOCCI1)P1(=0)OCC(C)(C)CO1
cleee(ecl)[C@H][C@H](CCCN1)NCclee(cec1OC)N(C)S(=0)(=0)C
cleee(eel)C[C@@H]([C@@H](CN(CC(C)C)S(=0)(=0)clcee(cc1)N)O)NC(=0)O[C@H]1CCOC1
cleee(ccl)OCCCN(CCN(CCCOclceeccl)S(=0)(=0)cleccecl)S(=0)(=O)clcceccl
clcee2e(cl)CCeleceec1Cl2¢2ccecc2CNIC
c12¢(cce(c1)NS(=0)(=0)C)[nH]c(c2)C(=0)N1CCN(c2ce(cen2)NC(C)C)CC1
cleee(cel)CC[C@@H](/C=C/S(=0)(=0O)clcccecl )NC(=0)[C@H](Cclcccec )NC(=O)N1CCOCC1
c12¢(ce(cc1)OC)ne([nH]2)[S@@](=0)Cclec(c(c(enl)C)OC)C
cl2c(ceec2)c(cecl)N(C(=S)Sclnc2c(ccec2)ol)C
clee(cec1C)S[C@H](clece(c(c1)OCCelenc[nH]1)OC)CCCCCCN1Ce2cc(c(cc2CC1)OC)0C
clee(c(cel [C@@H](CCCCCN1Ce2cece(c(cc2CC1)OC)OC)SC1CCCCC1)OC)0C

clee(c(cel [C@@H](CCCCCN1Cc2cee(c(cc2CC1)OC)OC)SCCCCC)OC)0C
clee(cec1C)S[C@H](clecc(c(c1)OC)OC)CCCCCN1Cc2cee(c(cc2CC1)OC)OC
clec(eec1C)S[C@H](cleee2e(c1)OCO2)CCCCCN1Ce2ec(c(cc2CC1)OC)0C
cleee(cel)C(elecececl)SCICCN(c2ne(ne(n2)NCC=C)NCC=C)CC1
clec(ecc1C(cleec(ccl)F)NTCCN(c2ne(ne(n2)NCC=C)NCC=C)CCI1)F
C(=C(C)C)CC/C(=C/CC/C(=C/CC/C(=C/CSC[C@@H](C(=0)OC)N)/C)/C)/C
C(=C(C)C)CC/C(=C/CC/C(=C/CSC[C@H](C(=O0)N)NC(=0)C)/C)/C
C(=C(C)C)CC/C(=C/CC/C(=C/CSC[C@@H](C(=0)NC)NC(=0)C)/C)/C
C(=C(C)C)CC/C(=C/CC/C(=C/CSC[C@@H](C(=0)OC)NC(=0)C)/C)/C
cleee(eel)SC[C@@H]([C@@H](CN1[C@H](C(=0O)NC(C)(C)C)C[C@H]2CCCC[C@H]2C1)O)NC(=0O)clccec(c1C)O
cleee2e(cl)e(=0)n(c(=0)[nH]2)CCCCNI1CCN(c2cccec2SCCC)CC1



C5059 PI Inhibitor 175 cleec2e(cl)c(=0)clecee(c1[nH]2)C(=0)Nclcee(cc1)SCCCN(Celece(c(c1)OC)0OC)C

C5060 PI Inhibitor 175 c12¢(nc(c(n2)SCc2ccccc2)N(C)Chnc(ncIN(C)C)N1CCNCC1

C5061 PI Inhibitor 175 cl12c¢(c(nen2)SCe2ccecc2)nc(nc IN1CCOCCT)N1ICCNCC1

C5062 PI Inhibitor 175 CHN)[C@@](clcec(c(c1)OC)OC)(CCCCCCCCNICe2ec(c(cc2CC1)OC)OC)Selcec(eel)C
C5063 PI Inhibitor 175 clee(cec1CN1C(=O)N[C@H](N(Cc2cce(cc2)CI)CC1)SC)Cl

C5064 PI Inhibitor 175 c12¢(cc(c(c1)0OC)O0C)[nH]c(c2CCN1CCN(c2ccecec2)CC1)C(=0)0CC

C5065 PI Inhibitor 175 CHN)[C@@](clcce(c(c1)OC)OC)(CCCCCECN1Cc2ec(c(cc2CC1)OC)OC)Sclcec(cecl)C
C5066 PI Inhibitor 175 CHN)[C@@](clece(c(c1)OC)OC)(CCCCCN1Ce2ec(c(cc2CC1)OC)OC)SC1CCCCCL
C5067 PI Inhibitor 175 CHN)[C@](clcee(c(c1)OC)OC)(CCCCCNI1Ce2ec(c(cc2CC1)OC)0C)Sclece(ccl)C
C5068 PI Inhibitor 175 CHN)[C@@](cleece(c(c1)OC)OC)(CCCCCN1Ce2ec(c(cc2C1)OC)OC)SCICCCCCL
C5069 PI Inhibitor 175 CHN)[C@](clcee(c(c1)OC)OC)(CCCCCNI1Ce2ec(c(cc2C1)OC)0OC)Scelece(ccl)C
C5070 PI Inhibitor 175 cleee(ecl)C1(CCCN(CCe2eec(c(c2)OC)0C)C)S(=0)(=0)CCCS1(=0)=0

C5071 PI Inhibitor 175 cleee(ccl)NC(=0)OCCN(C(=0)N1c2cecee2Sc2eece(ce12)OC)CCOC(=0O)Ncelceeeccel
C5072 PI Inhibitor 175 cleee(c(c1)CC=C)OC[C@@H](CNC(C)C)O

C5073 PI Inhibitor 175 cleec2e(c1)N(clee(eec1S2)C(=0)C)[C@@H](C)CN(C)C

C5074 PI Inhibitor 175 clcee2e(cl)N(elec(ceel1S2)OC)C[C@@H](C)CN(C)C

C5075 PI Inhibitor 175 cleee2e(cl)N(clec(cee1S2)OC)C[C@@H](C)CNICCC(CC1)O

C5076 PI Inhibitor 175 cleec2e(cl)N(eleceeclS2)C[C@@H](C)CNICCN(CC1)CCOCCO

C5077 PI Inhibitor 175 clecc2e(cl)N(celec(eec1S2)C(=0)C)C[C@@H](C)N(C)C

C5078 PI Inhibitor 175 clecc2e(cl)N(cleceeel S2)C[C@@H](C)N(C)C

C5079 PI Inhibitor 175 cleec2e(cl)N(cleceecl S2)C[C@@H]1C2CCN(CC2)C1

C5080 PI Inhibitor 175 clcee2e(cl)N(clec(ceel1S2)S(=0)(=0)C)CC[C@@H]1CCCCNIC

C5081 PI Inhibitor 175 clcee2e(cl)N(clec(ecel S2)[S@](=0)C)CC[C@@H]1CCCCN1C

C5082 PI Inhibitor 175 clcec2e(cl)N(clec(ceel1S2)SC)CC[C@@H]1CCCCNIC

C5083 PI Inhibitor 175 cleec2e(c1)N(clee(eec1S2)C(=0)C)CCCN(C)C

C5084 PI Inhibitor 175 cleec2e(cl)N(clec(ceclS2)C(=0)C)CCCNICCC(C(=0)c2cce(cc2)F)CCl

C5085 PI Inhibitor 175 clece2e(cl)N(clec(ecc1S2)C(F)(F)F)CCCN1CCC(C(=0)c2cecce(cc2)F)CCl

C5086 PI Inhibitor 175 clece2e(cl)N(clec(eec1S2)C(F)(F)F)CCCN1CCCN(C2CC2)CC1

C5087 PI Inhibitor 175 clcee2e(cl)N(clec(ccel1S2)S(=0)(=0)N(C)C)CCCNICCN(CC1)C

C5088 PI Inhibitor 175 cleec2e(c1)N(clee(eec1S2)C(=0)CCC)CCCNICCN(CCHC

C5089 PI Inhibitor 175 cleec2e(cl)N(clee(cec1S2)C(F)(F)F)CCCNICCN(C2CC2)CCl

C5090 PI Inhibitor 175 cleec2e(c1)C(=CCCN(C)C)clceccc1CC2

C5091 PI Inhibitor 175 cleec2e(c1)N(clee(eec1S2)C(=0)C)CCCNICCN(CC1)CCO

C5092 PI Inhibitor 175 cleee2e(cl)N(elec(cee1S2)C(=0)CC)CCCNICCN(CC1)CCO

C5093 PI Inhibitor 175 clcec2e(cl)N(cleceec1S2)CCN1CCCCl

C5094 PI Inhibitor 175 clec(e2e(cl)ScleccecIN2)C(=0O)Ncelcee(cel )OCCN(CCeleee(c(c1)OC)OC)C

C5095 PI Inhibitor 175 cleee2e(cl)/C(=C/CCN1CCN(CC1)C)/elec(cec1S2)S(=0)(=0O)N(C)C

C5096 PI Inhibitor 175 C(#N)clcec2e(c1)C1=C(c3cccee3S2)CCN(CCI)C

C5097 PI Inhibitor 175 clcee2e(cl)N=C(clec(cce1S2)C)N1CCN(CC1)C

C5098 PI Inhibitor 175 clcee2e(cl)C(=C1CCN(CC1)C)clceccelS2

C5099 PI Inhibitor 175 cleee(e(e)[C@H]1C(=C(C)NC(=C1C(=0)OCC)COCCN)C(=0)0C)Cl

C5100 PI Inhibitor 175 cleec2e(cl)e(=0O)clecee(c1s2)C(=O)Ncleee(cc1)OCCN(CCeleee(c(c1)OC)OC)C
Cs5101 PI Inhibitor 175 clec2e(cc1 C(F)(F)F)/C(=C/CCN1CCN(CC1)CCO)/clcee(ccl S2)F

C5102 PI Inhibitor 175 CHN)[C@H]1C(=S)N(C(=C(C(=0)C)[C@@H]1clcce(ce1)OC)cI cecee)C1[C@Q@H]([C@H]([C@@H]([C@@H](COC(=0)C)01)OC(=0)C)OC(=0)C)OC(=0)C
C5103 PI Inhibitor 175 CHN)[C@H]ICES)N(C(=C[C@@H]1clccecel)cleeceel ) Cl[C@@H]([C@H]([C@@H]([C@@H](COC(=0)C)O1)OC(=0)C)OC(=0)C)OC(=0)C

C5104 PI Inhibitor 175 CHN)[C@H]1C(=S)N(C(=C[C@@H]1clcccol)cleccee])C[C@@H]([C@H]([C@@H]([C@@H](COC(=0)C)01)OC(=0)C)OC(=0)C)OC(=0)C



C5105
C5106
C5107
C5108
C5109
C5110
C5111
Cs5112
C5113
Cs5114
C5115
Cs5116
C5117
C5118
C5119
C5120
C5121
C5122
C5123
C5124
C5125
C5126
C5127
C5128
C5129
C5130
C5131
C5132
C5133
C5134
C5135
C5136
C5137
C5138
C5139
C5140
C5141
C5142
C5143
C5144
C5145
C5146
C5147
C5148
C5149
C5150

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

C(#N)clc(c2cec(cc2)OC)c2c(CC(C)(C)CC2=0)n(c1=S)C1[C@@H]([C@H]([C@@H]([C@@H](COC(=0)C)01)OC(=0)C)OC(=0)C)OC(=0)C
clee(c(ceICNTC(=S)NC(=S)N(Cc2ccc(c(c2)OC)0OC)CC1)0C)0C
clec(cccl[N+](=0)[O-])OP(=S)(0OC)OC
clcee2e(cl)CCC1=C(C[CI+]C=C1)N2CCCN(C)C
c12c3c(cecel)CCelecceeln3cc2CN(Celeeccel)C
clec(ececc1C(=C(clecc(cc1)OC)CN(C)C)cleee(ce1)OC)OC
c12¢(nc(ncIN1CCC(CC1)NCClc3cecce3CCe3eccecl3)NCC=C)n(cn2)CC=C
c12cen(cInc(nc2NCC=C)N1CCC(CC1)NCClc2ccecec2CCe2cceccl2)CC=C
¢12¢(nc(nc INCC=C)N1CCC(CCI1)NCC(clccccecel)clecceel)n(ecn2)CC=C
¢12¢(nc(nc INCC=C)N1CCC(CC1)NCCl1c3cceee3CCe3cccecl3)n(ecn2)CC=C
c12¢(ne(ncINCC=C)N1CCC(CCI1)NCCl1ec3cccce3CCc3cceecl3)n(en2)CCC
cl2c¢(ceec2)c(ceel ) CNCICCN(e2ne3ce(c(n2)NCC=C)ncn3CC=C)CC1
c12¢(nc(nc INCCC)N1CCC(CCI)NCCl1e3cccee3CCe3cceccl3)n(en2)CCC
cleee(cel)C(eleccec)N1ICCN(CC1)/N=C/clcecc(C)nl
clcee2e(el)CCeleccec1C2CNCICCN(e2ne(ne(n2)N(C)C)N(C)C)CC1
cleec2e(cl)CCeleccec1C2CNCICCN(c2ne(ne(n2)NCC=C)NCC)CCI1
cleee(cel)C(cleceeel)CN(C1CCN(e2ne(ne(n2)NCC=C)NCC=C)CCI1)C
cleee(cel)C(cleccec1)NC1CCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
clecc2e(cl)CCeleccec IC2NC1CCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
clee(e(c(c1)C)C(cle(ecce1 C)C)CNCICCN(c2ne(ne(n2)NCC=C)NCC=C)CC1)C
clece(cel)C(eleccec)CNC1CCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
cleec2e(c)[C@H]1c3cccec3[C@]2(CC1)CNCICCN(e2ne(nc(n2)NCC=C)NCC=C)CCl1
cleec2e(cl)clececc1C2CNCICCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
cleec2e(cl)C=Cclecccc C2CNC1CCN(e2ne(nc(n2)NCC=C)NCC=C)CClI
cleec2e(cl)CCeleccecc1C2CNCICCN(e2ne(nc(n2)NCC=C)NCC=C)CCl1
cleee(cel)C(cleceec])CCNCICCN(c2ne(ne(n2)NCC=C)NCC=C)CCl1
clee(cec1C(clece(ccl)F)CCCNICCN(C(=O)NCC)CCI)F
clecc2e(cl)CCeleccec 1 C2CN1CCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
clcee2e(cl)CCeleccec1C2CNNICCN(e2ne(ne(n2)NCC=C)NCC=C)CC1
cleee(cel)C(eleccec)CNC1CCN(e2ne(ne(n2)NCCC)NCC=C)CC1
cleec2e(c1)CCeleccec1 C2CNC1CCN(e2ne(ne(n2)NCCC)NCC=C)CCl1
cleee(cel)C(cleccecl)CCNCICCN(e2ne(ne(n2)NCCC)NCC=C)CC1
clcee(ccl)CI=Nc2ccenc2N(c2ecccc12)CCCN(C)C
cl2c¢(cee(c1)CNTICCN(C(c3ceeee3)e3cceece3)CCl)n(c(CCCCn2)CC
cleenc(cl)/C(=C/CN1CCCCl1)/clecc(ccl)C
cleee2e(c1)C(=C(C2)CCN(C)C)[C@H](clceeenl )C
cleee(ecl)elece(ccl)[C@H](clceccel)nleencl
C1=C2CC(=0O)CC[C@]2(C)[C@H]2CC[C@]3(C(=0)CC[C@H]3[C@H]2C1)C
c12¢(c(cec1)CC)oc(c2)[C@H](CNC(C)(C)C)O
c12¢(ccecl)oc(c2CCelececc]1)C(=0)CN1CCN(c2ccccc20OC)CCl
c12c¢(ccecl)oc(c2CCeleccec])[C@H](CN1CCN(c2cecec20C)CC1)O
cl2c(ceecl)oc(c2CCcleccecl)CCNC(C)C
cleee(cel)C(cleceecl)Celne(CCN2CCCCC2)onl
c12c¢(c(ccc])[C@H]1C(=C(C)NC(=C1C(=0)OC(C)C)C)C(=0)OC)non2
c12¢(c(cccl)C1C(=C(C)NC(=C1C(=0)OCC)C)C(=0)OCC)non2
cleee2e(c1)C(=C1CCN(CC1)C)cleesc1CC2



C5151
C5152
C5153
C5154
C5155
C5156
C5157
C5158
C5159
C5160
Cs161
C5162
C5163
C5164
C5165
C5166
C5167
C5168
C5169
C5170
Cs5171
C5172
C5173
C5174
C5175
C5176
C5177
C5178
C5179
C5180
C5181
C5182
C5183
C5184
C5185
C5186
C5187
C5188
C5189
C5190
C5191
C5192
C5193
C5194
C5195
C5196

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Noninhibitor
Inhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleee(ccl)N(C1Ce2cececc2C1)CCCN(CC)CC
cleee2e(cl)C(=C1CCN(CC1)C)cleesc1C(=0)C2
cleec2e(c1)C(=C1CCN(CC1)CCOCCOCCO)clecsc1C(=0)C2
c12c(cc(ccl)NC(=O)clcec(cc1)C(CY(C)C)se(n2)SCele(ec(c(c1C)C(=0)C)C)C
cle(esc])[C@@H](C(=O)OCCN1CCCCCC1)CICCCCCl
c1ce(C2C(=C(C)NC(=C2C(=0)OCC(=0)0OCC)C)C(=0)OCC(=0)0CC)scl
clc2e(ce(c10C)0OC)CNCC2

cleec2e(c1)CCNC2
C1=C2CC[C@@H]3[C@H]4CC[C@](C(=0)CO)([C@@]4(C)CC[C@H]3[C@@]2(C)CCC1=0)0O
cleee(cc1)CCC1Ce2ece(c(c2c2ec(ccc2CCNIC)OC)0)0C

clec(ec(c1)OC)CN(C)C

clecc(cel)[C@@H](clcee(cel)CHNICCNCC1

cleee(ccl)CN1CC=CC1

cleee(cc1)CCNICCCCCL

clcee(cc1)NICCNCC1

cleee(cel)C(cleceecl)CN
¢12¢(c(nc(n2)N2CCOCC2)N2CCOCC2)nc(ncIN1ICCOCCI)N1CCOCC1
¢12¢(c(nc(n2)N2CCOCC2)N2CCOCC2)nc(ncl)N1CCOCC1
¢12¢(c(nen2)N2CCOCC2)ne(nc INICCOCCI)N1CCOCC1

CI(=O)NCCO1

clee(c(ccCNC(=N)NC(=0)clc(ne(c(n1)CHN)N)CICI
clc2e(cec10)Sclec(c(ccIN2CCCN(C)C)CHO

C(CN1ICCOCCI)N(O)C

c1(c(nc(c(nl)CI)N1CCCCCCI1)N)C(=O)NC(=N)N
cl(c(nc(c(nl)CHN(CC(C)C)C)N)C(=O)NC(=N)N
cl(c(nc(c(nl)CHN(C(C)(C)C)C)N)C(=O)NC(=N)N
clc2c(ec(c10)O)Sclcec(ccIN2CCCN(C)C)CI
clee(ce2cIN(clee(eecc1S2)CIHCCCN(C)C)O
cle(c(cccICIYCIHNICCN(CCCNC(=0)C)CC1
clece(cel)ele(e(C(C)Chn(cleleec(ccl)F)CC[C@H](C[C@H](CC(=0)OC)0)0)C(=0O)Nclceecel
clee(cec1C(=0)NCCN(CC)CC)NC(=0)C

clee(e2e(c1C(=ON[C@H]1 C(=0)N[C@@H](C(=O)N3[C@@H](C(=0)N(CC(=0)N([C@@H](C(=0)O[C@H]1C)C(C)C)C)C)CCC3)C(C)C)ne le(e(e(=0)e(c102)C)N)C(=0)N[C@@H]1 C(=O)N[C@@H](C(=0)N2[C@@H](C(=O)N(CC(=O)N([C@@H](C(=0)O[C@H]1C)C(C)C)C)C)CCC2)C(C)C)C
cl(c(c2¢(c(c10)C)CC[C@@](C)(CCC[C@H](C)CCC[C@H](C)CCCC(C)C)02)C)C
CIC2CC3CCI1CC(C3)(C2)N

clee(cecl [C@@H](C1CCCC1)OCCN(C)C)Br

cle(e(cecOC(=0)NC)N(C)C)C

clcee(ecl)C(cleccec])(C(=O)N)C[C@H](C)N(C)C
c12c¢(ce(cel)Clnecc2Nelee(c(cc1)O)CN(CC)CC
clee(cec1C(=0)OCCN(CC)CCN(CC)CON
CI-C/C-C/C-CIC-CIC@@HI(CC@HRIC@@H)C(-0)0)[C@H)CIC@@(CIC@HI(CIC@@HIC@H](CCIC@@HICICA@HICC(-0)0[C@@HIOC@@HKO[C@HI[CE@HI(C-CIC-C/C-CIICI0)0)0)0)0)0)OI02)0)0[C@HII[C@HIC@HI(C@@HIIC@HICIOHONIO
cleee(cc1)CN(cleceecl)CC1=NCCNI
clee(cec1CC(=0)N)OC[C@@H](CNC(C)C)O
CI=C([C@@H]([C@H](CO)O)OC1=0)0)0O

cl(nc(nc(nl)CIHNC(C)C)NCC
cleee(ecl)[C@H](C(=0)OC1C[C@H]2CC[C@H](C1)N2C)CO
clee(ce(c1C1(Cn2encn2)OCCO1)CICI



C5197
C5198
C5199
C5200
C5201
C5202
C5203
C5204
C5205
C5206
C5207
C5208
C5209
C5210
C5211
C5212
C5213
C5214
C5215
C5216
C5217
C5218
C5219
C5220
C5221
C5222
C5223
C5224
C5225
C5226
C5227
C5228
C5229
C5230
C5231
C5232
C5233
C5234
C5235
C5236
C5237
C5238
C5239
C5240
C5241
C5242

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleene(c1)N1CCN(CCCC(=0)c2ccc(cc2)F)CCl

clec(cecel C(=O)NCC[N+](CC)(CC)C)N=[N+]=[N-]

cleee(cel)CN(clececcl)C1ICCN(CCHC

clece(ce)C[C@@H] 1 C(=ON([C@@H](C(-O)N2[C@@H](C(O)N[C@@H])(C(-O)N([C@@H](C(~O)N[C@@H](C(-O)N([C@@H](C(0)0[C@@H)(C(—O)N([C@@H](C(~O)N1)C(C)O)O)[C@@H](C)CO)C(C)(CI0)O)CC(CIO)C(CIO)O)CR@HN(C)CCICCC2)Celeecce)C
cleec(cel)C(cleceecl)(C(=0)OCCN(CC)CC)O

cleee(ecl)CCI(CCCCCC1)OCCEN(C)C
clee(ceclC[C@@H](clcec(ccl)CH[C@H](C)NC(=0)/C=C/C(=0)0)C1

clc2¢(ce(c10C)00) [ C@@H] 1 C[C@@H]([C@@H](C(=0O)N(CC)CC)CN1CC2)0OC(=0)C
c12¢(c(c(cc1)OC)OC)c[nt+]1e(c2)c2ec3e(cc2CC1)OCO3
clc2¢(ce(c10C)00)[C@@H](CCCC[C@@H]1c3ce(c(cc3CCN1)OC)OC)NCC2
clc2e(ce(c10)OC)c1ce3c(ce(c10C)O)CCN([C@H]3C2)C

clece(cecleleec(cc1)OCCNICCCCL)C(F)(F)F

cleenc(cl)[C@H](clecc(cc1)Br)CCN(C)C
C(=C\C(=0)0C1/C(=C/C(=0)0C)/C[C@H]2C[C@H]([C@@H](C)0)OC(=0)C[C@@H](C[C@@H]3C[C@@H](C(C)(C)[C@](C[C@@H]4C/C(=C/C(=0)0C)/C[C@H](/C=C/C(C)(C)[C@]1(0)02)04)(0)03)0C(=0)C)0)/C=C/CCC
cleec2e(cl)N(elec(ceel1S2)Cl)C(=0)CCN1IC[C@@H]2CCCN2CC1
cle(ee(c(c10C)C(=0)CCCN1CCCC1)0C)0C

cleee(eel)[C@@H](C(=O)OCCN(CC)CC)CC
c12¢(cee(c1C(=0)O)NC)oc(CC1[C@@H](C)CC[C@]3([C@H](C)C[C@@H](C)C([C@H](C(=0)c4ccc[nH]4)C)03)O1)n2
c12c(ccec2)e(cecl)OC(=0)NC

c12c3c(ccec30C[C@H](CNCCOc3cccee30)O)[nH]cleccc2
c12c3c(ccec30C[C@@H](CNCCOc3ccec(cc30C)0)0)[nH]cleccc2
c12¢3c(ccec30C[C@H](CNCCOc3cec(cec30C)0)0)[nH]cleccc2
cleee(ecl)[C@H](clcec(cc1)CI)NTICCN(CC1)CCOCC(=0)0O
cleec2e(cl)e(Celece(cel)Clnn(c2=0)C1CCCN(CCI1)C
c12¢(c(c(cc2)OC)0C)c[n+](c2clccclec2ec2e(c1)OCO2)C

clecc(cel)[C@@](cleceec1 CI(CCN(C)C)O

clcee(ecl)[C@H](clcec(ccl)CI)NICCN(CC1)C
clee(c(cel/C=C/C(=0)OC1C[C@](C(=0)O0)(C[C@H]([C@H]10)0)0)O0)O
cleenc(c1)N(Celeec(ecl)Cl)CCN(C)C

c12¢(ce(cel)Chncce2N[C@@H](C)CCCN(CC)CC

cleence(cl)[C@@H](clcee(ccl)CIHCCN(C)C
cle(ee(c(c10C)0OC)0C)/C=C/C(=0)N1CCN(CC(=0)OCC)CC1
cle(ee(c(c10C)0C)0C)/C=C\C(=0)N1CCN(CC(=0)0O)CC1
cleee(c(c)[C@H]1C(=C(C)NC(=CI1C(=0)OCCNC(=0)clccec(cc)N=[N+]=[N-])C)C(=0)OCC)C(F)(F)F
cle(ee(c(c10C)0C)0C)/C=C/C(=0)N1CCN(CC(=0)N2CCCC2)CC1
clc(ce(c(c10C)OC)OC)/C=C/C(=0)N1CCN(CC(=O)NC(C)C)CC1
cle(ee(e(c10C)0C)0C)/C=C/C(=0)N

C(#N)clcec2e(c1)CO[C@]2(clece(cc])F)CCCN(C)C

cleec2e(c1)C=Cclcceec1 C2C(=0)N

c12¢(c(c(cc2CI)CNCCCN(CC)CC)O)nccecel

clee(cec1C(=0)N(cleee(cc1)OC)CCCC(=0)0)Cl

cleee(ccl)CN1CCC(CCNC(=0)clee(c(cc10C)N)Cl

cl12c¢(cc(cel)Chnece2N[C@@H](C)CCCNCCO
C(=C\C[C@@H](O)[C@H]([C@H]1C(=ON[C@@H])(C(=O)N(CC(=O)N([C@H](C(=ON[C@H](C(=O)N([C@@H](C(=O)N[C@H])(C(=O)N[C@H](C(=O)N([C@H](C(=O)N([C@H](C(=O)N([C@@H](C(=O)N1C)C(C)C)C)CC(C)C)C)CC(C)C)C)C)C)CC(C)C)C)C(C)C)CC(C)C)C)C)CC)OC(=0)C)/C
clee(ceclC[C@](CY[C@H](C)CN(C)C)O)Cl

clee(ce2el [C@@H]1 CC[C@@]3(C(=0)[C@@H](C[C@H]3[C@H]1CC2)Cl)C)OC



C5243
C5244
C5245
C5246
C5247
C5248
C5249
C5250
C5251
C5252
C5253
C5254
C5255
C5256
C5257
C5258
C5259
C5260
C5261
C5262
C5263
C5264
C5265
C5266
C5267
C5268
C5269
C5270
C5271
C5272
C5273
C5274
C5275
C5276
C5277
C5278
C5279
C5280
C5281
C5282
C5283
C5284
C5285
C5286
C5287
C5288

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175

cleec(cel)/C(=C(/clceccc])\Cl)/cleece(cc1)OCCN(CC)CC

clee(e(c(c1)CHN=CINCCNI1)C1

c12c¢(ce(c(c2)OC)0C)ce[n+]2¢cleclc(ec(c(c1)OC)OC)c2C
C1=C2CC[C@@H]3[C@@H](C(=O)C[C@@]4(C)[C@H]3CC[C@@]4(C(=0)CO)O)[C@@]2(C)CCC1=0

cloc(ece] CIC@H]I1C(=0)0[C@@H(C(-O0)N2IC@H](C(=OIN(IC@H(C(-0)N[C@H](C(-ON(C@H](C-ON([C@HIC(-ON(C@H](CONCCON(C@HIC(-0N)C(C)O)O[C@HI(CICCIOCR@H]C)COICCC(=0)0)C)IC(CICCCICICICCCC)CI0C
cleec(eel)COcel cee(ee1)C[C@H]1C(=0)O[C@@H](C(=0)N2[C@H](C(=0)N([C@H](C(=0)N[C@H](C(=0)N([C@H](C(=0)N([C@H](C(=0)N([C@H](C(=0)NCC(=0)N([C@H](C(=0)N1)C(C)C)C)[C@H](C)CC)C)[C@@H](C)CC)C)CC(=0)0)C)C(C)C)C(C)C)C)CCCC2)C
clec(ceel C[C@@H]1C(=0)N[C@@H](C(=0)N[C@@H](C(=O)N2[C@@H])(C(=O)N([C@@H](C(=O)N[C@@H](C(=O)N([C@@H](C(FON([C@@H])(C(ON([C@@H](C(=ONCC(=ON([C@@H](C(=0)N )C(C)O)O)[C@@H](C)CC)O)[C@@H](C)CC)C)CC(=0)0)O)C(C)C)C(C)C)C)CCCC2)C)C)0C
cleee(cel)Nelec2e(e/c/1=N\C1CCCCCl)n(clcccecl)cleceecc1n2

cleee(ecl)C[C@H]1 [C@@H2[C@@H](C(=C)[C@H]([C@H]3/C=C/C[C@H](C)CCCC(=0)/C=C/C(=0)O[C@@]23C(=0)N1)0O)C
cleee(ecl)C[C@H]1[C@H]2C(=C(C)[C@H]([C@H]3/C=C/CC(C(=0)[C@@](/C=C/[C@H]([C@]23C(=0)N1)OC(=0)C)(C)0)C)0)C
cleee(ecl)C[C@H]1 [C@H2[C@@H](C(=C)[C@H]([C@H]3/C=C/CC(C(=0)[C@@](/C=C/[C@H]([C@]23C(=0)N1)OC(=0)C)(C)0)C)O)C
cleee(ecl)C[C@H]1 [C@H2[C@@H](C(=C)[C@H]([C@H]3/C=C/CC(C)C[C@@](/C=C/[C@H]([C@@]23C(=0)N1)OC(=0)C)(C)0)0)C
clee(c(ce ICCN(CCC[C@@](cleee(c(c1)OC)OC)(C(C)C)N)C)OC)0C

clec(ececc1C(=C(CI)Clcleec(ecl)ClHCL

clec(cec1C(elece(ccl)CHC(CH(CHCHCL

c1c2¢(cc(c10C)0OC)[C@H]1CC(=C(CC)CN1CC2)C[C@H]1c2cc(c(cc2CCN1)OC)OC

cleec2e(c1)N(clee(eec1S2)Cl)CCCNC
c12¢(ceeel)[nH]c1c2CCN2[C@H]1C([C@@H]1C(C(=0)OC)[C@H](CC[C@H]1C2)O)OC(=0)clccecel
cleee(ecl)Cl(c2ceccec2)CCIN+](CC1)(CCCOC(=0)C1=C(C)NC(=C(C(=0)OCC)[C@@H]1clccce(c1)[N+](=0)[O-])C)C
C(#N)clcee2e(cl1)CO[C@]2(clece(cc]l)F)CCCNC

cleee2e(c1)C(=0)N(C2=0)[C@H](CCI)SP(=S)(OCC)OCC

clece(ccl)CNCeleeceel

cleec2e(cl)OC[C@@H](CN1CCN(C[C@@H]3COc4cccec403)CC1)02

clec(e(ccl[C@H]1c2cec(cc2CN(C1)C)OC)CHCI

cleec2e(cl)N(clec(eec1S2)Cl)CCCN

CIEC([C@@]2([C@HB3[C@@H]4C[C@H]([C@@H]3[C@]1(C2(CHCHCH[C@@H] 1 [C@H]401)CIHCNHCI

cleee(ccl)N(CC)CC

clc2c(ce(c1F)N1CCN(CCI1)C)n(cleee(cecl)F)ee(c2=0)C(=0)O

c12c(ne(c(c3cceec3)n2)N2C[C@H](C)O[C@H](C)C2)nc(nc IN(CC(C)(C)O)CCO)NIC[C@H](C)O[C@H](C)C1

cl2c¢3ccecl [C@@H]1 C[C@@H](C(=ON[C@@]4(C(=0)N5[C@H](C(=0)N6[C@@H](CCC6)[C@]5(0)04)Ccécccecd)C)CN([C@H]1Ce2¢[nH]3)C
clec(e(cclelec(=0)c2c(cc(cc201)0)0)0)0C

clec(e(celelec(=0)e2e(ce(cc20)O[C@@H] [C@H]([C@H]([C@@H]([C@@H](CO[C@H2[C@H]([C@H]([C@@H]([C@H](C)02)0)0)0)01)0)0)0)0)0)0C
cleee(cel)C(cleceecl)C(=0O)N(C)C

cleee(cel)C(cleceee1)OCCI=NCCNI1

clece(cel)[C@@](cleceenl )(C(=O)N)CCN(C(C)C)C(C)C

clecc2e(el)n(c(=0)[nH]2)CCCN1CCC(CCl)nlc2ccc(cc2[nH]c1=0)Cl
clee2e(c(c1)OC)C(=0)cle(e(c3c(c10)[C@H](C[C@](C(=0)CO)(C3)0)O[C@@H]1 C[C@@H]([C@@H](C(C)O1)O)N)O)C2=0
cleee(cel)[C@](cleccen])(C)OCCN(C)C

clec(/C=C/C(=0)N2CCCCC2)nc(c1)/C(=C/CN1CCCCl)/clcee(ccl)C

cleee(ecl)[C@@H](C(=O)OCCN(CC)CC)CI1CCCCCI

clee(ceclCO[C@@H](clece(celCI)Cl)Cnleencl)Cl

clee(c2¢(c1)OCCO2)NICCNCC1

clec(ec(c1[C@H](Cnlcencl)OCC=C)CDCl

clc2e(ne(c1F)N1CCNCC1)n(ce(c2=0)C(=0)0)CC

clcee(ecl)CN(elececcl)CC

cleee(cel)C(=C(CC)CN)cleceecl



C5289 PI Inhibitor 175 clec(/C=C/C(=0)OC(C)C)nc(c1)/C(=C/CN1CCCCl)/clccc(cc])C

C5290 PI Noninhibitor 175 clee(c(ceICCN(CCCN1C(=0)c2cc(c(cc2C1)0C)0C)C)OC)0C

C5291 PI Noninhibitor 175 c12¢(ne(nc1)N)n(cn2)CCC(COC(=0)C)COC(=0)C

C5292 PI Noninhibitor 175 clcee(ecl)C(cleececl)C1ICCN(/C=N\CCCCCCCC)CC1

C5293 PI Noninhibitor 175 clece(cel)C(eleceecl)(C(=0O)N)CCN1CCCCC1

C5294 PI Noninhibitor 175 cleee(cel)C(eleceecl)(C(=0)N)CC[N+]1(CCCCC1)C

C5295 PI Noninhibitor 175 CHN)[C@H](clccee(c1)Ocleceecl)OC(=0)[C@H](clcee(cc1)ClC(C)C

C5296 PI Noninhibitor 175 C\1=C/C=C\C=C(/C\[C@@H](C[C@H](C[C@@H](C[C@@H](CC(CC(C[C@@H]([C@H](C(=0)0[C@H](C)[C@H](/C=C/C=C1)0)[C@H](CCCCC)0)0)0)0)0)0)0)0
C5297 PI Noninhibitor 175 clee(e(cclele(c(=0)c2ccec(cc201)0)0)0)0O

C5298 PI Noninhibitor 175 clec(e(celelec(=0)c2e(cc(cc20CC(=O)N2CCN(Cc3cee(c(c30C)0C)0C)CC2)0)01)0)0C
C5299 PI Noninhibitor 175 clee(e(eelelee(=0)e2e(ce(cc20)O[C@@H] [C@H([C@H]([C@@H]([C@@H](CO[C@H2[C@H]([C@H]([C@@H]([C@H](C)02)0)0)0)01)0)0)0)0)OCC(=0)NICCN(Ce2ece(c(c20C)0C)0C)CCOC
C5300 PI Inhibitor 175 clee(/C=C/C(=0)N2CCCC2)nc(cl)/C(=C/CN1CCCCl)/clece(ccl)C

C5301 PI Noninhibitor 175 clee(ce(celelee(=0)c2e(cc(cc201)OCI [C@@H](C([C@@H](C(CO)01)0)0)0)0O)OCC(=0)N1CCN(Cc2ccc(c(c20C)OC)0OC)CC1)OC
C5302 PI Noninhibitor 175 clec(e(eclelec(=0)c2c(cc(cc201)0)O)OCC(=O)NTCCN(Cc2cee(c(c20C)0C)0C)CC1)OC
C5303 PI Noninhibitor 175 clee(e(cel [C@@H]1CC(=0)c2c(cc(cc201)OCC(=0)N1CC[N+](Cc2cece(c(c20C)0C)0C)(CC1)C)0)0)0C
C5304 PI Noninhibitor 175 clc2e(c(c(c1F)N1ICCN(CC1)C)F)n(ce(c2=0)C(=0)0)CCF

C5305 PI Noninhibitor 175 clee(c2e(c1)O[C@@H](CO)CO2)N1CCN(CC1)CCNC(=0O)clcee(ccl)F

C5306 PI Noninhibitor 175 clec(nec1 C(F)(F)F)Ocleec(cel)O[C@@H](C(=0)OCCCC)C

C5307 PI Noninhibitor 175 clc2e(ceclF)nle(c(C(=0)OCC)ncl)CN(C2=0)C

C5308 PI Noninhibitor 175 clcee(ecl)[C@H](CCN(C)C)C1CCCCCl

C5309 PI Noninhibitor 175 clene(ne)N1CCN(CCCCN2C(=0)CC(C)(C)CC2=0)CC1

C5310 PI Inhibitor 175 cleee(ccl)N(C(=0)/C=C/clccee(/C(=C/CN2CCCC2)/c2ccc(cc2)C)nl)C

C5311 PI Noninhibitor 175 clee(e(c(c1)Cl/C=N/NC(=N)N)CI

C5312 PI Noninhibitor 175 clee(c(c(c1)CHCC(=O)NC(=N)N)Cl1

C5313 PI Noninhibitor 175 C(=C(C1CCCCC)CICCCCCT)[C@@H]ICCCCN1

C5314 PI Noninhibitor 175 cleee(ccl)CN(cleceec1)CCNICCCC1

C5315 PI Noninhibitor 175 cl2c¢(ce(ccl)el[nH]e3c(ce(ce3)N3ICCN(CC3)C)nl)nc(cleee(ce1)OCC)[nH]2

C5316 PI Noninhibitor 175 cleee(ecl)[C@@H](clece(cel)CIINICCCN(CCT)C

C5317 PI Noninhibitor 175 clee(e(ccICCN)OC)OC

C5318 PI Noninhibitor 175 c12¢(ce(c(c1)OC)OC)nenc2N 1CCN(C(=0)OCC(C)(C)O)CCl1

C5319 PI Noninhibitor 175 clee(e(c2ecl [C@@H]([C@@H]1c3ccdc(cc3CCN1C)OCO4)0C2=0)0C)0C

C5320 PI Noninhibitor 175 c1c2¢(c(c3c10CO3)0C)CN(CC2)C

C5321 PI Inhibitor 175 clee(/C=C/C(=0)N2CCOCC2)nc(c1)/C(=C/CN1CCCCl)/clecc(cel)C

C5322 PI Noninhibitor 175 clee(c2e3clC[C@@H] 1 [C@@H]4CCC(=0)[C@@H]([C@]34CCN1C)02)0

C5323 PI Noninhibitor 175 cleec2e(cl)N(clec(cee1S2)CI)CCCNICCN(CC1)CCNIC(=O)N(CCI)C

C5324 PI Noninhibitor 175 clece(eel)elnoc(=N)nl CCN(CC)CC

C5325 PI Noninhibitor 175 c12c¢(ccecl)n(en2)CC[C@H](C)NC[C@H](c1lcec(c(c1)OC)0)O

C5326 PI Noninhibitor 175 c12¢(cee(c1)OC)n(c(c2CC(=0)0)C)C(=0)clccc(ccl)Cl

C5327 PI Noninhibitor 175 cle(eencl)C(=O)NN

C5328 PI Noninhibitor 175 clcee(ecl)OC[C@@H](CN[C@@H](C)[C@@H](c1lcec(cc1)O)O

C5329 PI Noninhibitor 175 cleee(e(e)[C@@]1(C(=0)CCCC1)NC)C1

C5330 PI Noninhibitor 175 cleee(ecl)CNICCN(CCe2c(c3ccec(ce3)F)[nH]c(=0)02)CC1

C5331 PI Noninhibitor 175 clece(ecl)elee(ce(c1OCCN(CC)CO)CHC

C5332 PI Inhibitor 175 clee(/C=C/C(=0)OCC)nc(cl)/C(=C/CN1CCCCl)/clecc(cel)C

C5333 PI Noninhibitor 175 cleee(cel)[C@@H]([C@H]1CCCCN1)OC(=0)C

C5334 PI Noninhibitor 175 Cl(C(c(c(c(cienenenenenct



C5335
C5336
C5337
C5338
C5339
C5340
C5341
C5342
C5343
C5344
C5345
C5346
C5347
C5348
C5349
C5350
C5351
C5352
C5353
C5354
C5355
C5356
C5357
C5358
C5359
C5360
C5361
C5362
C5363
C5364
C5365
C5366
C5367
C5368
C5369
C5370
C5371
C5372
C5373
C5374
C5375
C5376
C5377
C5378
C5379
C5380

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
175
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

clece(c(el)clece(cel)Cnle(c(nc1CCCC)CHCO)cIn[nH]nnl
C1=C[C@H](C)C(CC[C@H](C[C@H](CC(=0)0)0)0)[C@@H]2C1=CC(C)CC20C(=0)[C@@H](C)CC
clee(e(celelee(=0)c2c(ce(cc201)0)0)0)OCI [C@@H](C([C@@H](C(CO)01)0)0)0
cleee(ecl)Cl(c2cecce2)C(=0)N(C(=0O)N1)CC(=0)O
cleee(cel)Cl(c2cecec2)C(=0)N(C(=0)N1)CCC(=0)O
cleec(cel)Cl(c2cccec2)C(=0)N(CC(=0)O)[C@H](C)N1
c12¢(ce(cc2)Clne(ecl)/C=C/clccce(c])[C@H](SCCC(=O)N(CC)CC)SCCC(=0)0
cleee2e(cl)C1=C(c3ccccc302)CCN(CCI)C

cleee(ecl)[C@](cleee(cc])C(C)O[C@H](C)CN(C)C

clee(cec1C(=0)O)CCNC(=0)clce(ccc10C)Cl

cleee2e(c1)C(=NCC2)COcleec(ecl)OC

cleee(cel)CC(C)(C)NC

C(=0)(N)OCC(C)(CCC)COC(=O)N

clec(cec1C(elece(cc1)OC)C(CL(CHCHOC

C(=0)(C)0CccocC

cle(c(ce(c1CN)OC)C(=0O)NCCN(CC)CC

clee(e(c(c1)C)OC[C@@H](C)N)C

c1(c(nc(nc1CI)NC)N1CCN(CC1)C)SC

clecc2e(cl)CelecececINT[C@H]2CN(CC1)C

clec(ec(cl[C@H](Cnlcencl)OCclecc(cc1CHCI)CHC
CI2(C3(C4(C5(C(C1(cACHCHC(C2(C(C35C)(ChHehehehehenehCl
C1(=C(C(=0)C2=C(C1=0O)N1[C@@]([C@@H]2COC(=O)N)([C@@H]2[C@H](C1)N2)OC)N)C
clee(c(ce1CC/N=C\1/CCCN1C)OC)0C

O[C@H](COclcee(cc1)NC(=0)C)CNC(C)C
COclecc(CCN(C)CCHCCN2C(=0)[C@H]3[C@H](C4cS5cecee5C3ce3ccecc43)C2=0)cc10C
COclecc(CCN(C)CCCN2C(=0)[C@@H]3[C@H](C4cSccecc5C3c3cecec43)C2=0)cc10C
COcleec(CCN(C)CCN2C(=0)[C@H]3[C@@H](C4cSccecc5C3c3cccec43)C2=0)ccl10C
CCCCCCC[C@@H][C@@H](C(=O0)O[C@H](C(=O)N([C@H](C(CC(=0)01)OCOC)Cclcceccl)C)C(C)C)C
CCICOC(=0)C[C@H]([C@@H](N(C(=0)[C@@H](OC1=0)C(C)C)C)Cclcceecl)O
CCICOC(=0)C[C@H]([C@H](N(C(=O)[C@@H](0OC1=0)C(C)C)C)Cclceccecl ) OCOC
CCCCCCC[C@@H][C@@H](C(=0)O[C@H](C(=O)N([C@H](CCC(=0)01)Cclcceccl)C)C(C)C)C
CCCCCCC[C@@H][C@@H](C(=O)O[C@H](C(=O)N([C@H](C(CC(=0)01)0O)Cclceccccl)C)C(C)C)C
CCCCCCC[C@@H][C@@H](C(=O)OC(C(=O)N([C@H](C(CC(=0)01)0O)Cclcccec])C)(C)C)C
CCCCCCC[C@@H][C@@H](C(=0)OC(C(=O)N([C@H](C(CC(=0)01)OCOC)Cclceccel)C)(C)C)C
CCCC[C@@H][C@@H](C(=O)OCC(=O)N([C@H](C(CC(=0)01)0)Cclcceccl)C)C
CCCCCCC[C@@H][C@@H](C(=0)O[C@H](C(=O)N([C@H](C(CC(=0)01)0O)Cclccececl)C)C)C
CCCC[C@@H]1[C@@H](C(=O)OCC(=O)N([C@H](C(CC(=0)O1)OCOC)Cclcececl)C)C
CN([C@@H](Cclccecee)[C@@H](CC(=0)OC)OCOC)C(=0)OCclccececl
CN([C@@H](Cclcceee)[C@@H](CC(=0)OC)0O)C(=0)OCclcceccl
CCCCCCC[C@H]([C@H])(C)C(=0)O[C@@H](C(C)C)C(=0)0OC)O
CCCCCCC[C@@H]1[C@@H](C(=0)O[C@H](C(=O)N([C@H](C(CC(=0)01)OCOC)Cclcceccl)C)C)C
CCCCCCC[C@@H][C@@H](C(=0)OCC(=0)N([C@H](C(CC(=0)01)0)Cclcccecl)C)C
CCCCCCC[C@@H]1[C@@H](C(=O)OCC(=O)N([C@H](C(CC(=0)O1)OCOC)Cclcccecl)C)C
CCCCCCCCICC(=0)O[C@H](C(=O)N([C@H](C(CC(=0)01)0O)Ccleceec])C)C(C)C
CCCCCCCCICC(=0)O[C@H](C(=O)N([C@H](C(CC(=0)01)OCOC)Cclceeccl)C)C(C)C
C[C@H]1[C@H](OC(=O)C[C@H]([C@@H](N(C(=0)[C@@H](0C1=0)C(C)C)C)Cclccccecl)O)C



C5381
C5382
C5383
C5384
C5385
C5386
C5387
C5388
C5389
C5390
C5391
C5392
C5393
C5394
C5395
C5396
C5397
C5398
C5399
C5400
C5401
C5402
C5403
C5404
C5405
C5406
C5407
C5408
C5409
C5410
C5411
C5412
C5413
C5414
C5415
C5416
C5417
C5418
C5419
C5420
C5421
C5422
C5423
C5424
C5425
C5426

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

C[C@H]1[C@H](OC(=0O)C[C@H]([C@@H](N(C(=0)[C@@H](0C1=0)C(C)C)C)Cclccccc1)OCOC)C
cleec2e(cl)e(=0O)clececccIn2CCCCN1CCCCC1
COclccec2eln(cleecec1c2=0)CCCCN1CCCCC1
O[C@H]1CC[C@H]2CN3CCc4c([nH]c5cceec45)[C@H]3C[C@@H]2C1C(=0)0C
cleec2e(cl)e(=0)cleccccn2CCCCN1CCOCCH
COclccec2eln(cleecec1c2=0)CCCCN1CCOCC1
cleec2e(cl)e(=0)cleccecn2CCCCN(CCO)CCO
COclccec2eln(cleccec1c2=0)CCCCN(CCO)CCO
cleec2e(cl)e(=0O)clccececcIn2CCCCN1CCN(CC1)CCO
COclccec2eln(clececclc2=0)CCCCN1CCN(CC1)CCO
COclccec2el[nH]clceceee1c2=0

cleee2e(cl)e(=0)clecceeln2CCCCl

COclccce2eln(cleececelc2=0)CCCCI
CN1CCN(CC1)CCCnlc2cecee2e(=0)c2clceec2
CNICCN(CCI1)CCCnlc2cccec2e(=0)c2cle(cec2)OC
cleec2e(cl)e(=0O)clececccIn2CCCN1CCCCCI
COclccec2eln(clecceclc2=0)CCCN1CCCCC1
cleec2e(cl)e(=0O)clcceeccIn2CCCN1CCOCCI
COclccec2eln(cleceeclc2=0)CCCN1CCOCC1
clece2e(cl)e(=0)cleecccn2CCCN(CCO)CCO
COclccec2eln(cleccec1c2=0)CCCN(CCO)CCO
clcee2e(el)e(=0)cleccecIn2CCCN1CCN(CC1)CCO
COclccec2eln(cleccee1c2=0)CCCNI1CCN(CC1)CCO
cleec2e(cl)e(=0)cleccec1n2CCCCCl

COclccec2eln(elecceec1c2=0)CCCCCl
CNI1CCN(CC1)CCCCnlc2cecccc2e(=0)c2cleccc2
CNICCN(CCI1)CCCCnle2cccee2e(=0)c2ele(cec2)OC
CN(C)clecc(ecl)cle([nH]e(nl)clece(cel)CCC(=0)OC)clcce(ccl)N(C)C
CN(C)clecc(cel)cle([nH]e(nl)clecc(cel)/C=C/C#N)cleec(ccl)N(C)C
CN(C)clece(ecl)cle([nH]e(n1)clcee(cel)/C=C/COC)clcee(cel)N(C)C
CN(C)clecce(ecl)cle([nH]e(n1)clcee(ce1)CCCOC)c1cee(cel)N(C)C
CN(C)clecce(ecl)cle([nH]e(nl)cleee(ce1)C(=0)OC)clcec(cc)N(C)C
CN(C)cleee(ecl)ele([nH]c(nl)cleee(cel)CCCCOC)c1cee(ecc)N(C)C
CN(C)clece(cel)cle([nH]e(nl)clece(cel)[C@@H]1C[C@@H]1C(=0)OC)clcec(ccl)N(C)C
CCCCOC/C=C/clcce(ecl)cl[nH]e(c(nl)clcee(ec)N(C)C)eleee(ecl)N(C)C
CN(C)clecc(ecl)cle([nH]e(nl)cleee(cel)/C=C/COCCOC)clcce(ccl)N(C)C
CN(C)clecc(cel)cle([nH]e(nl)clece(cel)/C=C/COCclcececl)clecc(ccl)N(C)C
CN(C)clece(ecl)cle([nH]e(nl)clcee(cel)/C=C/COclcccecl)cleee(cel)N(C)C
CCN(CO)C(=0)OC/C=C/clcce(cel)cl[nH]c(c(nl)clece(ccl)N(C)C)elece(ccl)N(C)C
CCCCC(=0)OC/C=C/clcce(ccl)cl[nH]e(c(nl)clece(cc1)N(C)C)elece(cc1)N(C)C
CN(C)C/C=C/clccc(cel)cl[nH]e(c(nl)cleee(cc1)N(C)C)eleee(ccl)N(C)C
CN(C)clece(ecl)cle([nH]e(nl)clece(cel)/C=C/CN1CCCCCl)clece(ccl)N(C)C
CCCCCCnlc(c(nclclecc(eccl)C(=0)O)clcee(ccl)N(C)C)eleee(ccl)N(C)C
CN(C)clecc(ecl)cle([nH]e(nl)cleee(cel)/C=C/CN1CCOCC1)clcee(ccl)N(C)C
CCCCCCnlc(c(nclcleee(cel)C(=0)OC)clcec(cc)N(C)C)eleee(cc)N(C)C
CN(C)clecc(cel)cle([nH]c(nl)clecc(cel)/C=C/C(=0)O)clcec(ccl)N(C)C



C5427 PI Inhibitor 174 CN(C)clecce(ecl)cle([nH]e(nl)clcee(cel)/C=C/C(=0)OC)clcce(ccl)N(C)C

C5428 PI Inhibitor 174 CN(C)cleee(eel)ele([nH]c(nl)clece(cel)O)clece(ccl)N(C)C

C5429 PI Inhibitor 174 CN(C)clecc(ecl)cle(n(c(nl)cleec(cc1)O)CCelecceel )elece(ccl)N(C)C

C5430 PI Inhibitor 174 CN(C)clecc(cel)cle(n(e(nl)clecc(cel)C(=0)O)CCelececel)clcec(ccl)N(C)C
C5431 PI Inhibitor 174 CCN(CC)clcec(ecl)cle([nH]e(nl)clece(cel)/C=C/C(=0)OC)clccc(ccl)N

C5432 PI Inhibitor 174 CNclcee(eel)ele([nH]c(nl)cleec(ccl)/C=C/C(=0)OC)clcec(cc1)NC

C5433 PI Inhibitor 174 CC(C)Nclecc(ecl)cle([nH]e(nl)cleee(cel)/C=C/C(=0)OC)clcce(ccl)NC

C5434 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]c(e(nl)cleee(cc1)N(C)C)eleee(ccl)N(C)C

C5435 PI Inhibitor 174 CCN(CC)clcec(ecl)cle([nH]e(nl)cleee(cel)/C=C/COCC)clccc(ccl)N(CC)CC
C5436 PI Inhibitor 174 CCOC/C=C\clccc(cel)el[nH]e(c(nl)cleee(cc1)N1ICCOCCT)eleee(cc1)N1CCOCCI
C5437 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]e(c(nl)clece(ccl)NC)cleee(cel )N(C)C

C5438 PI Inhibitor 174 CCN(CC)clcee(eel)cle([nH]e(nl)clece(cel)/C=C/COCC)cleec(ccl)NC

C5439 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]c(c(nl)cleee(cel)NC)eleee(cc1)N1CCCC1

C5440 PI Inhibitor 174 CCOC/C=C/clccc(ccl)cl[nH]c(c(nl)cleee(cc1)NC)eleee(cc1)NC(C)C

C5441 PI Inhibitor 174 CCN(CC)clcec(ecl)cle([nH]e(nl)clcee(cel)/C=C/C(=0)OC)clcce(ccl)N(CC)CC
C5442 PI Inhibitor 174 CCNclcecece(ceel)ele([nH]e(n1)clcee(cel)/C=C/COCC)clcce(cc1)NC(C)C

C5443 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]c(c(nl)clcee(ccl)F)clece(ce1)NC(C)C

C5444 PI Inhibitor 174 CCN(CC)clcec(ecl)cle[nH]e(nl)clcee(ecl)/C=C/COCC

C5445 PI Inhibitor 174 CCCN(CCC)clcee(cel)ele[nH]e(nl)cleee(cel)/C=C/COCC

C5446 PI Inhibitor 174 CCOC/C=C/clcee(cel)cl[nH]e(enl)clcec(ccl)N1CCOCCI

C5447 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]c(enl)eleec(ccl)NC(C)C

C5448 PI Inhibitor 174 CCOC/C=C/clcec(ccl)cl[nH]c(enl)cleec(cc1)NCC(C)C

C5449 PI Inhibitor 174 COC(=0)/C=C/clccc(ccl)cl[nH]c(c(nl)clcee(cc)N1CCCCl)eleec(cc1)N1CCCC1
C5450 PI Inhibitor 174 COC(=0)/C=C/clccc(ccl)cl[nH]c(c(nl)clcee(ce 1 )N(CC=C)CC=C)clccc(ccl)N(CC=C)CC=C
C5451 PI Inhibitor 174 CNclcee(ecl)ele([nH]e(nl)cleec(ecl)/C=C/C(=0)OC)clcec(ccl)N(C)C

C5452 PI Inhibitor 174 CCN(CC)clcec(ecl)cle([nH]e(nl)cleee(cecl)/C=C/C(=0)OC)clccc(ccl)NC

C5453 PI Inhibitor 174 CCCN(CCC)clcee(cel)ele([nH]c(nl)eleec(ccl)/C=C/C(=0)OC)clcec(cc)NC
C5454 PI Inhibitor 174 O[C@]120[C@@](NC(=0)[C@@H]3CN(C)[C@@H]4Cc5c(Br)[nH]c6ccce(c56)C4=C3)(C(C)C)C(=0)N1[C@@H](CC(C)C)C(=0)N1CCCC21
C5455 PI Inhibitor 174 CCCCN(CCCC)clece(cel)cle([nH]e(nl)elece(cel)/C=C/C(=0)OC)clecc(cc1)NC
C5456 PI Inhibitor 174 CN(C)clece(ecl)cle([nH]e(n1)clcee(cel)/C=C/C(=0)OC)clcec(ccl)N

C5457 PI Inhibitor 174 O=C(N[C@@H]1CCCC[C@@H]IN1CCN(CCI)clcccecl)clececc INC(=0)clenc2eccec2el
C5458 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4ccccc4[N+](=0)[O-])cc3)Cc2cc10C

C5459 PI Inhibitor 174 [O-]IN+](=O)clccecc1C(=0)Nclece(CCN2CCe3cccee3C2)ccl

C5460 PI Inhibitor 174 COc1cc2CCN(CCc3ecc(NC(=0)cdcccccdN)ce3)Ce2ec1OC

C5461 PI Inhibitor 174 Nclceeeel C(=O)Neleec(CCN2CCe3cecee3C2)ecl

C5462 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4cec(ced)[N+](=0)[O-])ce3)Ce2ec10C

C5463 PI Inhibitor 174 [O-][N+](=O)clcce(cecl)C(=0O)Nclecc(CCN2CCe3cececc3C2)ecl

C5464 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4cec(N)ced)cee3)Ce2eclOC

C5465 PI Inhibitor 174 Neleee(ecl)C(=0)Nelecec(CCN2CCce3ceccec3C2)ecl

C5466 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4encS5cecec5cd)ec3)Ce2ec10OC

C5467 PI Inhibitor 174 O=C(Nclccc(CCN2CCc3ccecc3C2)ccl)elenc2eccec2el

C5468 PI Inhibitor 174 COclcee(cc10OC)C(=0)Nclecc(CCN2CCce3ec(OC)c(0OC)ec3C2)ccl

C5469 PI Inhibitor 174 COc1cc2CCN(CCc3ecc(NC(=0)c4cc(OC)c(OC)ccd[N+](=0)[O-])ce3)Cc2ec1OC
C5470 PI Inhibitor 174 COc1cc2CCN(CCc3cce(NC(=0)c4cencSceceed5)ce3)Ce2ec1OC

C5471 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4cececedBr)ce3)Ce2ec10C

C5472 PI Inhibitor 174 COc1cc2CCN(CCc3cece(NC(=0)c4cecc(Br)cd)cc3)Ce2ec10C



C5473
C5474
C5475
C5476
C5477
C5478
C5479
C5480
C5481
C5482
C5483
C5484
C5485
C5486
C5487
C5488
C5489
C5490
C5491
C5492
C5493
C5494
C5495
C5496
C5497
C5498
C5499
C5500
C5501
C5502
C5503
C5504
C5505
C5506
C5507
C5508
C5509
C5510
C5511
C5512
C5513
C5514
C5515
C5516
C5517
C5518

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor

Noninhibitor
Inhibitor

Noninhibitor

Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

Noninhibitor

Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor

Noninhibitor

Noninhibitor

174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

OC(=0)COCCNICCN(CCH[C@@H](clccceel)cleee(Clyeel
COc1cc2CCN(CCc3cec(NC(=0)cdcecccSceeceedS)ec3)Ce2ec10C
COc1cc2CCN(CCc3cece(NC(=0)c4cecScccecSced)cc3)Ce2ecl OC
COclcc2CCN(CCc3cec(NC(=0)cdencScecee5n4)cc3)Ce2eec1OC
COc1cc2CCN(CCc3cee(NC(=0)c4ccSceceeSend)ec3)Ce2ec1OC
COc1cc2CCN(CCc3cee(NC(=0)c4ccencd)ce3)Ce2ecl1OC
COc1cc2CCN(CCc3cce(NC(=0)c4cec(Br)ced)cc3)Ce2cc10C
COc1cc2CCN(CCc3cec(NC(=0O)cdceccSncceeSc4)ce3)Ce2ec1 OC
COc1cc2CCN(CCc3eec(NC(=0)cdcccccdNC(=0)cdecc(C)ecd)ec3)Ce2ec10C

O=C(Nclcccecl C(=O)Ncleecc(CCN2CCce3ccccc3C2)ccl)clenc2eceec2el
CINCCN(C1)Cclecceel

CINCclcceeelCl

CCN(CC)CCOC(=0)C(clecceel)elecceel

CN(C)CCCOCI(CCCCC1)Celececcl
C[C@H](NC1=C(C=C1)O)[C@@H](Cclcecc(Cl)ccl)clcec(Cl)ecl
COc1¢(0OC)ce(/C=C/C2=C(CN3CCN2CC3)N2CCCC2)cclOC
COc1¢(OC)ce(/C=C/C2=C(NC(C)C)CN3CCN2CC3)ccl1OC

N(C1=NCCN1)cle(ClheeeclCl

COCI1CC2CC3N(CCr4cc(oo)c(oc)cesq)c(oeacceioc
CC(cleec(OC#N)ccl)cleee(OC#N)ecl

[N]J=C(N)N/N=C/c1c(Cl)cceclCl

OC(=0)CN1C2=C1C(N2)(clccceel)cleceecl

COclcee(cc1)C(OCCN(C)C)cleeeccl

COclcee(cc1)OC1=NCCc2cccccl2

[N]J=C(N)NC(=0)Cclc(Cl)ceeclCl

COCCCNCclee(0C)c(0OC)e(OC)cl

cI(NC)e(NCC[C@H](0)CCC)nc(ncl [C@@H](NCCN(CCO)CCO)N1CCCC(O)CI)N(CCO)CCO
CCN(CC)CCOC(=0)[C@H](Cclcececl)cleceecd
CC[C@@H](clcceecl)/C/1=C(/OCCCN2CCN(CCCONCC2\[C@H](CC)cleceecl
NCCCCCCNSclecec2e(Cl)eceel2

CICN(CCNICCcl[nH]nnnl)clcceecl
clec(ecclelec(=0)c2e(ce(cc201)0)0)OCCOCCOCCOCCO
Oc1c20[C@H]3C(=0)CC[C@@]4(0O)[C@@H]5Cc(cc1)c2[C@]34CCNSCCICCI
N(C)CC[C@H](clcceeel)eleceenl

Oclcec2[nH]ec(CCCCN3CCC(=CC3)c3cccee3)c2cel
Oclec(CCCCC)ec(0)el[C@H]1C=C(C)CC[C@H]IC(=C)C
O[C@H]1C(=C[C@@H]2C(=0)0[C@@H]3C[C@H](C/C=C(/C[C@H](/C=C/C=C/A\CO[C@H] 1 [C@@]240)C)\C)O[C@]1(C3)C/C(=N/OC)/[C@H](C)C(O1)/C(=C/C(C)C)/C)C
OCC(=0)[C@]1(0)CC[C@@H]2[C@@H]3CCC4=CC(=0)CC[C@H]4[C@@H]3C(=0)C[C@]12C
[N]J=C(N)N1CCc2ccccc2Cl1

CC(C)NC[C@H](COclc(ce(ccl)NC(=0)C)C(=0)C)O
cle(cec2elsc(cleee(ccl)S(=0)(=0)CCCC)c2C(=0)clecc(OCCN2CCCCC2)ccl)OS(=0)(=0)CCCC
Cl(c2cccec2C2C(c3clceec3)C2(F)F)N1ICCN(CCHC[C@@H](COcle2e(cecl)nceec2)O
CCOclc(0OC)cc2e(c)[C@H]ICN(C)CC[C@H]IN=C2clcce(ccl)C(=O)N(C(C)C)C(C)C
N(cleee(cel)C1I=N[C@@H]2CCN(C)C[C@@H]2c2c1cc(OC)c(OC)c2)S(=0)(=0)clcce(C)ecl
OC(=0)[C@@]1(C)CCc2c(C)c(0)c(C)e(C)c201
Oclc([C@H](CC(=0)C)c2cec(cc2)[N+](=0)[O-])c(=0)c2cccec2ol



C5519
C5520
C5521
C5522
C5523
C5524
C5525
C5526
C5527
C5528
C5529
C5530
C5531
C5532
C5533
C5534
C5535
C5536
C5537
C5538
C5539
C5540
C5541
C5542
C5543
C5544
C5545
C5546
C5547
C5548
C5549
C5550
C5551
C5552
C5553
C5554
C5555
C5556
C5557
C5558
C5559
C5560
C5561
C5562
C5563
C5564

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor

174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

Oclcee(ccl)NC(=0)C

ONC(=0)C

N(CC(=0)OCclcceeecl)C(=0)[C@@H](CSC(=0)C)Ccleccecl

NS(=0)(=0)c1c(Cl)cc2N[C@H](CSCC=C)NS(=0)(=0)c2cl
OC[C@H]10[C@@H](O[C@H2[C@@H](C[C@@H](N)[C@@H](O[C@H]30[C@@H](CN)[C@@H](0)[C@H](0)[C@@H]30)[C@@H]20)NC(=0)[C@@H](0)CCN)[C@@H](O)[C@@H](N)[C@@H]10
[nH]1cene2ele(=0)n(C)c(=0)n2C

CN(C)cle(C)n(C)n(c1=0)clcccecl

OC(=0O)[C@H]IN2[C@@H](SC1(C)O)[C@@H](NC(=O)[C@@H](N)clcce(O)ccl)C2=0

Nclce(c[nH]c1=0)clcencecl

Oclec(ccecc INC=0)C(=O)N[C@@H]1[C@H](C)OC(=0)[C@@H](CCCCCC)[C@H](OC(=0)CC(C)C)[C@H](C)OC1=0
CN1[C@H]2CC(C[C@@H]1[C@H]10[C@@H]21)0OC(=0)C(=C)clcccccl

Oclcce(cel)[N+](=0)[O-]

OC[C@@H](O)[C@@H]10C(=C(0)C1=0)0
O[C@@H]1CC(=C2[C@H]([C@@H]30C(=0)[C@H](C)[C@H]13)C(=CC2=0)C)C
OC(=0)[C@@H]IN2[C@H](SCI(C)C)C(NC(=0)[C@@H](NC(=0O)N1CCNC1=0)clcccecl)C2=0
CC(C)(C)NC[C@H](c1ce(ce(c1)OC(=O)N(C)C)OC(=O)N(C)C)O

NS(=0)(=0)clcc2c(cc 1 C(F)(F)F)N[C@@H](Cclcecec1)NS2(=0)=0
NS(=0)(=0)c1c(Cl)cc2NC(=NS(=0)(=0)c2c1)CSCclcccccl
O[C@H](CC[C@H]1[C@H](C)C=CC2-C[C@@H](0)C[C@H])(OC(=0)[C@H](C)CC)[C@H]12)C[C@@H](0)CC(=0)0
OC[C@@H]10[C@@H]2[C@H](OC(=0)c3cc(0)c(0OC)c(0)c23)C(O)[C@@H]10

N(C)CCclceeenl
CIC[C@@H]2C([C@@]3(C1=CC(=C)C=C3)C)([C@H](C[C@]1([C@H]2C[C@@H]([C@@]1(C(=0)CO)O)C)C)O)F
O[C@@H](COclcce(CCOCC2CC2)ccl)CNC(C)C
O[C@@H]1CC[C@@]2(C)[C@H|(CC[C@@]3(O)[C@@H]2CC[C@@H]|2[C@H4[C@@H](CC[C@]4(CC[C@@]32C)C(=0)O0)C(=C)O)CL(CO)C
CN1CCc2cc3c(0CO3)cc2[C@@H]1 [Ca@H]10C(=0)c2clcecc1c20CO1

CC(=0)Oclcce(ccl)C(cleec(OC(=0)C)ecl)clcccenl

CS(=0)(=0)OCCCCOS(=0)(=0)C

[nH]1c2cc(OC)cec2c2cl [C@H] 1 C[C@@H]3[C@@H](C[C@H](OC(=0)c4cc(OC)c(OC)c(OC)c4)[C@H](OC)C3C(=0)OC)CN1ICC2
Nele(Br)ec(C(=O)NCCN(CC)CC)c(OC)cl

N(C(=0)[C@@H]1CCCCN1CCCC)cle(C)eecelC
N1[C@@H]2N(C)CC[C@@]3([C@H]4Nc5c(ceceS)[C@@]23CCN4C)c2ceccec]2
O[C@]1(CC)C(=0)OCc2clcclIn(Cc3clinclcececelc3)c2=0

COc1c(0OC)c2¢(C[C@@H]3N(CCc4cc5¢(0OCOS)ce34)C2)cecl
OC(=0)[C@@H](C(=O)N[C@H]1[C@@H]2SC(C)(C)[C@H](N2C1=0)C(=0)O)clcccccl
0C(=0)CCC(=0)0[C@@H]1CC[C@]2(C)[C@H](CCIC@@]3(C)[C@@H]2C(=0)C=C2[C@@H]4C[C@](C)(CC[C@@]4(C)CC[C@]32C)C(=0)0)C1(C)C
N(CCCHC(=O)N(CCCHN=0

OC(=0)C1=C(C))CS[C@@H2[C@H](NC(=0)[C@H](N)c3ccccc3)C(=0)N12
OC(=0)C1=C(CSc2nnnn2C)CS[C@@H]2N1C(=0)[C@]2(OC)NC(=O)CSCC#N
OC(=0)C1=C(COC(=0)C)CS[C@H]2[C@@H](NC(=0)/C(=N/OC)/c3csc(n3)N)C(=0O)N12
OC(=0)C1=C(COC(=O)N)CS[C@H]2N1C(=0O)[C@H]2NC(=0)/C(=N/OC)/clcccol
OC(=N)clce(=0)c(=0)c2=cl[nH]clc(02)cc(cc1)N(CC)CC
OC(=0)C1=C(COC(=0)C)CS[C@H]2[C@@H](NC(=0)Cc3cccs3)C(=0O)N12
OC(=0)C1=C(COC(=0)C)CS[C@@H2[C@@H](NC(=0)CSc3ccncc3)C(=0)N12
O[C@@H]1CC[C@@]2(C)[C@H](C1)C[C@H](0)Cl[C@@H3CCIC@@H](C@H](C)CCC(=0)0)[C@@]I3(C)CCIC@H]21
CN1[C@H](c2cce(Cl)eec2)S(=0)(=0)CCC1=0

COclcece(cel)C(=C(cleee(OC)ecl)eleec(OC)ccel)Cl



C5565
C5566
C5567
C5568
C5569
C5570
C5571
C5572
C5573
C5574
C5575
C5576
C5577
C5578
C5579
C5580
C5581
C5582
C5583
C5584
C5585
C5586
C5587
C5588
C5589
C5590
C5591
C5592
C5593
C5594
C5595
C5596
C5597
C5598
C5599
C5600
C5601
C5602
C5603
C5604
C5605
C5606
C5607
C5608
C5609
C5610

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

Inhibitor
Noninhibitor

Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor

174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

O[C@H](COC(=0)N)COclcce(Clycel

N(CCC)C(=0)NS(=0)(=0O)clcce(Clyccl

O[C@@]1(NC(=0O)c2cccccl2)clee(c(Cleel)S(=0)(=0O)N

NS(=0)(=0)c1¢c(Cl)cc2NC=NS(=0)(=0)c2cl

O=C1C=CC(=0)c2clccclc2cec2eccecl2

N(CCCCNICCN(CC1)clecceelOC)C(=0O)clec2eceec2ecd

OC(=0)c1nn(CC)c2cc3c(0CO3)cc2c1=0

N([C@@H]1CCSC1=0)C(=0)C

O[C@H](CNC(C)(C)C)clee(Cl)e(N)e(Cl)el
O[C@H]I[C@@H](O[C@@H]([C@@H](NC(=0)[C@H2C[C@@H](CCC)CN20)[C@@H](C)CH[C@Q@H](0)[C@@H]10)SC
OCIC[C@]2(O)[C@H](C[C@@H](C)[C@]2(0OC(=0)CC)C(=0O)CCI[C@H]2CCC3=CC(=0)C=C[C@@]3(C)[C@@]12F
OC(=0)C(C)(C)Oclcee(Clyeel

NS(=0)(=0)clc(Cl)cee(c1)C(=0)NN1[C@H](C)CCC[C@H]1C

C#CCN(C)CCCOclc(Clyee(Cl)eel

O[C@@H]1C[C@H](CCn2¢(C(C)C)c(C(=0O)Nc3cceee3)c(c2c2eec(F)ec2)c2ececc2)OC(=0)C1
COcl1c(0OC)cc(cel)C(=0)OCIC[C@@H]2CC[C@H](C1)N2C
OCC(=0)[C@]1(0)CC[C@@H]2[C@H]3CCC4=CC(=0)CC[C@@]4(C)[C@@H]3C(O)C[C@]12C
O[C@H](CCICC(=0O)NC(=0)C1)[C@H]1CC(C)C[C@@H](C)C1=0
OCI1C[C@@]2(C)[C@H](C[C@H](C)[C@]2(0)C(=0)COC(=0)C)[C@H]2CCC3=CC(=0)C=C[C@@]3(C)[C@]12F
ON(CCCCCNC(=0)CCC(=O)N(O)CCCCCNC(=0)CCC(=0O)N(O)CCCCCN)C(=0)C

O[C@@H]1 [C@@H]2C34[C@H]5C[C@@HIS[C@@H](00)[C@H]5[C@@]5(C[C@H]60C)0CO[C@@] 1 5[C@Q@H]3N(CCO)C[C@@]2(COC)CC[C@H40C
O[C@@H]1CC[C@@]2(COC)CN(CO)[C@H]3[C@]4(0)[C@@H](0C)[C@@H]2[C@]13[C@H]1 C[C@@H]2[C@@H](OC)[C@@H]1 [C@@]4(0)C[C@H]20C
O[C@@]12C[C@H]3[C@@H](0C)[C@]1(0)[C@@](C[C@@H]30C)0CO[C@]3 1 [C@@H]([C@H]1 [C@]42[C@H]3N(CC)C[C@] 1 (C)CC[C@@H]40C)C(=0)C
O[C@H]1C[C@@H](CC[C@H]2[C@H](C)C=CC3=C[C@@H](C)C[C@H](OC(=0)C(C)(C)CC)[C@H]23)OC(=0)C1
O[C@H]1[C@H]2C[C@@H]3[C@H](N(C)C)C(=0)/C(=C(/O)\N)/C(=0)[C@]3(0)C(=0)C2=C(0O)c2c(O)ccc(Cl)c12
N(C(=0)OCC)C1=C(N2CC2)C(=0)C(=C(N2CC2)C1=0)NC(=0)OCC

CCN(CC)C(=O)NICCN(C)CCl1

Oclccee(cel)/C(=C(/CC)\cleccec(O)ecl)/CC

N1C(=0)OC(C)(C)C1=0

Oclcee(cel)/C(=C/C)/C(=C/C)/clcec(O)ecl

N(C(=0)OC[C@@H](CN1CCCCCI1)OC(=0)Nclccecel)cleeeeel

OS(=0)(=0)CN(C)cle(C)n(C)n(c1=0)clcceccl

O[C@H](CN(CC(C)C)S(=0)(=0)clcce(cc)N)[C@@H](Ccleceec)NC(=0)O[C@H]1CCOC1
Oc1c(0OC)cc2CCN3Cede(C[C@H]3c2c1)cec(0C)c40

O[C@H]1[C@H2[C@@H](C)c3ccec(0)c3C(=C2C(=0)[C@@]2(0)[C@H]1 [C@H](N(C)C)C(=0)/C(=C(/O)\N)/C2=0)0O
CC[C@@]12CCCN3CCc4c([C@H]13)n(clcceec41)C(=0)C2

Oclce(O)c2c(=0)cc(oc2el)cleec(OC)ccl

CI[C@H](C(Oc2ce(cc(c12)0)0O)clee(c(cc1)0)0)O
O[C@@]120[C@@](NC(=0)[C@@H]3CN(C)[C@H]4Cc5c[nH]c6eccec(c56)C4=C3)(C(C)C)C(=O)N1[C@@H](C(C)C)C(=O)NICCC[C@@H]21
O[C@]120[C@@](NC(=0)[C@@H]3CN(C)[C@@H]4Cc5c[nH]c6ccec(c56)C4=C3)(C(C)C)C(=O)N1[C@@H](Cclcecce)C(=O)N1CCCC21
N([C@@H]1CCc2cc(OC)c(0OC)c(0OC)c2[C@H]2CCC(OC)C(=0)C[C@H]12)C(=0)C
O[C@@]120[C@@](NC(=0)[C@@H]3CN(C)[C@@H]4Cc5c[nH]c6ccce(c56)C4=C3)(C(C)C)C(=O)N1[C@@H](CC(C)C)C(=O)N1CCCC21
N(C)C(=0)Oclcce2N(C)[C@H]3N(C)CC[C@@]3(C)c2cl

NC(=S)clce(CC)nccl

N1c2c(cc(OCC)cc2)C(=CC1(C)C)C

OC(=0)CN(CC(=0)0)CC(=0O)Nclc(CC)cecclCC



C5611 PI Noninhibitor 174 O[C@@H](COc1c(0OC)c2nc3c(cco3)c(OC)c2ccl1)C(C)C)O
C5612 PI Noninhibitor 174 N(CO)[C@@H](C)Cclec(cecl)C(F)(F)F
C5613 PI Noninhibitor 174 OC(=0)[C@@H](C)clee(Oc2ccecc2)eccl

C5614 PI Inhibitor 174 O[C@@H](CN[C@H](C)Cclecce(O)cel)clee(O)ec(O)cl
C5615 PI Inhibitor 174 Clelecc(OCC(=O)N2CCN(Cc3ccdc(0C04)cce3)CC2)ccl
C5616 PI Inhibitor 174 Cclc(oc2c(ccec2¢1=0)C(=0)OCCNICCCCCl)clccececl

C5617 PI Noninhibitor 174 O[C@@H]1C[C@@]2(C)[C@@H](C[C@@H]30C(C)(C)O[C@]23C(=0)COC(=0)C)[C@@H]2C[C@@H](F)C3=CC(=0)C=C[C@@]3(C)[C@@]12F
C5618 PI Noninhibitor 174 OCC(=O)[C@]1(0O)CC[C@@H]2[C@H]3CCC4=CC(=0)CC[C@@]4(C)[C@]3(F)C(O)C[C@]12C

C5619 PI Noninhibitor 174 OCC(=0)[C@]120C(C)(C)O[C@@H]1 C[C@@H]1[C@H]3C[C@@H](F)C4=CC(=0)C=C[C@@]4(C)[C@@H]3C(O)C[C@]21C
C5620 PI Noninhibitor 174 CN(C)CCOC(clceeecl)clecececl

C5621 PI Noninhibitor 174 OCIC[C@@]2(C)[C@H](CC[C@]2(0)C(=0)C)[C@H]2C[C@H](C)C3=CC(=0)C=C[C@@]3(C)[C@]12F

C5622 PI Noninhibitor 174 OC(=0)CC[C@H](NC(=0O)clccc(cc1)NCelene2ne([nH]c(=0)c2n1)N)C(=0)O

C5623 PI Noninhibitor 174 O[C@@H](COclccee2eln(C)e(=0)cc20C)C(C)(C)O

C5624 PI Noninhibitor 174 [O-][N+](=O)clcec(o1)/C=N/N1C[C@H](CN2CCOCC2)0C1=0

C5625 PI Noninhibitor 174 OC(=0)clcc(c(Cl)eccINCeleecol)S(=0)(=O)N

C5626 PI Noninhibitor 174 OC(=0)CC1(CN)CCCCC1

C5627 PI Noninhibitor 174 O[C@@H](C[C@@H](Cclccceel)C(=O)N[C@H]1[C@H](O)Cc2cccec12)CN1CCN(Ce2ecenc2) C[C@@H] 1 C(=0)NC(C)(C)C

C5628 PI Noninhibitor 174 O[C@@H]1C[C@@H]20c3c(OC)cccdc3[C@@]2(CCN(C)C4)C=CI

C5629 PI Noninhibitor 174 N1=c2¢(=C3C1=CC(=0)C=C3)ccnc2C

C5630 PI Noninhibitor 174 OCC(CO)OCnlenc2elne([nH]c2=0O)N

C5631 PI Noninhibitor 174 NIC=O)[C@@]2([C@@H]30C[C@@H]4[C@@H]5[C@H2[C@]([C@H]4C3)(CN5C)C=C)c2cccecl2

C5632 PI Noninhibitor 174 N(NI1C[C@H]2CCC[C@H]2C1)C(=0)NS(=0)(=0)clccc(C)ecl

C5633 PI Noninhibitor 174 Cnlc2cccec2e(=0)cclelec2c(OCO2)ccl

C5634 PI Noninhibitor 174 OC[C@H](0)COclcecec10C

C5635 PI Noninhibitor 174 Clclee(Cl)e(Cl)ec10CC#HCI

C5636 PI Inhibitor 174 CC(=O)N1CCN(CCl)clece(OC[C@@H]2CO[C@](Cn3cene3)(02)c2ece(Cl)cc2Cl)ecl

C5637 PI Inhibitor 174 [nH]1¢2=CC(=0)C=Cc2c2CCNC(=c12)C

C5638 PI Noninhibitor 174 nlc2cccec2e2elce(C)[nH]cc2

C5639 PI Noninhibitor 174 [nH]1c2cccec2e2el [C@@H](C)NCC2

C5640 PI Noninhibitor 174 O[C@H]1C[C@]2(O)[C@H](C[C@H]30C(C)(C)O[C@@]23C(=0)CCl[C@H]2CCC3=CC(=0)CC[C@@]3(C)[C@@]12F

C5641 PI Noninhibitor 174 O[C@H]1CCN2CC=C(COC(=0)[C@@](O)(C(C)O)[C@H](C)OC)C12

C5642 PI Noninhibitor 174 OCCNICCN(CCS(=0)(=0)0O)CC1

C5643 PI Noninhibitor 174 NI1CCC2=c3ccc(0OC)cc3=NC2=CIC

C5644 PI Noninhibitor 174 O[C@H]1[C@@H](C)O[C@@H](OC[C@H]20[C@@H](Oc3cc(0)edC(=0)C[C@H](Ocde3)e3cc(0)e(0C)ce3) [ C@@H](0)[C@@H](0)[C@@H]20)[C@@H](0)[C@@H] 10
C5645 PI Noninhibitor 174 O[C@@H]1C=C2CCN(C)[C@H]2[C@H]2[C@H]10C(=0)clcc3c(0OCO3)cc21

C5646 PI Inhibitor 174 COclc(0OC)c2¢(ceN[C@H](0C2=0)[C@@H]IN(C)CCc2cc3c¢(0OCO3)ccl2

C5647 PI Noninhibitor 174 O[C@@H]IN(C)CCc2cc3c(0CO3)ccl2

C5648 PI Noninhibitor 174 O[C@@H]([C@@H](C)N1CCC(Cc2ccccc2)CCl)eleec(O)cel

C5649 PI Noninhibitor 174 Oclc2e(C[C@@H]3N(C)CCc4ce(0OC)c(0OC)c2e34)ccc10C

C5650 PI Noninhibitor 174 NC(=O)C(CCN(C(C)C)C(C)C)(clececcel)elececcel

C5651 PI Noninhibitor 174 N(C(C)C)cle(C)n(C)n(c1=0)clcceccl

C5652 PI Noninhibitor 174 [O-]IN+](=0)O[C@H]1CO[C@H]2[C@H](CO[C@@H]12)O[N+](=0)[O-]

C5653 PI Noninhibitor 174 OC[C@H]10[C@H](O[C@H]2C(0)[C@H](O[C@H]30[C@@H](CN)[C@@H](0)[C@@H](0)[C@H]30)[C@@H](C[C@@H]2N)N)[C@H](0)[C@H](N)[C@H]10
C5654 PI Noninhibitor 174 O[C@@H]1 [C@@H]2C[C@@H]3[C@H]1[C@](O)(C[C@@H]200)[C@H]IC[C@H2[C@]43[C@H]IN(CC)C[C@]2(C)CC[C@H]40
C5655 PI Noninhibitor 174 COC1=CC(=0)O[C@H](C1)/C=C/clcccecl

C5656 PI Noninhibitor 174 [nH]1¢(=0)n(CCN2CCC(CC2)C(=0)c2cce(F)cc2)c(=0)c2cececl2



C5657 PI Noninhibitor 174 N(Cclcccol)el[nH]enc2c1nen2

C5658 PI Inhibitor 174 COc1c(OC)ec(C[C@@H]2N(C)CCe3cc(0C)c(OC)ec23)c(Br)cl

C5659 PI Noninhibitor 174 N(C(=0)cle(C)oncl)cleee(ccl)C(F)(F)F

C5660 PI Noninhibitor 174 OC(=0)CC[C@H](NC(=O)clcce(cc1)NCCICNc2e(N1C=0)c(=0)[nH]c(N)n2)C(=0)O

C5661 PI Noninhibitor 174 O[C@H](COclceecc2c1 CCCC2=0)CNC(C)(C)C

C5662 PI Noninhibitor 174 O[C@]1(CC[C@@H]2[C@@H]3CCC4=CC(=0)CC[C@H]4[C@H]3CC[C@@]12CC)C#C

C5663 PI Inhibitor 174 O[C@@H]1CC[C@@]2(C)[C@@H](CCC3[C@@H]4CC[C@@H]([C@H](C)CCC(=0)0)[C@@]4(C)CC[C@H]23)C1
C5664 PI Noninhibitor 174 O[C@@H](C[C@H]1CCC[C@H](CC(=0)c2ccccc2)N1C)clececcl

C5665 PI Noninhibitor 174 OC(=0)clen(CC)c2ce(ce(F)ec(N3CCN[C@H](C)C3)c2F)c1=0

C5666 PI Noninhibitor 174 CCN(CC)CCOCCOC(=0)CI(CCCCl)elcececd

C5667 PI Noninhibitor 174 CNl1c2cec(Cl)ec2C(=NCC1=0)clcccecl

C5668 PI Inhibitor 174 O[C@H]1C[C@H](CC[C@H]2[C@@H](C)C=CC3=C[C@@H](C)C[C@@H](OC(=0)[C@H](C)CC)[C@H]23)OC(=0)Cl
C5669 PI Noninhibitor 174 CN(C)CCOC(=0)COclcee(Cl)cel

C5670 PI Noninhibitor 174 O[C@H]1C=C2CCN3Cc4cc5c(0COS)cc4[C@@H]([C@H]23)[C@@H]10

C5671 PI Inhibitor 174 OC[C@H]1CN(C)[C@H]2Cc3c[nH]c4ccec(c34)C2=C1
C5672 PI Inhibitor 174 N([C@@H]1CN(C)[C@@H]2Cc3c[nH]c4ccee(c34)C2=C1)C(=O)N(CC)CC
C5673 PI Inhibitor 174 NCclcee(eel)S(=0)(=O)N

C5674 PI Noninhibitor 174 CN(Cccehecec

C5675 PI Noninhibitor 174 Cclec(CN2CCN(CC2)[C@H](c2cceec2)c2eee(Cl)ec2)cecd

C5676 PI Noninhibitor 174 NIC(E=O)C[C@@](C)(CO)C1=0

C5677 PI Noninhibitor 174 OC(=O)clccccelNclc(Cl)ece(C)elCl

C5678 PI Noninhibitor 174 N(CCN(CC)CC)C(=0)COclecc(OC)cel

C5679 PI Noninhibitor 174 0OS(=0)(=0)CCS

C5680 PI Noninhibitor 174 O[C@]1(CC[C@H]2[C@@H]3CCc4cc(OC)cecc4[C@H]3CC[C@@]12C)C#HC

C5681 PI Noninhibitor 174 OC(=0)[C@@H]1[C@@H]2[C@H](SC1(C)C)[C@H](NC(=0)[C@H](N=C)clcccccl)C2=0
C5682 PI Inhibitor 174 O[C@H](CNC)clcc(OC)c(O)cel

C5683 PI Noninhibitor 174 CN(C)CCN(Cclecesl)cleecenl

C5684 PI Noninhibitor 174 CNICC[C@]23[C@@H]4[C@H]1Cclc2c(c(cc1)OC)O[C@H]3C(=0)CC4

C5685 PI Noninhibitor 174 [nH]1cen(C)el=S

C5686 PI Noninhibitor 174 OC(=0)[C@H](CCS(=0)(=N)C)N

C5687 PI Inhibitor 174 CNICCCC(CC2c3cccec3Sc3c2ecec3)Cl

C5688 PI Noninhibitor 174 O[C@H](COC(=O)N)COclccceelOC

C5689 PI Noninhibitor 174 O[C@@H]([C@H](C)N)c1c(OC)cce(0OC)cl

C5690 PI Noninhibitor 174 OC[C@@H](CC)NC(=0)[C@H]1CN(C)[C@@H]2Cc3c[nH]c4ccec(c34)C2=C1

C5691 PI Inhibitor 174 OCC(=0)[C@]1(0)CC[C@@H]2[C@@H]3C[C@@H](C)C4=CC(=0)C=C[C@]4(C)[C@@H]3C(O)C[C@]12C
C5692 PI Noninhibitor 174 OCCnlc¢(C)necl[N+](=0)[O-]

C5693 PI Noninhibitor 174 Nclne(N)e(nnl)cle(Cl)e(Cl)ecel

C5694 PI Inhibitor 174 O[C@@]1(CC[C@@H]2[C@H]3CCC4=CC(=0)CCC4=C3[C@H](C[C@@]12C)clccc(cc1)N(C)C)CHCC
C5695 PI Noninhibitor 174 OC(=0)[C@@H](Cnlccc(=0)c(O)cl1)N

C5696 PI Noninhibitor 174 CIC(CH[C@H](clcce(Cl)ecel)cleececlCl

C5697 PI Noninhibitor 174 O[C@]1(C)[C@H](C)C(=0)O[C@@H]2CCN3CC=C(COC(=0)[C@]1(C)O)C23

C5698 PI Noninhibitor 174 OC(=0)CC/C(=C/Cc1¢c(0)c2c(COC2=0)c(C)c10C)/C

C5699 PI Noninhibitor 174 Oclce(O)c2e(=0)c(O)c(oc2el)clee(0)c(0)c(O)cl

C5700 PI Noninhibitor 174 OC(=0)C[C@@H](NC(=0)C)C(=0)O

C5701 PI Noninhibitor 174 OC[C@H]10[C@H](0)[C@@H](NC(=0)C)[C@@H](O[C@@H](C)C(=0)0)C10

C5702 PI Noninhibitor 174 N1[C@H](C)CCC[C@@H]IC



C5703 PI Noninhibitor 174 O[C@@H]1C(=O)[C@@H]2C[C@@]31[C@H]1C[C@H4[C@@]5([C@H]IN(CC)C[C@]4(C)CC[C@H]50)[C@@H]3C[C@H]20

C5704 PI Noninhibitor 174 OC(=O)[C@@H](C)clec2e(cecl)ec(OC)cc2

C5705 PI Inhibitor 174 Oclcee(cel)[Ca@H]1CC(=0)c2c(0)cc(0)cc201

C5706 PI Noninhibitor 174 OC[C@@H]10[C@H](Oc2cc(0)c3C(=0)C[C@H](Oc3c2)c2cce(O)ec2)[C@@H](O[C@H]20[C@@H](C)[C@H](0)[C@@H](0)[C@H]20)[C@H](0)[C@@H] 10
C5707 PI Noninhibitor 174 O[C@@H]1[C@@H](CN)O[C@@H](O[C@H2[C@@H](O)[C@@H](O)[C@@H](C[C@H]2N)N)[C@H](N)[C@H]10

C5708 PI Noninhibitor 174 OC[C@@H]10[C@H](O[C@H]2C(0)[C@H](O[C@H]30[C@@H](CN)[C@H](0)C[C@@H]3N)[C@H](C[C@@H]2N)N)[C@@H](0)[C@@H](N)[C@H]10
C5709 PI Noninhibitor 174 CN1CCO[C@@H](c2cceec2)c2e(Cl)cecc2

C5710 PI Noninhibitor 174 N(C(=O)clenceel)ele(C)n(C)n(c1=0)clcceccl

C5711 PI Noninhibitor 174 OC(=0)clc(ncecl)Neleeee(cl)C(F)(F)F

C5712 PI Noninhibitor 174 [nH]1c2cceec2e2el [C@H]1 [C@H]3CC[C@@H]([C@H]4CCCNC34)N1CC2

C5713 PI Noninhibitor 174 O[C@@H]([C@H](C)N)clce(O)c(O)ccl

C5714 PI Noninhibitor 174 O[C@@H](CNC(C)C)clee(O)eec(O)cl

C5715 PI Noninhibitor 174 O[C@H](CCI)Cnlc(C)necl[N+](=0)[O-]

C5716 PI Noninhibitor 174 CN(C)CCO[C@H](clcccecl)elececec1C

C5717 PI Noninhibitor 174 CCN(CC)CCclnc(nol)clceceel

C5718 PI Noninhibitor 174 OC(=0)clcc2e(ccee2)c(Ce2ec3cccee3c(C(=0)0)c20)c10

C5719 PI Noninhibitor 174 N1CCCC[C@@H]1[C@H](C(=0)OC)clceceel

C5720 PI Inhibitor 174 N1CCCCCICC(CICCCCCr)cIcececct

C5721 PI Noninhibitor 174 OC[C@@H]10[C@@H](O[C@@H]2C(0)[C@@H](C[C@H](N)[C@@H]20[C@H]20[C@H](CO)[C@@H](0)[C@@H](0)[C@H]2N)N)[ C@H](0)[C@H]10[C@@H] 1 0[ C@H](CN)[ C@H](0)[C@H](0)[C@@H]IN
C5722 PI Noninhibitor 174 C/C/1=C/CC[C@@]2(C)O[C@H]2[C@@H]20C(=0)C(=C)[C@@H]2CCl1

C5723 PI Noninhibitor 174 CNIC(C)(C)CcCcecl(e)e

C5724 PI Inhibitor 174 C1CCn2nnnc2CCl1

C5725 PI Noninhibitor 174 O[C@@H](CC(=0)0)[C@@H](CC(C)C)NC(=0)[C@@H](C)NC(=0)C[C@@H](0)[C@H](CC(C)C)NC(=0)[C@@H](NC(=0)[C@H](NC(=0)CC(C)C)C(C)C)C(C)C
C5726 PI Noninhibitor 174 N(C(=0)C)clcece(OCC)ecl

C5727 PI Noninhibitor 174 Nclne(N)c(cel)/N=N/clcceecl

C5728 PI Noninhibitor 174 Oc1c(0OC)ce(ccl)C(=0)OCIC[C@H2CC[C@@H](C1)N2C

C5729 PI Noninhibitor 174 N(Cclenceel)C(=0)clcc(C(=O)NCc2cenccce2)c(OC)ccl

C5730 PI Noninhibitor 174 O[C@@]12C[C@@H]30[C@@]43C(=0)O[C@H]([C@H]30C(=0)[C@H]1[C@H]3C(=C)C)[C@@]24C

C5731 PI Noninhibitor 174 O/C(=C\1/N(C)S(=0)(=0)c2ccccc2C1=0)/Nclcecenl

C5732 PI Noninhibitor 174 O[C@@H]1[C@H]2COC(=0)C2[C@@H](c2cc(OC)c(OC)c(0OC)c2)c2clcc10COc1c2

C5733 PI Noninhibitor 174 CCCCOclecc(OCCCN2CCOCC2)cecl

C5734 PI Noninhibitor 174 O[C@@H]1CC[C@]2(O)[C@H]3CC[C@@]4(C)[C@H](CC[C@H]J4C(=0)C)[C@@H]3CC=C2Cl

C5735 PI Noninhibitor 174 OC(CCNI1CCCCCl)(clecceel)cleceecd

C5736 PI Noninhibitor 174 Ocle(ce(SC(C)(C)Sc2ee(c(0)c(c2)C(C)C)C)C(CY(C)C)ecl C(CY(C)O)C(C)(C)C

C5737 PI Noninhibitor 174 CCN(CO)[C@H](C)CN1c2cccec2Sc2elecec2

C5738 PI Noninhibitor 174 [nH]1c(=0)cc(CCC)[nH]c1=S

C5739 PI Noninhibitor 174 NC(=O)clncencl

C5740 PI Noninhibitor 174 OCclene(C)e(0)c1CO

C5741 PI Noninhibitor 174 COclc(C#N)e(=0)n(C)ccl

C5742 PI Noninhibitor 174 CNI1CCc2cc3c(0CO3)c3c2[C@@H]1Ccleceec31

C5743 PI Noninhibitor 174 N1CCc2cc(OC)c(OC)cc2[C@H]1C

C5744 PI Noninhibitor 174 0=C10[C@@]23C[C@@H](C=CC2=C1)NICCCC[C@@H]31

C5745 PI Noninhibitor 174 N(CICCC(C)CC1)C(=O)N(CCCI)N=0

C5746 PI Noninhibitor 174 O[C@]1(C)C(=C)C/C(=C\C)/C(=0)O[C@H]2CCN3CC=C(COC1=0)C23

C5747 PI Noninhibitor 174 O[C@]12CC[C@H]3[C@H](C)[C@HJ4CC[C@@H](C)CN4C[C@@H]3[C@@H]1C[C@@H]1 [C@@H]2CC(=0)[C@@H]2CC(=0)CC[C@@]12C
C5748 PI Noninhibitor 174 O[C@H]1[C@@H](0[C@HR[C@@H](C[C@@H](N)[C@@H](O[C@H]30C(=CC[C@@H]3N)CN)[C@@H]20)N)OC[C@@](C)(O)[C@@H]INC



C5749
C5750
C5751
C5752
C5753
C5754
C5755
C5756
C5757
C5758
C5759
C5760
C5761
C5762
C5763
C5764
C5765
C5766
C5767
C5768
C5769
C5770
C5771
C5772
C5773
C5774
C5775
C5776
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PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
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PI
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PI
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PI

Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
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Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
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Noninhibitor
Noninhibitor
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Noninhibitor
Noninhibitor
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Noninhibitor
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Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
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Noninhibitor
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Inhibitor
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Noninhibitor
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174
174
174
174
174
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174
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174
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174
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174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

COc1¢(0C)c2ne3ce(cco3)c(OC)c2ccl
OC[C@H]10[C@H](0)[C@@H](NC(=O)N(CO)N=0)[C@@H](0)C10
OC(=0)CCC(=0)Nclcee(cel)S(=0)(=0O)Nclnccesl

Nclcee(eel)S(=0)(=O)NC(=O)clccecel

Ncleee(ecl)S(=0)(=0)Nclnnc(Cl)ccl

Nceleee(ecl)S(=0)(=0)Nclec(OC)ne(OC)nl

Ncleee(eel)S(=0)(=0)Nclncee(C)nl
OCC(=0)[C@]1(0)CC[C@@H]2[C@@H]3CCC4=CC(=0)C=C[C@@]4(C)[C@@H]3C(=0)C[C@@]12C
Nclcee(cel)S(=0)(=0)Nclncc(OC)enl

Nclcee(eel)S(=0)(=0)Nclnc(C)ec(C)nl

Ncelceee(ecl)S(=0)(=0)Nclnnc(C)sl

Ncelceee(ecl)S(=0)(=0O)Ncleccenl

Ncelceee(ecl)S(=0)(=0)Nclec2neenc2ecl

Ncelceee(ecl)S(=0)(=0)Ncle(C)e(C)nol

[nH]1c2ccene2nelele(OC)ec(ccl)S(=0)C

OC(=0)[C@H](C)clcce(ecl)C(=0O)clcecsl
OC(=0)CCC(=0)OCCI(CCCC)C(=O)N(N(C1=0)clcccecl)cleceecd

[nH]1c2cc(OC)ccc2e2e [C@H]1 C[C@H]3[C@H](C[C@@H](OC(=0)c4cc(0OC)c(OC(=0)OCC)c(0C)c4)[C@@H](OC)C3C(=0)OC)CN1CC2
O[C@@H]1 [C@HI2[C@@H]3NAC[C@@]5(C)C[C@H](OC(=0)cbeecec6)[C@@H](OC(=0)C)[C@]63[C@@H]S[C@HIAC[C@@]32CC(=C)[C@H]1 [C@H](OC(=0)C)[C@@H]63
Nclne(nc2ec(OC)c(0OC)cc12)NICCN(CC1)C(=0)[C@H]1CCCO1
O[C@@H](CNC(C)(C)C)clec(O)ee(O)cl

[nH]1c2cccec2e2e] [C@@H] 1 C[C@@H]3[C@@H](CN1CC2)C(C)OC=C3C(=0)0C
N1CCN=CI1[C@H]1CCCc2cccccl2

CICN2C[C@H](N=C2S1)clcccecl

C1CCC2=Nc3cccec3CN2C1

O=c1n2CCCCc2nc2cccccl2

[nH]1c2cccee2nelclesenl

NS(=0)(=0)clcec(OC)c(c1)C(=O)NC[C@@H]1CCCN1CC

OC(=O)clcceeclS

N(CCN(CC)CC)C(=0)c1c(OC)cee(c1)S(=0)(=0)C

CCS(=0)(=0)CCnlc(C)nccl[N+](=0)[O-]

N(N1CCCCCC1)C(=0O)NS(=0)(=0O)clcce(C)ecl

C(C#CCNICCCCI)N1Ccccecl
OCC(=0)[C@]1(0)[C@@H](0O)C[C@H]2[C@@H]3CCC4=CC(=0)C=C[C@]4(O)[C@]3(F)C(O)C[C@@]12C
NS(=0)(=0)c1c(Cl)ce2N[C@H](NS(=0)(=0)c2c1)C(C)Cl1
OC(=0)[C@@H](Cclec(I)c(Oc2ee(I)c(O)cc2)c(I)c1)N

NICCN(Ce2c¢(0OC)e(0C)e(0OC)cc2)CC1

CN1C(=0)OC(C)(C)C1=0

Cclec2e(o1)c(C)cloc(=0)ce(C)clc2
CO[C@@H]1C=C2CCN(C)[C@H2[C@H]2[C@@H]10C(=0)clcc3c(0OCO3)cc21
Fclcee(ccl)C(OCCNICCN(CCCc2ccccec2)CCl)elece(F)eel
O[C@H]1[C@@H](0)[C@@]2(0)[C@H](C[C@@]340[C@@]5(0)[C@H](CC[C@@H]23)[C@]4(C)CC[C@@H]S0C(=0)c2cc(0C)c(0C)ec2)[ C@@H]2CN3C[C@@H](C)CC[C@H3[C@@](C)(O)[C@@H]12
OC[C@H]10[C@@H]([C@H](0)[C@H]10)nlcnc2cIncnc2N
O[C@@]1(C[C@@]2(CC)CCCN3CCc4c([C@H]23)nlclcecced1)C(=0)OC
CCOC(=0)C1=C[C@@]2(CC)CCCN3CCcilc([C@@H]23)nlclcceccdl

N(C1=NCCCS1)cle(C)ececlC



C5795 PI  Noninhibitor 174  O[C@@H]1CC[C@H]2CN3CCede([nH]cScceceds)[C@HI3C[C@@H]2C1C(=0)0

C5796 PI Inhibitor 174 O[C@H]1[C@H](C)/C=C(\C)/[C@@H](OC(=O)N)[C@H](OC)/C=C/C=C(\C)/C(=0)NC2=CC(=0)C(=C(C[C@H](C)C[C@@H]10C)C2=0)0C
C5797 PI Inhibitor 174 Oclce2¢(0)e(c1)NC(=0)/C(=C/C=C[C@@H](C)[C@@H](OC(=O)N)/C(=C/[C@@H](C)[C@H](OC)[C@H](C[C@@H](C)[C@H]20C)OC)/C)/C
C5798 PI Inhibitor 174 O[C@H]1[C@@H](C)/C=C(\C)/[C@H](OC(=0)N)[C@@H](OC)/C=C/C=C(\C)/C(=0)NC2=CC(=0)C(=C(C[C@H](C)C[C@@H]10C)C2=0)NCC=C
C5799 PI Inhibitor 174 Nlc2e(ec(C)s2)C(=Nc2ececc12)N1CCN(C)CC1

C5800 PI Inhibitor 174 OCCOCCNICCN(CC1)C1=Nc2cccec2Sc2eccecl2

C5801 PI Noninhibitor 174 N(C)C(=0)O/N=C/C(C)(C)SC

C5802 PI Inhibitor 174 NI1C(EC([C@@H](c2ccce(c2)[N+](=0)[0-])C(=C1C)C(=0)O[C@H]1 CCCN(Cc2cccec2)C1)C(=0)0C)C

C5803 PI Inhibitor 174 N(/N=C(/C=C/clcecc(ccl)C(F)(F)F)\C=C\clccc(cc1)C(F)(F)F)C1=NCC(C)(C)CN1

C5804 PI  Noninhibitor 174  N(CC)C(=0)Oclcecce [N+](=0)[O-]
C5805 PI  Noninhibitor 174  CCL(C)[C@H](C=C(CI)CH[C@H]1C(=0)OCclce(Oc2eceec)ece]
C5806 PI  Noninhibitor 174  CICCI(CCH[C@@H]2C[C@H](C(CI)(CH[C@@H]2C1)/C/1=C/Cl

C5807 PI Inhibitor 174 COclcc2c(SCCN(C2)C(=0)CCN2CCC(Cc3ceecce3)CC2)ecl

C5808 PI Inhibitor 174 CCCCCCCCCCCCC(CCCN(C)CCelec(0OC)cccl)(CN)eclee(OC)eccel

C5809 PI Inhibitor 174 nlc(NCCc2cccc(OC)c20C)nc(c2c1cc(OC)c(OC)c2)N1CCe2cc(OC)c(OC)cc2Cl

C5810 PI Inhibitor 174 nlc(c2e(ncINCCelece(c(c1)OC)OC)cce(c2)C)N(Celeeceel)C

C5811 PI Inhibitor 174 clceec2eloc(cc2=0)C(=0)Nc1cc(OC)c(OC)eclclnnn(nl)cleccc(CCN2CCce3ec(OC)c(OC)cc3C2)ccl
C5812 PI Inhibitor 174 OC[C@H]10c2¢(0OC1clcec(OC)c(OC)c)ec(cc2)cle(O)e(=0)c2c(O)ce(OC)cc2o1

C5813 PI Inhibitor 174 OC[C@H]10c2¢(0OC1clcec(OC)c(OC)c)ec(ec2)clc(OC)e(=0)c2¢(O)ce(O)cc2ol
C5814 PI Inhibitor 174 OC[C@H]10c2¢(0OClclece(0OC)c(OC)cl)ee(ce2)cle(OC)e(=0)c2e(0)cc(OC)ec201
C5815 PI Inhibitor 174 OC[C@H]10c2c¢(0OC1clcec(OC)c(OC)c1)ec(cc2)clc(O)e(=0)c2c(0OC)cc(OC)ec201
C5816 PI Inhibitor 174 OC[C@H]10c2c¢(0C1clcec(0)c(O)el)cc(cec2)cle(O)c(=0)c2c(O)cc(O)cc2ol

C5817 PI Inhibitor 174 OC[C@@H]10c2cce(cc20C1cleee(0)c(0OC)c])[C@H]10c2¢(C(=0)[C@@H]10)c(O)cc(OCcleeccel)c2
C5818 PI Inhibitor 174 OC[C@H]10c2¢(0OClcleec(0)c(OC)cl)ec(ce2)cle(0)e(=0)c2c(O)ce(O)cc2ol

C5819 PI Inhibitor 174 OC[C@H]10c2¢(0OClclcee(0)c(OC)cl)ee(ce2)cle(0)e(=0)c2c(0)cc(OCc3cecee3)cc2ol
C5820 PI Inhibitor 174 OC[C@H]10c2c(0OCl1clcee(0)c(OC)c)ec(cc2)cle(O)e(=0)c2c(O)cc(OC)cc2o1

C5821 PI Inhibitor 174 OC[C@H]10c2¢(0OC1clcec(OC)c(OC)c])ec(ec2)cle(O)e(=0)c2c¢(O)ce(O)cc2ol

C5822 PI Inhibitor 174 OC[C@H]10c2¢(0OClclece(0)c(OC)cl)ce(ce2)cle(OC)e(=0)c2e(0)cc(OC)ec201
C5823 PI Inhibitor 174 CC(=0)Oclc(O)cc2oc(cc(=0)c2c10)cleccecl

C5824 PI Noninhibitor 174 OC(=0)CCC(=0)O[C@H]10[C@H]20[C@@]3(C)CC[C@H]4[C@H](C)CC[C@@H]([C@H]1C)[C@@]24003
C5825 PI Inhibitor 174 COc1¢(0C)c(0C)c2c(=0)cc(oc2cl)cleccecl

C5826 PI Inhibitor 174 COc1¢(0C)c(0)c2c(=0)cc(oc2cl)cleccecel

C5827 PI Inhibitor 174 Oclc2c¢(=0)ce(oc2cc2c10CO2)clcecccl

C5828 PI Inhibitor 174 COclc2c(=0)cc(oc2ec2c10CO2)clcceccl

C5829 PI Inhibitor 174 cl(c2c(cc(c10C(=0)C)Oclceccel )oc(cc2=0)cleceecl)OC(=0)C

C5830 PI Inhibitor 174 cl(c2c(cc(ec1Ocleccecl)O)oc(cc2=0)cleccecl)O

C5831 PI Inhibitor 174 COclc2¢(=0)cc(oc2ec2c10C(02)(cleceec])clececcl)cleccecl

C5832 PI Inhibitor 174 CCCOclc(O)cc2oc(ce(=0)c2c10)cleccecl

C5833 PI Inhibitor 174 CCOclc(O)cc2oc(cc(=0)c2¢10)cleccecd

C5834 PI Inhibitor 174 CC(=0)0c1¢c(0OC(=0)C)c(0)c2c(=0)cc(oc2cl)cleececl

C5835 PI Noninhibitor 174 Oclccee(cel)clcoc2ec(O)cec2e1=0

C5836 PI Inhibitor 174 CCOclc(OC)cc2oc(ce(=0)c2c10)clceccecl

C5837 PI Inhibitor 174 CCCOcle(OC)ec2oc(ce(=0)c2¢c10C)clceccecl

C5838 PI Inhibitor 174 CCCOclc(OCCC)e(0)c2¢(=0)cc(oc2el)clececcl

C5839 PI Inhibitor 174 CCOclc(OCC)c(0)c2c(=0)cc(oc2cl)cleccecl

C5840 PI Inhibitor 174 CCCCCCCCOclc(0OCCCCCCCC)e(0)c2c(=0)cc(oc2cl)cleccecl



C5841 PI Inhibitor 174 CCCCCOc1c(OCCCCC)c(0)c2c(=0)cc(oc2cl)cleccecl

C5842 PI Inhibitor 174 CCCCOclc(OCCCC)c(O)c2c(=0)cc(oc2cl)cleccecd

C5843 PI Inhibitor 174 CC(=0)O0c1c(OC(=0)C)c(OC(=0)C)c2c(=0)cc(oc2cl)clcecccl

C5844 PI Inhibitor 174 CCCCCOcl1e(0OCCCCC)e(0OC)c2e(=0)cc(oc2el)cleccecd

C5845 PI Inhibitor 174 CCCCCCOc1c(0OCCCCCC)e(OC)c2c(=0)cc(oc2el)clcceccl

C5846 PI Inhibitor 174 Oc1c(CNCC)cce(ecl)Nclcenc2ec(Clyeeel2

C5847 PI Inhibitor 174 CCOcl¢(OCC)c(0OC)c2c(=0)cc(oc2cl)cleeeccel

C5848 PI Inhibitor 174 CCCCOclc(OCCCC)c(OC)c2¢(=0)cc(oc2cl)cleccecl

C5849 PI Inhibitor 174 COclc(0OC(=0)C)c(0C)c2¢(=0)cc(oc2cl)cleececel

C5850 PI Inhibitor 174 CC(=0)Oclc(OCc2ccccc2)cc2oc(cc(=0)c2c10C(=0)C)clcccecd

C5851 PI Inhibitor 174 CC(=0)Oc1c(OCc2cccce2)c(0)c2e(=0)cc(oc2cl)cleececl

C5852 PI Inhibitor 174 CC(=0)0c1c(OC(=0)C)c(OCc2cccec2)c2e(=0)cec(oc2cl)clcecccel

C5853 PI Inhibitor 174 CC(=0)0c1c(OC(=0)C)c(Br)c2oc(cc(=0)c2c10)cleccecl

C5854 PI Inhibitor 174 O[C@@H](COclc(ccecl)C(=0)CCclceccc])CNICCN(CCl)eleece(C)elC
C5855 PI Inhibitor 174 Clclc(ceecl)elne2e(ccee2)e(nl)N1CCCC1

C5856 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)CCclcceccl)CN(CCC)C(=0O)cleccecl

C5857 PI Noninhibitor 174 0c1c2C(=0)C=C(C(=0)c2cc(C)cl)clc(C)ecc2C(=0)C=CC(=0)c2c10

C5858 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)CC)CNICCC(O)(CCl)cleececel

C5859 PI Inhibitor 174 O[C@H](COcle(ceecl)C(=0)Cclceec2elecce2)CN1ICCC(O)(CCl)elecceel
C5860 PI Inhibitor 174 O[C@@H](COclcc(ceec)C(=0)C)CNICCCCCL

C5861 PI Inhibitor 174 O[C@@H](COclec(cecl)C(=0)C)CNICCN(CCl)clece(F)eel

C5862 PI Inhibitor 174 O[C@@H](COclc(ccecl)C(=0)CCcleeccc])CNICCN(CC1)C(=0)clecceel
C5863 PI Inhibitor 174 O[C@H](COclccc(OC)ccl)CNTICCN(CCl)clece(F)ecl

C5864 PI Inhibitor 174 NCI1=C(C#N)[C@H](c2c¢(O1)n[nH]c2clece(C)ecl)elece(cc1)N(C)C

C5865 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)CCceleceecl)CN[C@H](C(C)C)cleececl
C5866 PI Noninhibitor 174 Oclcc2c3c(oc(=0)cdcec(0)c(0)c(0c2=0)c34)c10

C5867 PI Inhibitor 174 O[C@H](COcle(ce(Cl)e(Cl)e1)C(=0)CCcleccec )CN1CCN(CCl)cleceeclC
C5868 PI Inhibitor 174 O[C@H](COclc(ce(C)eecl)C(=0)C)CNICCCCCL

C5869 PI Inhibitor 174 O[C@H](COcleceec2c1C(=0)CC2=C)CN1CCCCC1

C5870 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)CCclcceccl )CN[C@@H](c1cceec1)C(C)(C)C
C5871 PI Inhibitor 174 O[C@@H](COcleccec2c1 C(=C)CC2=0)CN1CCCCCI

C5872 PI Inhibitor 174 O[C@H](COclceee2el C(=0)[C@H](C2=C)clcecec)CN1CCCCCI

C5873 PI Inhibitor 174 O[C@H](COclcecee2el C(=C)[C@H](C2=0)clcccec)CN1CCCCCI

C5874 PI Inhibitor 174 O[C@@H](COclccec2e1 C(=0)[C@@H](C2=C)clccccc )CNICCN(CCl)cleeee(C)elC
C5875 PI Noninhibitor 174 O=C1CC(CCN2CCCCC2)Oc2cccccl?2

C5876 PI Noninhibitor 174 OC(=0)/C=C/clcc(0OC)c(O)ccl

C5877 PI Noninhibitor 174 OC(=0)COclcccec1C(=0)CCcelececcl

C5878 PI Inhibitor 174 O[C@H](COclccee(c1)C(=0)C)CNICCN(CCl)ele(C)e(C)eccl

C5879 PI Inhibitor 174 O[C@@H](COclccee(c1)C(=0)C)CN1CCN(CCl)cle(C)eceel

C5880 PI Inhibitor 174 O[C@H](COclceecec1 C(=0)C)CNICCN(CCl)ele(C)e(C)eccel

C5881 PI Inhibitor 174 O=C([C@@H]10c2ccccc2[C@H]1Cclcececc])N1CCCCC1

C5882 PI Noninhibitor 174 C[C@H]1[C@@H](Oc2clccec2)C(=0)N1CCCCC1

C5883 PI Inhibitor 174 C([C@@H]10c2ccecc2[C@H]1Celeccecl )N1CCCCC1

C5884 PI Inhibitor 174 N(C(=0)clecc(OCCCC)cecel)elec2e(cel)ne(SCele(C)e(C(=0)C)c(C)ecelC)s2
C5885 PI Inhibitor 174 N(C(=0)CCelecceel)elec2e(cel)ne(SCele(C)e(C(=0)C)c(C)ecclC)s2

C5886 PI Inhibitor 174 N(C(=O)clecee2elcccc2)clec2e(cel)ne(SCele(C)e(C(=0)C)e(C)eclC)s2



C5887
C5888
C5889
C5890
C5891
C5892
C5893
C5894
C5895
C5896
C5897
C5898
C5899
C5900
C5901
C5902
C5903
C5904
C5905
C5906
C5907
C5908
C5909
C5910
C5911
C5912
C5913
C5914
C5915
C5916
C5917
C5918
C5919
C5920
C5921
C5922
C5923
C5924
C5925
C5926
C5927
C5928
C5929
C5930
C5931
C5932
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Inhibitor
Noninhibitor
Inhibitor
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Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Noninhibitor
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Inhibitor
Noninhibitor
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Noninhibitor
Inhibitor
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Inhibitor
Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
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Inhibitor
Inhibitor
Inhibitor
Inhibitor
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Inhibitor
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174
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174
174
174
174
174
174
174
174
174
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174
174
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174
174
174
174
174
174
174
174
174

N(C(=O)C1=C(C)NC(=S)N[C@H]1clccecsl)clc(OCC)eccel
O[C@@H](COclcce(cel)C(=0)CCclceecc])CNICCN(CCl)eleece(C)elC
cl(ce(ceel1C(=0)CCcleeecc1)OC)OCC(=O)CN1CCN(CCl)cle(eceel)C
O[C@H](COclc(ce(C)ecl)C(=0)C)CNICCN(CCl)clececelC
O[C@@H](COclc(ccecl)C(=0O)C)CNICCN(CCl)cleececlC
O[C@@H](COclc(cce(C)el)C(=0)C)CN1CCN(CCl)cleececlC
O[C@@H](COclc(cc(Cle(Cl)c1)C(=0)C)CNICCN(CCl)cleceeclC
NINC(=0)cInn(C)cclI)C(=C)clcennl1C
O[C@H](COclc(cec(OC)c1)C(=0)CCclece(ccl)N(C)C)CNICCN(CCl)elececelC
Oclcee(ccl)clcoc2ec(O)ee(O)c2c1=0
O[C@H](COclece(ccl)C(=0)C)CNCCC(cleccecl)cleceecl
O[C@H](COclec(cccl)C(=0)CCclcceccl)CNICCN(CCl)cleeecc1C
O[C@@H](COclcc(cecl)C(=0)CCclceccc])CNCCC(elecceel)cleceecl
O[C@@H](COclcc(cecl)C(=0)CCclceccc])CN1CCOCC1
O[C@H](COclcce(ccl)C(=0)CCclceeccl)CNCCC(clecceel)cleccecl
N(/N=C/clccencl)clnne(nnl)nlne(C)eclC
OC[C@H](0)Cclce(OC)c(OC)ccl
N(C(=0)C(=O)N1CCCCCC1)/N=C/clc(F)cceclCl
O[C@@H](COclc(ccecl)C(=0)CCclcee(ccl)N(C)C)CNICCN(CCl)cleeeeclC
Ncleee(ecl)C(=0)OCCOCC
OC[C@H]10[C@@H](Oc2ccec3ccde(C(=0)O0C4)c(0)c23)[C@@H](O)[C@H](O)[C@@H]10
CN(C)clecc(cel)clnc(ne(nl)C(F)(F)F)C(F)(F)F
O[C@@H](COclc(cceel)C(=0)CCcleecccl)CN1CCCCCL
O[C@H](COclc(ceccl)C(=0)CCelececcl)CN(C(C)C)C(C)C
O[C@@H](COclc(cceel)C(=0)CC)CN1CCCCCI
O[C@H](COclc(ceccl)C(=0)CCelececcl)CNICCN(CCl)eleceecl
clee(e(cel)OC[C@@H](CNICCN(CCl)cle(eccc1)OC)O)C(=0)CCelecceel
O[C@H](COclc(ceccl)C(=0)CCelececcl)CNTICCN(CCl)clecee(OC)cl
O[C@H](C(CI)(CDHCLP(=0)(OC)OC
C@H](COclc(ceceel)C(=0)CCcleececl )CNTCCN(CCl)eleec(OC)cel
C@H](COclc(ceceel)C(=0)CCcleeccel )CNICCN(CCl)elececeelC
C@@H](COclc(cececl)C(=0)CCcleccecl)CN(C)CCC
C@H](COclc(cceel)C(=0)CCcleeecccl )CN1CCOCCI
C@H](COclc(ceeel)C(=0)CCceleececcl )CN1CCC(O)(CCl)eleceecel
O[C@@H](COclcee(cel)C(=0)CCclceccc])CN1CCCCC1
C(Ccle(CCc2ccecc2)c2ce(ol)ecce2)N1CCCCC1
O[C@H](CNCCC)clc(CC)c2c(ol)cece2
O[C@@H](CNCCC)cle(CCc2ccecc2)c2c(o])ecee2
[C@H](COclc(ccecel)C(=0)CCclcecec])CN1CCC(Ce2cececc2)CCl
[C@@H](COclcc(cecl)C(=0)C)CN1CCOCC1
[C@@H](COclc(cc(O)ccl)C(=0)CCcelececc])CN(CCC)CCC

[

[

[

O
o
O
O
o

e, —

C@@H](COclce(cecl)C(=0)CCcleececl)CN1CCCCCL
C@H](COclccec2elecen2)CN1CCN(CC1)Cle2eccec2[ C@H)2[C@H](c3clcecc3)C2(F)F
C@@H](COclcee(cecl)C(=0)CCeleccec )CN1CCOCCI
O[C@@H](COclcee(cel)C(=0)CCclcecce])CN(CCC)CCC

O[C@H](COclcccecl [C@@H](O)CCcleccec )CN(CCC)CCC

O
O
o
o
o
o



C5933 PI Inhibitor 174 O[C@@H](COclcccecl [C@H](CCcleceecl)OC)CN(CCC)CCC

C5934 PI Inhibitor 174 O[C@H](COclecceec1 C(=0)CCclceeccl)CNCC(elecceel)clecceecl

C5935 PI Inhibitor 174 O[C@H](COcleccec1C(=0)CCcleeec2elecce2)CNCCC(elecceel)clecceecd
C5936 PI Inhibitor 174 O[C@@H](CN1CCN(CC1)C(cleeceel)cleccec])elec(OC)c(OC)ecl

C5937 PI Inhibitor 174 O=C(CCclcceecl)cleeeccOCCCNICCCCC1

C5938 PI Inhibitor 174 O=C(CCclcceecl)cleecccIOCCN1CCCCCH

C5939 PI Inhibitor 174 O=C(CCclcceecl)cleecccIOCCCCNICCCCC1

C5940 PI Inhibitor 174 O=C(CCclcceecl)cleeeccIOCCCCCNICCCCCI

C5941 PI Inhibitor 174 O=C(CCclcceccl)clecccc10OCCCCCCNICCCCCH

C5942 PI Inhibitor 174 0O=C(CCclccceel)cleccec10CCCCCCCENICCCCCH

C5943 PI Inhibitor 174 O[C@@H](COclc(cceel)[C@H](CCcelececec1)OC)CNCCCC(elecceel)elecceecl
C5944 PI Inhibitor 174 O[C@@H](COclc(ccee)[C@@H](O)CCcleeccc)CN1CCOCCI

C5945 PI Inhibitor 174 O[C@@H](COclc(cc(Oc2eccec2)ccl)C(=0)CCeleecccl)CNC(C)C

C5946 PI Inhibitor 174 O[C@H](COclc(cec(O)ccl)C(=0)CCclcecccl)CNICCCCCI

C5947 PI Inhibitor 174 O[C@@H](COclc(ccecl)C(=0)CCclcecccl)CNCCCC(cleeceel)eleceeel
C5948 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)CCclcceccl)CNC1CCCCC1

C5949 PI Inhibitor 174 N1[C@@H](N(c2cce(Oc3cecee3)ce2)C(=0)c2clcecc2)cleec(OC)cecl

C5950 PI Inhibitor 174 N1[C@H](N(c2cce(cc2)C(C)(C)C)C(=0)c2cccecl2)clecc20COc2cel

C5951 PI Inhibitor 174 N1[C@@H](N(c2cec(CC)ec2)C(=0)c2cceccl2)clece(OCC(C)C)eel

C5952 PI Noninhibitor 174 N1[C@@H](N(c2cec(CC)ec2)C(=0)c2cececcl2)clcec(OCe2eccec2)cecl

C5953 PI Inhibitor 174 NI1[C@H](N(c2cce(Cl)ec2)C(=0)c2clcecc2)cleee(cel)[C@@H](C)CC

C5954 PI Inhibitor 174 N1[C@@H](N(c2cee(cc2)[C@H](C)CC)C(=0)c2cececcl2)clcec(cel)C(C)C
C5955 PI Inhibitor 174 CCCCScl1nc2¢(c(=0)n1CC=C)C1(CCCC1)Cclc2ccccl

C5956 PI Inhibitor 174 O[C@H](COclc(ce(0)ccl)C(=0)CCclcececel )CN(C(C)C)C(C)C

C5957 PI Inhibitor 174 O[C@H](COclc(ceccl)[C@H](CCceleceecl)OC(C)C)CN1CCCCCl

C5958 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)C)CN1CCC(Ce2cecec2)CCl

C5959 PI Inhibitor 174 O[C@H](COclc(ceccl)C(=0)C)CN1CCC(O)(CCl)cleececel

C5960 PI Inhibitor 174 O[C@H](COcle(ceecl)C(=0)CCcleee(Cl)ec)CNICCN(CCl)cle(C)ececl
C5961 PI Inhibitor 174 O[C@@H](COclc(cccel)C(=0)CCclecec(OC)ecl)CNICCN(CCl)cle(C)ececl
C5962 PI Noninhibitor 174 N=C(CCC(=O)N)c1n[nH]c(=S)nlclecc(OC)ccl

C5963 PI Inhibitor 174 CC(=0)O[C@H](COclc(ccecl)C(=0)CCcleeccecl)CN1CCCCC1

C5964 PI Inhibitor 174 O[C@H](COclc(ce(Clyccl)C(=0)CCclcceccl)CNICCN(CCl)cleecec1C
C5965 PI Inhibitor 174 cle(ee(c(c1)OCCIC@H](CN1CCN(CCl)cle(cecec1)C)O)C(=0)CCcleececl)OC
C5966 PI Inhibitor 174 O[C@@H](COclc(cc(C)ecl)C(=0)CCcleeccc)CNICCN(CCl)cleeeeelC
C5967 PI Inhibitor 174 O[C@H](COcle(ceecl)C(=0)CCclcceccl ) CN(C(=0)CC)clccececl

C5968 PI Inhibitor 174 O=C(CCclcceecl)clec(OCCCCN2CCOCC2)ceccl

C5969 PI Inhibitor 174 Fclcec(cc1)N1ICCN(CCCCOce2c¢(ccec2)C(=0)CCc2ceccc2)CC1

C5970 PI Inhibitor 174 O[C@H](CN1C[C@@H]2CCCC[C@H]2CC1C(=0)NC(C)(C)C)[C@H](Cclccecec 1 )NC(=0)[C@@H](CC(=0)N)NC(=0O)clnc2ccece2cecl
C5971 PI Inhibitor 174 C[C@H]1CC[C@@H]2COC3=C([C@H]2C1)C(=0)C1=C([C@H]2C[C@@H](C)CC[C@H]2C(C)(C)O1)C3=0
C5972 PI Inhibitor 174 COclecc2[C@@H]3[C@H](COc2c1)C(C)(C)OC1=C3C(=0)C(=0)C2=C10C(C)(C)[C@H]1COc3cc(OC)ccc3[C@@H]21
C5973 PI Inhibitor 174 COclceee(CCe2c(OCCN3CCN(C)CC3)ccec2)cl

C5974 PI Inhibitor 174 COclceee(CCe2c(OCCCN3CCedec(0C)c(OC)ecd4C3)ecee2)cl

C5975 PI Inhibitor 174 COclceec(CCe2c(OCCN3CCN(CC3)c3cc(Cl)cece3)ccec2)el

C5976 PI Inhibitor 174 COclceee(CCec2c(OCCCN3CCN(CC3)e3ec(Cl)ecce3)ecece2)cl

C5977 PI Inhibitor 174 COclceee(CCec2c(OCCCCN3CCN(CC3)e3ce(Clyeec3)cecc2)el

C5978 PI Inhibitor 174 COclceee(CCec2c(OCCCCCN3CCN(CC3)c3ce(Cleec3)cecc2)el



C5979
C5980
C5981
C5982
C5983
C5984
C5985
C5986
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C5990
C5991
C5992
C5993
C5994
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C5999
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C6001
C6002
C6003
C6004
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COclceee(CCe2c(OCCCN3CCN(CC3)e3cec(cec3)C(F)(F)F)ceec2)cel
COclceec(CCc2c(OCCCCN3CCN(CC3)c3cec(cee3)C(F)(F)F)eeee2)el

COclceee(CCe2c(OCCCN3CCN(CC3)e3c(OC)ecee3)ecee2)cl

COclecce(CCe2ec(OCCCCN3CCN(CC3)e3c(OC)ecec3)ecee2)cl

COclceee(CCe2c(OCCCCCN3CCN(CC3)e3¢c(0OC)cecc3)ececc2)el

COclceee(CCe2c(OCCN3CCN(CC3)ce3cece(F)ce3)cecee2)cl

COclceee(CCe2c(OCCCN3CCN(CC3)e3cecc(F)ce3)cecee2)cl

COclccee(CCe2c(OCCCCN3CCN(CC3)c3cecc(F)ee3)cecee2)cl

COclceec(CCe2c(OCCCCCN3CCN(CC3)ce3ccce(F)ee3)ceee2)cl

COclceec(CCc2c(OCCN3CCN(CC3)e3nccen3)ccec2)cl

COclceee(CCe2c(OCCCN3CCN(CC3)e3nceen3)ecec2)cl

COclceee(CCe2c(OCCCCN3CCN(CC3)e3ncceen3)cecc2)cl

COclceee(CCe2c(OCCCCCN3CCN(CC3)ce3nccen3)cecc2)cl

COclceee(CCe2c(OCCCCCN3CCN(C)CC3)ecec2)el

COclceee(CCc2c(OCCN3CCe4ccccc4C3)ccec2)cl

COclceee(CCe2c(OCCCN3CCce4ccccc4C3)ccec2)cl

COclceec(CCc2c(OCCCCN3CCe4cceec4C3)ecec2)cl

COclceec(CCe2c(OCCCCCN3CCe4cccec4C3)ecec2)cl

COclceee(CCc2c(OCCN3CCe4cc(OC)e(OC)cc4C3)ccec2)cl
N(C@H](C)clceeecl)C(=0O)Nelcee(S[C@@H]2CC3=CC(=0)CC[C@]3(C)[C@H]3CC[C@]4(C)[C@H](CC[C@H]4C(=0)C)[C@H]23)ccl
OCC12[C@@H]3C4[C@H]IN([C@@H]1C([C@H](N3C(=0)OC)C1(CO)[C@@H]4clcceecl)[C@@H]2c1ccecc1)C(=0)OC
OC(=0)CC[C@H](NC(=O)cleccc(Cl)e(Cl)c1)C(=0O)N(CCCCC)CCCOC

OCC12[C@H]3C4[C@@H]IN([C@H]1 C([C@@H](N3C(=0)OC(C)(C)C)C1(CO)[C@H]4clcccec)[C@@H]2c1cccecl)C(=0)OC(C)(C)C
OCC12[C@H]3C4[C@H](C5([C@@H](N([C@H]14)C(=0)Oclcceccl)C([C@H]2c1cecee ) [C@@H]SN3C(=0)Oclececec1)CO)clececcl
OCC12[C@@H]3C4[C@H]IN(Ccleccee])[C@@H]1C([C@H](N3Cc3cccee3)C1(CO)[C@H]4clceceel)[C@H]2¢c1ceccecl
OC(=0)CclcccccINele(Clyeeec1Cl

N(C(=0)OC)cl[nH]c2c(cc(SCC)ec2)nl

NC(=0)OC[C@](C)(CCC)COC(=O)NC(C)C

NCCO/N=C(/CCCCOC)\clcce(ccl)C(F)(F)F

N1C(=0)CCc2clccc(OCCCCelnnnnl C1CCCCCI)c2

NIC(=S)NC(=0)C(CC)([C@H](C)CCC)C1=0

OC(=0)/C=C/clcc(0)c(O)ccl

N(C)CC(C)(C)clecececel

OC(=0)C(C)(C)O/N=C(/C(=O)N[C@@H]1[C@H](C)N(C1=0)S(=0)(=0)O)\clcsc(n1)N

CN(C)CCCOclInn(Cc2cceec2)c2clceec2

OC(=0)C1=C(CSc2nnc(C)s2)CS[C@H]2N1C(=0)[C@@H]2NC(=0)Cnlcnnnl

Oclc2nc(Chne2n(C)e(=0)n1C

Cclc2e(c(c3clec[nH]c3)C)eleccecin2

Oclc(Ce2c¢(0O)oc3cecce3c2=0)c(=0)c2cceccol
O[C@@]120C(C)Y(NC(=0)[C@H]3C[C@H]4[C@@H](Cc5c[nH]c6eccecdc56)N(C)C3)C(=0)N1[C@@H](Cclcceccl )C(=O)N1CCC[C@@H]21
OCCNC(=0)Cnlcencl [N+](=0)[O-]

Oclec(0)c2C(=0)C[C@@H](Oc2cl)clec(O)c(OC)ecl

NS(=0)(=0)clc(Cl)cec(c1)C(=O)N[C@@H] 1 [C@@H](C)Nc2cceecl2
O[C@H]([C@@H](C)CCcle(C(=0)0)c(0)e(ChecH[C@@H](C)C(=0)[C@@H](CO)[C@H]10[C@@](CCY(C[C@H]1C)[C@@H]1 CC[C@@](0)(CO)[C@@H](C)O1
N(Cclecceel)clnenc2el[nH]en2

Oclcee(cel)C(=0)N/N=C/clccc(o1)[N+](=0)[O-]
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C6054
C6055
C6056
C6057
C6058
C6059
C6060
C6061
C6062
C6063
C6064
C6065
C6066
C6067
C6068
C6069
C6070

PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI
PI

Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Noninhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Inhibitor
Noninhibitor
Inhibitor
Inhibitor

174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174
174

clec(eec10)[C@H](CC)[C@H](CC)clcec(O)ccl
O[C@]1(CC[C@@H]2[C@@H]3CCC4=CC(=0)CC[C@H]4[C@H]3CC[C@@]12C)C#C

Onlcececcl=S

Oclc(ce(C)e(CC2=NCCN2)c1C)C(C)(C)C

[N]J=C(N)clcec(OCCCCCOc2ccec(cc2)C(=N)N)ccl

O=C1C(C(=0O)c2cccecl2)cleccecl

O[C@@H]([C@H](C)N)clcceceel
OC(=0)[C@H]IN2[C@@H](SC1(C)C)C(NC(=0)[C@H](NC(=O)N1CCN(CC)C(=0)C1=0)clcccecc1)C2=0
Oclccee(/C=C/c2cc(0)cc(0)c2)ecl

OC[C@@]1(0)[C@H](C)C/C(=C\C)/C(=0)O[C@H]2CCN3CC=C(COC1=0)C23
CICCN2C[C@H]3C[C@@H](CN4CCCC[C@H]34)C2C1
CC(=O)S[C@@H]1CC2=CC(=0)CC[C@@]2(C)[C@@H]2CC[C@@]3(C)[C@H](CC[C@@]43CCC(=0)04)[C@H]12
OC(=0)c1c(OC(=0)C)cc(ccl)C(F)(F)F
O[C@@H]1CCIC@@]2(C)[C@H](CC[C@]3(C)[C@@H]2CC=C2[C@@H]4[C@@H](O)[ C@H](C)CC[C@]4(CC[C@]32C)C(=0)0)C1(C)C
NICCN=C1Cclc(C)ecc(cc1C)C(C)(C)C

N1=NC2=NC(=NC(=0)C2=N1)clccccc10CCC

Nclcee(cel)clee(ee(c1)C(F)(F)F)C(F)(F)F
OCIC[C@]2(O)[C@H](C[C@H](C)[C@]2(OC(=0)c2ccco2)C(=0)CCH[C@H]2CCC3=CC(=0)C=C[C@@]3(C)[C@]12Cl
N([C@@H](C(C)C)C(=0)O[C@@H](C#N)clcc(Oc2cecee2)cecl)cle(Cl)ee(ccl)C(F)(F)F
CCCOcle(OC)cc2oc(cec(=0)c2c10)cleccecl

COclc2¢(=0)cc(oc2ec(OC(=0)C)c10C(=0)C)clecceel

O[C@@H](COclcceecl1 C(=0)C)CN1CCN(CCl)cleeee(C)elC
O[C@H](COclc(cc(OC)ccl)C(=0)C)CNICCN(CCl)clecceclC

[nH]1c2cc(OC)ccc2e2cl [C@H]1C[C@H]3[C@@H](C[C@@H](OC(=0)/C=C/c4cc(0OC)c(0OC)c(0OC)c4)[C@@H](OC)C3C(=0)OC)CN1CC2
O[C@H](COc1c(ce(C(=0)C)c(C)c1)C(=0)C)CNICCN(CCl)clecceclC

O[C@H](COclce(ccc1)C(=0)CCcelececcl )CNICCN(CCl)elecee(C)elC

Oclc(ccec1OC)/C=N/NC(=0)C(=O)NC(C)(C)C

O[C@@H](COclc(ccecl)C(=0O)clcecce )CN(CC)CC
O[C@@H](CN1CCN(CCl1)clecec(OC)cl)ele(CCe2ececc2)c2e(ol)ccec2
O[C@H](COclcccec1C(=0)CCclceecc1)CNC(clecceel)cleceecl

0O=C(CCclccceel)clecccclOCCCCCCCN1CCCCCl

O[C@H](COclc(ce(Oc2eccec2)ccl)C(=0)CCclceccc])CN1CCCCC1
O[C@@H](COclc(cc(Oc2eccec2)ccl)C(=0)CCcleccec)CNTCCN(Ce2ccecc2)CCl
N(C)CCC[C@@](CHN)(C(C)C)clec(OC)e(OC)ecl
O[C@@H](COclc(ceccl)C(=0)CCclcee(C)ecl)CNICCN(CCl)cle(C)ececl
COclceee(CCe2c(OCCCCN3CCe4cec(0OC)c(OC)ec4C3)ecee2)cl
COclecce(CCe2e(OCCCCCN3CCe4ec(OC)e(0OC)ec4C3)ecee2)cl

COclceee(CCec2c(OCCCN3CCN(C)CC3)ecee2)cl

COclceee(CCe2c(OCCCCN3CCN(C)CC3)ecece2)cl
N(CCCIC(=0)Nclcee(S[C@@H]2CC3=CC(=0)CC[C@]3(C)[C@H]3CC[C@@]4(C)[C@H](CC[C@H]4C(=0)C)[C@H]23)ccl
N(CC)C(=0O)Nclcee(S[C@@H]2CC3=CC(=0)CC[C@]3(C)[C@@H]3CC[C@@]4(C)[C@H](CC[C@@H]4C(=0)C)[C@H]23)ccl
CCCCCclccec(ecl)C(=O)Ncleccecc1 C(=O)NCCN1CCe2cc(c(cc2C1)0OC)0C
Cclceee(cINC(=0)clecc(cel)C(C)C)C(=O)NCCNI1CCc2cc(c(cc2C1)0OC)0C
NCCC[C@@](C#N)(C(C)C)clee(OC)c(0OC)ccl

CC(C)cleee(cel)C(=0)Nclc(ceeel CI)C(=O)NCCN1CCe2ce(c(cc2C1)OC)0C
CC(C)cleee(cel)C(=0)Nclceec(c1C(=0)NCCNI1CCc2cc(c(cc2C1)0OC)0OC)Cl



C6071 PI Inhibitor 174 COclcc2c(cc10C)CN(CC2)CCNC(=0)cleccec INC(=O)clecc(ccl)Ocleccecl

C6072 PI Inhibitor 174 COclcc2c(cc1OC)CN(CC2)CCNC(=0)clcecec INC(=O)clcce(ccl)C(=0O)clcccecl
C6073 PI Inhibitor 174 CC(C)cleee(cel)C(=0)Nclee(ceel C(=0)NCCN1CCce2cc(c(cc2C1)OC)OC)N
C6074 PI Inhibitor 174 COclec2e(cc1OC)CN(CC2)CCNC(=0)clececc INC(=0)clece(ce1)OCICCCCCL
C6075 PI Inhibitor 174 COclcc2¢(cc10C)CN(CC2)CCNC(=0)cleccec INC(=O)clecc(cc1)OCeleccecl
C6076 PI Inhibitor 174 COclcc2e(cc1OC)CN(CC2)CCelecc(cc)NC(=0)clceccc INC(=0)clcecc2elecec2
C6077 PI Inhibitor 174 COclcc2¢(cc10C)CN(CC2)CCNC(=0)cleccec INC(=O)clecc(ecl)clcececl
C6078 PI Inhibitor 174 COclcc2e(cc10C)CN(CC2)CCelecc(cc)NC(=0)clcecccINC(=0)clcecsl

C6079 PI Inhibitor 174 Oc1c(0OC)ce(cec])[C@@](CCCN(C)CCcelee(OC)c(OC)cel )(CHN)C(C)C

C6080 PI Inhibitor 174 COclce2e(cc10C)CN(CC2)CCelece(ce1)NC(=0)cleccccINC(=O)clecscl

C6081 PI Inhibitor 174 COclec2e(ec10C)CN(CC2)CCeleec(ecc)NC(=0)clcecccINC(=0O)clccocl
C6082 PI Inhibitor 174 Ccleee(ecc1C)C(=0)Nceleecec1 C(=O)Nceleec(cc1)CCN1CCe2ee(c(cc2C1)OC)0C
C6083 PI Inhibitor 174 COclcc2e(cc10OC)CN(CC2)CCelecc(cc)NC(=0)clceccc INC(=0)clec2eccec2ol
C6084 PI Inhibitor 174 COclcc2e(ecc10OC)CN(CC2)CCeleec(cc)NC(=0)clceccc INC(=0)clcec2eccee2nl
C6085 PI Inhibitor 174 CCC(=0)clenc(enl)C(=0O)Nclceecc1C(=0)Nclcee(ce1)CCN1CCe2ce(c(cc2C1)OC)0C
C6086 PI Inhibitor 174 COclcc2e(cc10C)CN(CC2)CCNC(=0O)cleccec INC(=O)clecc2ececc2el

C6087 PI Inhibitor 174 COclcc2e(cc10C)CN(CC2)Cceleec(ec )NC(=0)cleccec INC(=0O)clcec2eccee2nel
C6088 PI Inhibitor 174 COclce2e(cc1OC)CN(CC2)CCelecc(ccl )NC(=0)clecccc INC(=0)clec2e(nel)CCCC2
C6089 PI Inhibitor 174 CN(CCclcee(cel )NC(=O)clececcINC(=O)clenc2eccec2nl)Celeee(c(c1)OC)OC
C6090 PI Inhibitor 174 COclcc2e(ec10C)CN(CC2)CCNC(=0)cleccee INC(=0)cleec(ccl)C1CCCCC1
C6091 PI Inhibitor 174 CN(CCclcee(ecl)NC(=0)clececc INC(=O)clec2eecce2nel)Celeec(c(cl)F)F
C6092 PI Inhibitor 174 CN(CCclccee(cel)NC(=0)clececc INC(=0)clec2eccce2nel)Celece(c(c1)0)0C
C6093 PI Inhibitor 174 CN(CCclccee(cel )NC(=0O)clcececc INC(=0)clec2eccce2nel)Celece(c(c1)OC)0
C6094 PI Inhibitor 174 Cclene(enl)C(=0)Nclcecec1C(=0)Nelcece(c1)CCN1CCe2cec(c(cc2C1)OC)0C
C6095 PI Inhibitor 174 CC(C)(C)clcee(eecl)C(=0)Nclceeecec 1 C(=O)NCCNI1CCc2cec(c(cc2C1)0C)0C
C6096 PI Inhibitor 174 CC(C)cleee(ccl)C(=0)Nclcee(eecc 1 C(=O)NCCN1CCe2cc(c(cc2C1)OC)0C)Cl
C6097 PI Inhibitor 174 CC(C)cleee(cel)C(=0O)Nclcee(ce 1 C(=0O)NCCN1CCc2cc(c(cc2C1)0OC)0OC)ClI
C6098 PI Inhibitor 174 COclec2e(cc10C)CN(CC2)CCNC(=0)cleccce INC(=O)clecc2eceec2nl

C6099 PI Inhibitor 174 COclec2e(cc1OC)CN(CC2)CCNC(=0)clececcINC(=O)clec2eccce2enl

C6100 PI Inhibitor 174 CCCeclcec(ecl)C(=0)Nclceccc1C(=0)NCCN1CCce2cc(c(cc2C1)0OC)0C

C6101 PI Inhibitor 174 COclcc2e(cc10OC)CN(CC2)CCNC(=0O)cleccec INC(=O)clecc(cecl)Br

C6102 PI Inhibitor 174 COclcc2e(cc10C)CN(CC2)CCNC(=0O)cleccec INC(=O)clecc(cecl)Celeececd
C6103 PI Inhibitor 174 COclcc2e(ecc10OC)CN(CC2)CCelecc(cc)NC(=0)clcecccINC(=0)clcecenl
C6104 PI Inhibitor 174 COclce2e(cc10OC)CN(CC2)CCelecc(ccl )NC(=0)cleccecc INC(=0O)clccencl
C6105 PI Inhibitor 174 COclce2e(cc1OC)CN(CC2)CCelecc(cc1)NC(=0)cleccccINC(=0O)clencenl
C6106 PI Inhibitor 174 COclcceee(c1)C(=0)Ncleccee1C(=0O)Ncelece(ccl)CCN1CCe2ec(e(cc2C1)0OC)0C
C6107 PI Inhibitor 174 COcleec(cc10C)CN1CCe2ccee(cc2C1)NC(=0)cleccecINC(=O)clenc2ececc2nl
C6108 PI Inhibitor 174 CN(CCclcee(cel)NC(=0)clececc INC(=0)clec2ecece2nel)CCelece(e(c1)OC)OC
C6109 PI Inhibitor 174 Cclnc(cs1)C(=0O)Nclceeccc1C(=0)Nclcee(cel)CCN1CCe2cece(c(cc2C1)OC)0C
C6110 PI Inhibitor 174 cleee(ccl)CCNele2e(c(e3n2CCCC3)C#N)nenl

Co6l111 PI Inhibitor 174 cleee(cel)CS(=0)(=0O)Nclc2e(c(c3n2CCCC3)C#N)nenl

C6112 PI Inhibitor 174 cleec2e(cl)e(c[nH]2)CCNICCN(CCl)elce2e(c(c3n2CCCC3)C#N)nenl

C6113 PI Inhibitor 174 cleee(ccl)CCNICCN(CCl)ele2e(c(e3n2CCCC3)C#HN)nenl

Co6114 PI Inhibitor 174 cleee(ccl)CCCNICCN(CCl)ele2e(e(e3n2CCCC3)CH#N)nenl

C6115 PI Inhibitor 174 cleee(cel)CS(=0)(=0)N1CCN(CCl)cle2e(c(c3n2CCCC3)C#N)nenl

C6116 PI Inhibitor 174 clece(cc)C(=0)CNICCN(CC1)elc2e(c(c3n2CCCC3)CH#N)nenl



Cc6117 PI Inhibitor 174 cleee(e(c1)CCNICCN(CCl)ele2¢(c(c3n2CCCC3)CH#N)nenl)Cl

C6118 PI Inhibitor 174 clee(ce(el)CI)CCNITCCN(CCl)ele2e(c(c3n2CCCC3)CH#N)nenl

C6119 PI Noninhibitor 174 OCC(=0)[C@]1(0)CC(O[C@H2C[C@@H]I(N)[C@H](0O)[C@@H](C)02)c2c(0)c3c(C(=0)cdcccc(0C)c4C3=0)c(0)c2Cl
C6120 PI Inhibitor 174 clee(cec1CCNICCN(CC)ele2e(c(e3n2CCCC3)CH#N)nenl)Cl

C6121 PI Inhibitor 174 clee(ce(c)[N+](=0)[O-])CCN1CCN(CCl)cle2e(c(c3n2CCCC3)C#N)nenl

C6122 PI Inhibitor 174 clee(cec1CCNICCN(CCl)ele2e(c(e3n2CCCC3)CH#N)nenl)[N+](=0)[O-]

C6123 PI Inhibitor 174 COclceee(c1)CCNICCN(CCl)cle2e(c(c3n2CCCC3)C#N)nenl

C6124 PI Inhibitor 174 clee(c(ccICCNICCN(CCl)ele2e(c(c3n2CCCC3)C#N)nenl)F)F

C6125 PI Inhibitor 174 cleee(ccl)CCNICCN(CCl)ele2¢(c(e3n2CCCC3)CH#N)ne(n1)I

C6126 PI Inhibitor 174 cleee(cc1)CCNICCN(CCl)ele2e(c(e3n2CCCC3)C#HN)ne(nl)cleceecel

C6127 PI Inhibitor 174 CC(=0)Nclcece(cel)elnc2e(e3n(c2e(n1)NICCN(CC1)CCeleceecl )CCCC3)CHN
C6128 PI Inhibitor 174 clec(e(ccICCN1CCN(CCl)ele2e(c(e3n2CCCC3)C#N)nc(nl )cleenccl)F)F

C6129 PI Inhibitor 174 Cclecceelelne2e(e3n(c2e(nl)N1CCN(CC1)CCcelecce(c(c1)F)F)CCCC3)CHN

C6130 PI Noninhibitor 174 [nH]1cc(CCS(=0)(=0)c2cccec2)c2ec(C[C@@H]3CCCN3C)eccl2

C6131 PI Inhibitor 174 cleee(ccl)CCNICCN(CCl)ele2e(c(e3n2CCCC3)C(=0)c2ceccc2)nenl

C6132 PI Inhibitor 174 COC(=0)clc2n(c3cInenc3NT1CCN(CCI1)CCelcecec1)CCCC2

C6133 PI Inhibitor 174 Ccle(sc(nl)ele2n(c3¢c1nenc3NICCN(CC1)CCelecceec1)CCCC2)C

C6134 PI Inhibitor 174 Cclnc(nol)cle2n(c3clInene3N1CCN(CC1)CCclcecceel)CCCC2

C6135 PI Inhibitor 174 CCNC(=0)cle2n(c3clnenc3N1CCN(CC1)CCelecce(c(cl)F)F)CCCC2

C6136 PI Inhibitor 174 COclceee(c10C)CNC(=0)cle2n(c3clnenc3N1CCN(CC1)CCelecce(c(cl1)F)F)CCCC2
C6137 PI Inhibitor 174 cleenc(cl)CNC(=0)cle2n(c3clnenc3N1CCN(CC1)CCcelece(e(cl)F)F)CCCC2
C6138 PI Inhibitor 174 clee(encl)NC(=0)clce2n(c3c1nenc3N1CCN(CC1)CCelece(c(c1)F)F)CCCC2

C6139 PI Noninhibitor 174 O[C@@H]1C(O[C@@H]2[C@H]3COC(=0)[C@@H]3[C@@H](c3cc(OC)c(0)c(OC)c3)c3ccde(0CO4)ce23)0[C@@H]2CO[C@@H](C)O[C@H]2C10
C6140 PI Inhibitor 174 CO[C@@H](CCclcececl)cleccecOC[C@H](CNICCN(CCl)elece(cel)F)O

C6141 PI Inhibitor 174 CC(C)N(C[C@H](COclcecee 1 C(=0)CCclecee2elecec2)O)C(C)C

C6142 PI Inhibitor 174 cleee(ccl)CCC(=0)clece(ce)OC[C@H](CN1CCCCC1)0

C6143 PI Inhibitor 174 cleee(cel)CCC(=0)clece(ce1)OC[C@H](CN1CCOCC1)O

C6144 PI Inhibitor 174 clcee(ecl)CCC(=0)clec(ccc1OC[C@H](CN1CCCCC1)0)OCelececcl

C6145 PI Noninhibitor 174 [nH]1c2cc(cce2nelelecc2[nH]e(nc2cl)clcec(OCC)ecl)N1ICCN(C)CC1

C6146 PI Inhibitor 174 cleee(cel)CCC(=0)clee(cecl OC[C@@H](CN1CCN(CC1)Cclececc1)O)OCclcceccel
C6147 PI Inhibitor 174 CC(=0)clcce(ccl)OC[C@H](CNICCN(CCl)clece(ecl)F)O

C6148 PI Noninhibitor 174 CC(=0)clcce(cc1)OC[C@H](CNICCOCC1HO

C6149 PI Inhibitor 174 cleee(ecl)CCC(=0)cleccec OC[C@@H](CN1CCN(CC1)Cceleeceel)O

C6150 PI Inhibitor 174 cleee(ecl)CCC(=0)cleccecOC[C@H](CNCCC(clceceel)cleececl)O

C6151 PI Inhibitor 174 CCN(CO)C[C@H](COcleccec1C(=0)CCcelcceeccl)O

C6152 PI Inhibitor 174 cleee(cel)CCC(=0)clececcl OC[C@@H](CN1CCCC1)O

C6153 PI Inhibitor 174 COclcecccINICCN(CCHC[C@@H](COclececc1 C(=0)CCcelececel)O

C6154 PI Inhibitor 174 cleee(ccl)CCC(=0)clceccc1OC[C@@H](CNCC(clceeccl)eleeceel)O

C6155 PI Inhibitor 174 Cele(c(=0)n(n1C[C@@H](CN(C(C)C)C(C)C)O)clecceel)C(=O)cleccecl

C6156 PI Inhibitor 174 CclcecccINICCN(CCHC[C@@H](Cnle(C)e(c(=0)nlclecececl)C(=0)cleccecl)O

C6157 PI Noninhibitor 174 CCCNC[C@H](Cnlc(c(c(=O)nlclcceccl)C(=0)cleces1)C)O
C6158 PI Noninhibitor 174 Ccle(e(=0)n(n1C[C@H](CNC(C)C)O)cleccecl)C(=0O)clcecesl

C6159 PI Inhibitor 174 CCCNC[C@@H](Cnlc(c(c(=O)nlclecceel)C(=0)CCcelceceel)C)O
C6160 PI Inhibitor 174 Ccele(ec(=0)n(n1C[C@@H](CNC(C)C)O)clcceccl)C(=0)CCelcececcl
C6161 PI Inhibitor 174 CCCCNC[C@H](Cnlc(c(c(=O)nlclceeccl)C(=0)CCclceeccl)C)O

C6162 PI Inhibitor 174 Cele(c(=0)n(n1C[C@H](CNC(C)(C)C)O)clcccecl)C(=0)CCcelecceel



C6163 PI Inhibitor 174 OC[C@]1(0)O[C@H]([C@H]2C[C@H](C)[C@H](02)[C@]2(CC)CC[C@@H](02)[C@]2(C)CC[C@@]3(C[C@@H](O)[C@@H](C)C(03)[ C@H](C)[C@@H](OC)[C@@H](C)C(=0)0)02)C(C)C[C@@H]1C
Co6164 PI Inhibitor 174 CclcecccINICCN(CCHC[C@@H](Cnle(c(c(=0O)nlclceccel)C(=0)CCcelceecc1)C)O

C6165 PI Inhibitor 174 Ccle(c(n(nl)C)OC[C@H](CN(C(C)C)C(C)C)O)C(=0)cleceecl

C6166 PI Inhibitor 174 Ccle(c(n(nl)cleccec)OC[C@H](CN(C(C)C)C(C)C)O)C(=0)cleceecd

C6167 PI Noninhibitor 174 CC1([C@@H](C(c2ce(cecc201)CHN)NC)O)C

C6168 PI Inhibitor 174 CC1([C@@H](C(c2ce(ccc201)CHN)N(Celeceec1 )CC(=0)OC(C)(C)C)O)C

C6169 PI Inhibitor 174 CCN(CCO)CCC[C@H](C)N[C@H]1c2cccee2N([C@H]([Caw@H]10)C)C(=0)clecc(ccl)C

C6170 PI Inhibitor 174 CCN(CO)CCCI[C@H(CIN[C@H]1c2cccee2N[C@H]([C@@H]10C(=0)¢clcee(ccNC)C




Table S1. Reference of collected molecules

Referenc

. Title Journal reference Authors
The effect of multiple N-methylation on intestinal . Ovadia, O; Greenberg, S; Chatterjee, J; Laufer, B; Opperer,
1 Molecular ph 2011; 8 (2); 479-
permeability of cyclic hexapeptides olecular pharmaceutics, 2011; 8 (2); 479-87 F; Kessler, H; Gilon, C; Hoffman, A;
A General Model for Prediction of Caco-2 Cell . . . ) . Nordqvist, A.; Nilsson, J.; Lindmark, T.; Eriksson, A.;
2 Permeability QSAR and Combinatorial Science, 2004; 23 (5); 303 - 310 Garberg, P.; Kihlén, M.;
Epithelial transport of drugs in cell culture. I: A model
3 for studying the passive diffusion of drugs over Journal of pharmaceutical sciences, 1990; 79 (6); 476-82 Artursson, P;
intestinal absorptive (Caco-2) cells ) _
4 MDCK (Madin-Darby can1ne.k.1dney) ce.lls: A tool for Journal of pharmaceutical sciences, 1999; 88 (1); 28-33 Irvine, JD; Takahashl,.L, Lockhart, K; Cheong, J; Tolan,
‘ membrane perme.':}blhty screening. JW; Selick, HE; Grove, JR;
5 Experimental and computational screening models for ' 1 e\ edicinal Chemistry, 2001; 44 (12); 1927-37 Stenberg, P; Norinder, U; Luthman, K; Artursson, P;
the prediction of intestinal drug absorption.
. .. . . . . . Garberg, P; Ball, M; Borg, N; Cecchelli, R; Fenart, L; Hurst,
. . . Toxicology in vitro : an international journal published in . .
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Table S3. Analysis of variance table of the regression model

Term Df Sum Sq Mean Sq F value Pr(>F)
CI 1 0.035491 0.035491 713.4991 5.56E-28
Diversity of Feature 1 0.001916 0.001916 38.51691 2.01E-07
Diversity of Sample 1 0.006577 0.006577 132.2188 1.48E-14
Data Set 4 0.034539 0.008635 173.5911 1.58E-25

Residuals 42 0.002089 4.97E-05




Table S4. The adjusted P -values of pairwise contrasts for different ensemble based methods

Data set Subset Model Bagging based Boosting based AECF
CacoP TES SVM-Bagging 1 0.7442 0.0002
SVM-Boosting 0.7442 1 0.0002

AECF 0.0005 0.0005 1
VAS SVM-Bagging 1 0.8948 0.0002
SVM-Boosting 0.8948 1 0.0002

AECF 0.0005 0.0005 1
HIA TES RF-Bagging 1 0.0233 0.0002
RF-Boosting 0.0233 1 0.0002

AECF 0.0004 0.0005 1
VAS RF-Bagging 1 0.123 0.0002
RF-Boosting 0.123 1 0.0002

AECF 0.0005 0.0005 1
OB TES SVM-Bagging 1 0.0098 0.0002
SVM-Boosting 0.0098 1 0.0002

AECF 0.0005 0.0005 1
VAS SVM-Bagging 1 0.0619 0.0002
SVM-Boosting 0.0619 1 0.0002

AECF 0.0005 0.0005 1
PS TES KNN-Bagging 1 0.0017 0.0002
KNN-Boosting 0.0017 1 0.0002

AECF 0.0005 0.0005 1
VAS KNN-Bagging 1 0.2264 0.0002
KNN-Boosting 0.2264 1 0.0002

AECF 0.0005 0.0005 1
PI TES SVM-Bagging 1 1 0.0002
SVM-Boosting 1 1 0.0002

AECF 0.0005 0.0005 1
VAS SVM-Bagging 1 0.1231 0.0002
SVM-Boosting 0.1231 1 0.0002

AECF 0.0005 0.0005 1
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Figure S1 Distributions of top-9 molecular properties for CacoP data
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Figure S2 Distributions of top-9 molecular properties for HIA data
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Figure S3 Distributions of top-9 molecular properties for OB data
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Figure S4 Distributions of top-9 molecular properties for PS data



Figure S5 Distributions of top-9 molecular properties for PI data



