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CC(C)clonc(c1COc2ccc(N(C)Ce3ccec(c3)C(=0)[0-])c(n2)C(F)(F)F)c4c(Cl)cceccadl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)ca4ccecc(OCCINH+]5CCOCC5)c4

CC(C)clonc(c1COc2ccc(N(C)Cec3cce(cc3)C(=0)[0-])c(n2)C(F)(F)F)c4c(Cl)ccecadl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cc(F)ccc23)C(=0)c4ccc(OCC[NH+]5CCOCC5)cca

CN(Cclccee(c1)C(=0)[0-])c2ccc(OCc3c(onc3cac(Cl)ccccaCl)C5CC5)nc2C(F)(F)F

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)c4ccecc(OCCCINH+]5CCOCC5)ca
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CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)c4cccc(OCCINH+]5CC[NH+](C)CC5)
c4

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)c4ccecc(OCC[NH+]5CCCCC5)ca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cdcecc(OCC[NH+]5CCOCC5)cca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cacccc(OCCINH+]5CCCC5)ca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)ca4ccecc(OCCCINH+]5CCCCC5)ca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cacccc(OCCC[NH+](C)C)ca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)c4cecc(OCCC[NH+]5CCOCC5)cca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)ca4ccecc(OCCC[NH+]5CCCC5)ca
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CC(C)clonc(c1COc2ccc(N(C)Ce3ccec(c3)C(=0)NCCOP(=0)([O-])[0-1)c(n2)C(F)(F)F)c4c(Cl)cc
cc4cl

CC(C)clonc(c1COc2ccc(N(C)Cc3ccc(0CCO)ce3)c(n2)C(F)(F)F)cac(Cl)ccecaCl

C[C@@H](N(C)clccc(ccl)C(=0)[0-])c2cec(0Cc3c(onc3cdc(Cl)cceccaCl)C5CC5)nc2C(F)(F)F

CC(C)clonc(COc2c(F)ccece2Cl)c1COc3cec(\C=C\c4ceec(cd)C(=0)[0-])c(Cl)c3

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cc(F)ccec23)C(=0)caccc(C[NH+]5CCOCC5)cca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceeec23)C(=0)ca4cccc(OCCINH+](C)C)ca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cdcecc(OCC[NH+]5CCCCC5)cch

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceecc23)C(=0)cacecec(C[NH+]5CCOCC5)ca

CC(C)clonc(c1COc2ccc(N(C)Ce3cec(OCC(=0)[0-])ec3)c(n2)C(F)(F)F)cac(Cl)ccecaCl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cdcecc(OCCINH+]5CCCC5)cca

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cdcecc(OCCC[NH+]5CCCCC5)cca

CC(C)clonc(c1COc2ccc(N(C)Ce3ccc(CCC(=0)[0-])cc3)c(n2)C(F)(F)F)cac(Cl)ccecadl

CC(C)clonc(c1COc2ccc(N(C)Cec3ccec(c3)C(=0)N=5(=0)(C)[0-])c(n2)C(F)(F)F)c4c(Cl)ccccaCl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceeec23)C(=0)c4cecc(OCCCINH+](C)C)cch

C[C@H](Oclccc(ccl)C(=0)[0-])c2cec(0Cc3c(onc3c4c(Cl)ccccaCl)C5CC5)nc2C(F)(F)F

CCN(Cclcee(cc1)C(=0)[0-])c2ccc(OCc3c(onc3cac(Cl)ccccdCl)C5CC5)nc2C(F)(F)F

CC(C)clonc(c1COc2ccc(\C=C/c3cccc(c3)C(=0)[0-])c(Cl)c2)cac(Cl)cnecadl

CC(C)clonc(COc2c(Cl)ceec2Cl)c1COc3ccc(\C=C/c4ccec(ca)C(=0)[0-])c(Cl)c3

CC(C)clonc(CNc2c(Cl)cecec2Cl)c1COc3cce(\C=C/c4ccec(cd)C(=0)[0-])c(Cl)c3

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cacec(C[NH+]5CCOCC5)ccs

CC(C)clonc(c1COc2ccc(N(C)Ce3cee(cec3)C(=0)N=5(=0)(C)[O-])c(n2)C(F)(F)F)c4c(Cl)ccccaCl

CC(C)clonc(c1COc2enc(N(C)Ce3ccee(c3)C(=0)[0-])c(Cl)c2)cac(Cl)cceccadl
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[O-]C(=0)clccec(0Cc2cec(0Cc3c(onc3cdc(Cl)cceccaCl)C5CC5)nc2C(F)(F)F)cl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)chccec(C[NH+]5CCCCC5)c4

CC(C)clonc(CNc2c(Cl)c[nH+]cc2Cl)c1COc3cec(\C=C\c4cccc(cd)C(=0)[0-])c(Cl)c3

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cacec(CC[NH+]5CCOCC5)cca

CC(C)clonc(c1COc2ccc(NCe3cee(cec3)C(=0)[0-])c(n2)C(F)(F)F)c4c(Cl)ccecadl

CC(C)clonc(COc2ccc3ceecc3c2)c1COc4ecc(\C=C\c5ceec(c5)C(=0)[0-])c(Cl)ca

[0-]C(=0)c1cccc(\C=C/c2ccc(0Cc3c(onc3cdc(Cl)ccecaCl)C5CCCC5)cc2Cl)cl

CC(C)clonc(c1COc2enc(N(C)Ce3ccc(cec3)C(=0)[0-])c(Cl)c2)cac(Cl)cceccadl

CC(C)c1lonc(COc2cec(Cl)ec2)c1COc3cec(\C=C/chcccc(c4)C(=0)[0-])c(Cl)c3

CC(C)clonc(COc2c(C)ccec2Cl)c1COc3cec(\C=C/clcccc(cd)C(=0)[0-])c(Cl)c3

CC(C)clonc(COc2cccc3cccec23)c1COc4cec(\C=C/c5ccec(c5)C(=0)[0-])c(Cl)ca

[O-]C(=0)clcec(0Cc2ccc(0Cc3c(onc3cac(Cl)ccecc4Cl)C5CC5)nc2C(F)(F)F)ccl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)caccec(C[NH+]5CCCC5)ca

CC(C)clonc(c1COc2ccc(NC(=0)c3ccec(cec3)C(=0)[0-])c(n2)C(F)(F)F)ca4c(Cl)ccecadl

C[C@H](Nclccce(cecl)C(=0)[0-])c2ccc(OCc3c(onc3cic(Cl)ccccaCl)C5CC5)nc2C(F)(F)F

CC(C)(C)clonc(c1COc2cec(\C=C/c3cccc(c3)C(=0)[0-])c(Cl)c2)cac(Cl)ceccaCl

CC(C)clonc(CS(=0)(=0)c2c(Cl)ccee2Cl)c1COc3cec(\C=C\cdccec(cd)C(=0)[0-])c(Cl)c3

CC(C)clonc(c1COc2ccc(C(=0)N(Cc3cceec3)cdccec(c4)C(=0)[0-])c(Cl)c2)c5¢(Cl)ccee5Cl

CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cecc(F)cc23)C(=0)caccc(F)c(F)ca

CC(C)clonc(c1COc2ccc(Cn3cecdccc(cc34)C(=0)[0-])cc2)c5¢(Cl)eceesCl

CC(C)c1lonc(COC(C)(C)C)c1COc2cce(\C=C/c3ccec(c3)C(=0)[0-])c(Cl)c2
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CN(Cclcee(cc1)C(=0)NCCS(=0)(=0)[0-])c2ccc(OCc3c(onc3cac(Cl)ccccaCl)C5CC5)nc2C(F)(F
)F

CC(C)clonc(c1COc2ccc(cc2)c3cccd[nH]c(ccac3)C(=0)[0-])c5¢(Cl)ccecsCl

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccc(F)c(F)c3

CC(C)Oclcc(nc2cec(cc12)c3ccc(OCclc(oncac5c(Cl)cecec5CI)C(C)C)ee3)C(=0)[0-]

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccec(F)c3

CC(C)clonc(c1COc2ccc(cc2)c3cecdc(nceccdc3)C(=0)[0-])c5¢(Cl)ccec5Cl

CCCNC(=0)c1cccc(\C=C/c2ccc(0Cc3c(onc3cac(Cl)ccecaCl)C(C)C)ec2Cl)cl

CC(C)clonc(c1COc2ccc(cc2)c3cccanc(C(=0)[0-])c(C)ccdc3)c5¢(Cl)ccee5Cl

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CH#N)[nH]c12)C(=0)c3ccc(F)ce3

CC(C)clonc(c1COc2ccc(cc2)c3cccdnc(cncdc3)C(=0)[0-])c5¢(Cl)eccecchCl

CC(C)clonc(c1COc2ccc(C(=0)Nc3ccee(c3)C(=0)[0-])c(Cl)c2)cac(Cl)cceccadl

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(C#N)[nH]c12)C(=0)c3ccec(Cl)c3

CC(C)clonc(CSc2nnnn2C)c1COc3ccc(\C=C/c4cccc(cd)C(=0)[0-])c(Cl)c3
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CC(C)clonc(c1COc2ccc(\C=C\c3ccec(c3)C(=0)N(Ccacececed)Ce5cecec5)c(Cl)c2)cbe(Cl)ccceco
Cl

CC(C)OC(=0)[C@H]1CN(CC(C)(C)c2cc(CH#N)[nH]c12)C(=0)c3cccc(F)c3

CC(C)OC(=0)[C@@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccc(F)c(F)c3

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccc(cc3)CHN

CC(C)OC(=0)[C@@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccc(F)cc3

CC(C)OC(=0)[C@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3cecc(c3)C(F)(F)F
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[O-]C(=0)clcec(NC(=0)[C@@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5ccc(Cl)ce5)c(F)cl




CCC(CC)(clcec(0CC(=0)[0-])c(C)c1)c2cec(0Cc3c(onc3c4c(Cl)ccecaCl)C(C)C)c(C)e2

[O-]C(=0)clcec(NC(=0)[C@@H](C2CCCCC2)n3c(nchcc(F)c(F)cc34)c5ccc(Cl)cc5)c(Cl)cl

CC(C)OC(=0)[C@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)C3CCCCC3

CC(C)OC(=0)[C@ @H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)C3CCOCC3

CCOC(=0)C1=CN(C[C@@H](C)c2c1[nH]c3cccee23)C(=0)c4ccc(F)c(F)ca

[O-]C(=0)CCclccc(NC(=0)[C@@H](C2CCCCC2)n3c(nchcc(F)c(F)cec34)c5cee(Cl)ce5)c(F)cl

CC(C)OC(=0)[C@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccc(ce3)CHN

[O-]C(=0)clcc(F)c(NC(=0)[C@@H](C2CCCCC2)n3c(ncicc(F)c(F)cec34)c5cee(Cl)ce5)c(F)cl

CC(C)clonc(c1COc2cc(C)c3cccee3n2)cic(Cl)ccecadl

[O-]C(=0)CC1CCC(CC1)NC(=0)[C@@H](C2CCCCC2)n3c(ncacc(F)c(F)cc34)c5ccc(Cl)cc5

Cclcc(cccINC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cec34)c5ccc(Cl)cc5)C(=0)[0-]

[O-]C(=0)clcec(NC(=0)[C@H](C2CCCCC2)n3c(ncdcccece34)c5cec(Cl)ec5)c(c1)C(F)(F)F

[O-]C(=0)C1CCC(CC1)NC(=0)[C@@H](C2CCCCC2)n3c(ncacc(F)c(F)cec34)c5ccc(Cl)ec5

Fclcc2nc(c3cece(Cl)ee3)n([C@@H](C4CCCCCA)C(=0)Nc5ccc(cc5F)cennn[n-]6)c2cclF

COclccc(c(Cln1)c2nc3cc(F)c(F)cc3n2[C@ @H](C4CCCCC4)C(=0)NC5CCC(CC5)C(=0)[0-]

[O-]C(=0)clcecc(NC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cec34)c5ccc(Cl)ec5)cl

CC(C)clonc(c1COc2cc(C)c(cn2)[N+](=0)[0-])c3c(Cl)ccee3Cl

[O-]C(=0)C1CCC(CNC(=0)[C@@H](C2CccccC2)n3c(ncdcc(F)c(F)cec34)c5ccec(Cl)cec5)CCl

Fclce2nc(c3cece(Cl)ee3)n([C@H](C4CCCCC4)C(=0O)NC5CCCCC5)c2cciCl

[O-]C(=0)Cclcee(NC(=0)[C@H](C2CCCCC2)n3c(ncdec(F)c(F)cc34)c5cec(Cl)ce5)ccl

Cclccec(COc2ccec(\C=C\3/C(=0)NN(C(=0)c4ccc(F)ccd)C3=0)c2)cl

[O-]C(=0)C1CCC(CC1)NC(=0)[C@H](c2CcccCC2)n3c(ncacc(F)c(F)cec34)c5ccc(Cl)ncs

OC1CCC(CC1)NC(=0)[C@@H](c2cccce2)n3c(ncacc(F)c(F)cc34)c5cec(Cl)eccs

[O-]C(=0)clcec(NC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5ccc(Cl)cc5)ncl

CCOC(=0)C1=CN(C[C@H](C)c2c1[nH]c3cccec23)C(=0)c4ccc(0C)cch

COclcc(cccINC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5ccc(Cl)ecc5)C(=0)[0-]

[O-]C(=0)COC1CCC(CC1)NC(=0)[C@@H](Cc2ccccc2)n3c(nchcec(F)c(F)cc34)c5cec(Cl)ncs

[O-]C(=0)clceccccINC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5ccc(Cl)ce5

Cclccec(COc2ccec(\C=C\3/C(=0)NN(C(=0)cdccnce4)C3=0)c2)cl

0O=C(N1NC(=0)\C(=C/c2ccc(OCc3cccec3)cc2)\C1=0)c4cceccd

[O-]C(=0)c1sc(NC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cec34)c5ccc(Cl)ec5)nclC(F)(F)F

[O-]C(=0)clcec(NC(=0)[C@@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5ccc(Cl)ec5)enl

Fclceee(COc2ccce(\C=C/3\C(=0)NN(C3=0)c4cccccd)c2)cl

O=C(N1NC(=0)\C(=C/c2ccc(0Cc3cccee3)cc2)\C1=0)cdoccch

Cclccec(COc2ccec(\C=C/3\C(=0O)NN(C3=0)c4cccccd)c2)cl

O=C1N(N(C(=0)C1=Cc2ccc(OCc3ccccc3)cc2)cldcccecd)c5eccees

Cclccec(COc2cecec(\C=C/3\C(=0)NN(C3=0)c4ccccc4[N+](=0)[0-])c2)cl

[O-][N+](=0)clccec(C=C2C(=0)N(N(C2=0)c3cccce3)cdcccecd)cl

CCOC(=0)C(=Cclccc(0Cc2cceec2)ccl)C(=0)0occ

Cclccc(CN(CCC[NH+]2CCOCC2)C(=S)Nc3cce(Cl)cc3C(F)(F)F)ccl
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CIC(Cl)(Cl)C(=N)O[C@@H]10[C@H](COCc2ccccc2)[C@H](OCc3cccee3)[C@@H](OCc4cccc
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C(Q)(C))[C@H]10C(=0)C(C)(C)C

CC1(C)O[C@H]20[C@H]([C@ @H]30C(C)(C)O[C@H]3[C@H]201)C(=0)Oc4ccc(Cl)ccd

[O-1\C(=C(\N1C=C(Cl)C=CC1=0)/C(=0)c2ccccc2)\N(CCc3ccccc3)Cclcecccch

CCOclcec(\C=N/c2ccc(Oc3cee(ce3)\N=C/c4ccc(OCC)ccd)cc2)ccl

CSclccc2ec(C[NH2+][C@H](C)c3ceccaccccc34)c(nc2c1)NSCCN(CC5)C(=0)C
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CC[C@H]L[Ce@@H](O)[C@@H]2[C@@H]3CC[C@H]([C@@H](C)CCC(=0)[O-])[C@]3(C)CC
[C@@H]2[Ce@@]4(C)CC[C@@H](O)C[C@@H]14

FC(F)(F)clcec(ccl)[C@ @H]2C[C@H]2C(=0)NCCC[NH+]3CCN(CC3)cdcccc(cd)C(F)(F)F
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CC[C@@H]1[C@@H](O)[C@H]2[C@H]3CC[C@H]([C@@H](C)C[C@H](C)C(=0)[0-]) [Ce@
13(C)CC[C@@H]2[C@]4(C)CC[C@ @H](O)C[C@H]14

C[C@ @H]1CC(C)(C)C[C@]2(C1)NC(=0)N(C[NH+]3CC[NH+](Cclccec5eccced5)CC3)C2=0

Ccloc(ncl1C[NH+]2CCN(CC2)C(=0)Nc3ccec(C)c3C)chcccccaC

Brclcec(ccl)C(=0)Nc2ccec3cec(nc23)ndcencd

O[C@@H](CSclnc(cc(c2ceeec2)c1CHN)c3cccec3)C[S@](=0)Cclcccechd
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ClclcccccINC(=0)C2CCC(CC2)N3C(=0)[C@@H]4[C@H]5C=C[C@H]([C@@H]6C[C@H]56)
[C@@H]4C3=0

Cclcc(C)c(NC(=0)Cn2cc(c3cceec23)S(=0)(=0)CclceccccaCl)c(C)cl

O=C(NCCCclcccccl)C2CCN(CC2)C(=0)c3ccc(s3)ndccc5ecceccd5

Cle1ec(Cl)e(NC(=0)CN2C(=0)[C@ @H]3[C@H]AC[C@H](C=C4)[C@ @H]3C2=0)cclCl

CCCCCCCCN1C(=0)c2cc3c(0C)cdcc5C(=0)N(CCCCCCCC)C(=0)c5ccdc(0C)c3cc2C1=0
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CC[C@H]1C[C@H]2CCCC[C@@]2(C)[C@H]3CCIC@]4(C)[C@H](CC[C@@H]4[C@H]13)[C
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CCOclcccccl[C@@H]2SCC(=0)Nc3c2c(C)nn3c4nc5ccecc5s4

C[C@@H]1CN(C(=0)C)c2cc(ccc201)S(=0)(=Nc3cc(Cl)ccc3C)[0-]

COclcc(cecc1OCC(C)C)[C@H]2N(CCCOC(C)C)C(=0)c3n[nH]c(c4cc(C)cc(C)c4[0-])c23

CCOCCN1\C(=N\c2cccee2)\S\C(=C/c30c(cc3)cdcec(Cl)cccd4C)\C1=0

COclccc(COC(=0)[C@H]2[C@H]([C@ @H]3C(=0)CC(C)(C)CC3=NC2=C)cdecc(Cl)ccd)ccl

CCCOclcec(ccl)S(=0)(=Nc2cce3CCCN(c3c2)S(=0)(=0)c4ccc(F)ccd)[O-]

CCCCCOclcec(ccl)[C@H]2N(C(=0)C3=C2C(=0)c4cc(Cl)ccca03)c5ccc(C)ec5

CCclccc(ccl)c2esc(\N=C(/[O-])\c3cnn4c(C)cc(C)nc34)n2

o|lo|lo|lo|lo|jlo|lo|lo|o|lo|jlojlo|lo|lo|lo|jlo|jo|jo|lo|lo|lo|jo|o|lo|lo|lo|lojo|jo|o|oO

CCCCOclcceccl[C@@H]2[C@ @H](C(=0)0Cc3cccce3)C(=NC4=CC(C)(C)CC(=0)[C@ @H]24
)C

Cclcnc(NC(=0)c2cc(ccc2Cl)S(=0)(=0)N3CCCc4ccccc34)sl

C\C(=C\c1ccecec1)\C=C/2\SC(=S)N(CCCC(=0)Nc3nc4dcccecds3)C2=0

CC1(C)CC(=0)[C@H]2[C@ @H]([C@H](C(=0)OC[C@H]3CCCO3)C(=C)N=C2C1)cdccc(O)ccd

CC[C@@H](Sc1ncc(c([0-])n1)S(=0)(=0)c2cec(C)cc2)C(=0)Nc3ccc(cec3)C(C)C

oO|o|o|O|O

Cclcee(cc1)S(=0)(=Nc2cecec3nn(nc3c2)cdceccecd)[O-]




COclcc(\C=N/Nc2nc(nc(n2)N3CCCCC3)N4CCCCC4A)cc(Br)c10S(=0)(=0)c5cec(C)ccs

CCCN(Cclcceecl)C(=0)[C@H](C)SCc2nc([0O-])c3c(csc3n2)cdcccecch

CCCclccc(ccl)c2esc(\N=C(\[O-])/CSc3nnc(c4ccnccd)n3CCC)n2

O=C(CCSCC1=Nc2sc3CCCc3c2C(=0)N1)NACCC[C@@H]4c5ccccbececc56

CCCSC1=NC(=0)[C@ @H]2[C@H](C3=C([O-])CC(C)(C)CC3=NC2=N1)cdoc(C)cch

Cclccec(N2C(=Nc3cc(Cl)ecc3C2=0)SCc4nc([0-])c5ccec(C)ec5n4)c1C

COclcec(ccl)C2=NN([C@H](C2)c3ccecc(OC)e30C)\C(=C/Scanc5ccccc5s4)\[O-]

CclccoclC(=0)N2CCC[C@H]2c3ccc(s3)\C(=N/c4nccsd)\[O-]

CCCOc1c(OC)ccecl[C@H]2CC(=0)NC3=C2C(=0)C[C@H](C3)c4ccc(Cl)c(Cl)ca

[O-I\C(=N\c1nnc(S[C@H]2C[C@H]3C[NH+](Cclcccccd)[C@@H]2[C@H]3Br)s1)\c5cces5

COclcc(N=S(=0)([0-])c2ccc(NC(=0)COc3c(C)cc(Br)cc3Br)cc2)nc(OC)nl

[S-]C1=Nc2ccc(Br)cc2C(=0)N1CCCCCC(=0)N3CCC(=CC3)chccccch

oO|lo|lo|o|lo|lo|lo|lo|o|o|o|o|oO

CCCCCOclcec(cc1OCC)[C@@H]2N(C[C@@H]3CCCO3)C(=0)c4n[nH]c(c24)c5¢(C)cc(C)cc5]
O-]

COclcccecle2nc3cédc(C)c(C)n(c5nces5)cdncn3n2

o | o

[O-]c1nc(CSC2=Nc3sccc3C(=0)N2CC=C)nclccccclsd

CC[C@H](C)OC(=0)[C@@H]1[C@H]([C@ @H]2C(=0)C[C@@H](CC2=NC1=C)c3ccc(OC)cc3
)cdcec(Cl)c(Cl)ca

[O-]S(=0)(=Nciccc(ccl)c2noc(Cc3cec(Br)cc3)n2)cdccesd

[O-]\C(=N\c1ncc(Cc2cecec2Cl)s1)\c3scece35(=0)(=0)N4CCCCCa

COclccc(Cl)ecIN=S(=0)([O-])c2cce(cc2C)N3CCCC3=0

Cclcece(ccl)[C@H]2Nc3cec(ce3[C@H]4C=CC[C@ @H]24)S(=0)(=0)N5CCOCC5

Cclcc(OCCC\C(=N/c2nnc(s2)[C@H]3CCCO3)\[O-])c(Br)c(C)c1Cl

CCclcce(cc1)S(=0)(=Nc2ccc(C)c(c2)N3CCCS3(=0)=0)[0-]

Brclcec(Sc2ccc(NC(=0)CCN3C=Nc4sccc4C3=0)cc2)ccl

CCCCSclccc(ccl)c2nn(cc2\C=C/3\SC(=S)N(CCC(=0)[0-])C3=0)c4ccccca

Cclccc(CCN2C[C@H](CC2=0)\C(=N/c3nnc(SCc4cccccaCl)s3)\[0-])ccl

O|lOo|o|o|o|lo|o|o|Oo|O

CCCOC(=0)C1=C(C)NC2=C([C@H]1c3cc(Cl)c([0-])c(OCC)c3)C(=0)C[C@@H](C2)cdccc(OC)c
c4

o

CCCCclccc(NC2=Nc3cccce3N4[C@H](c5ccec(0)c(OCC)c5)cbe(C)nn(c7cccec7)c6[NH+]=C24)
ccl

Cclcece(ccl1Cl)N=S(=0)([0-])c2ccc3N[C@ @H]([C@H]4CC=C[C@H]4c3c2)c5cccec5F

CCCOcleccccl [C@HI2[C@H](C(=0)OCC)C(=NC3=C[C@H](CC(=0)[C@H]23)c4ccc(Cl)ccd)C

CCOclee(ccc10CCC(C)C)[C@@H]2[C@ @H]3C(=NN=C3cdcc(C)cc(C)c4[0-])C(=0)N2CCCOC

CCCN1C(=0)\C(=C/c2cc(Br)cc(Cl)c2[0-1)\S/C/1=N/c3ccc(OC)cc3

Cclcee(c(C)cl)c2coc(n2)c3ccc(cc3)N=S(=0)([O-])cdccc(Br)ccaC

Cclc(oc2cee(Br)cc12)\C(=N/c3nnc(SCclccc(Cl)ced)s3)\[O-]

Cnlccccl[C@H]2CCCCCN2C(=0)CSCc3nc([O-])cac(csc4n3)c5cces5

C[C@@H]1C[C@H]1c20c(CN(C)C(=0)CSCc3nc([O-])c4c(csc4n3)c5cces5)cc2

CCC(C)(C)[C@@H]1CCc20c3ccc(cc3c2C1)N=S(=0)([O-])chccc(Br)cca

CSclnsc(\N=C(\[O-])/C2=CC(=0)c3cc(Br)ccc302)nl

Cclccc(SCC(=0)N\N=C/2\C(=Nc3ccc(Br)cc23)[0-])ccl

O|lOoO|0O|0O|0O|O|O|O|O|O|O|O

CCCCCCN1C(=0)\C(=C\2/SC(=S)N(CCCC(=0)[0-]1)C2=0)\c3cc(Br)cccl3




0 Cn1c(SC\C(=N\c2nc(cs2)c3cccee3)\[0-])nnclcdcsc5CCCCCca5
0 COclccc(cclOC)[C@@H]2CC(=0)C3=C(C2)N=C(C)[C@H]([C@ @H]3c4cc(OC)c(OC)cc4Br)C
(=0)ocscceccees
0 Cclcec(SCC\C(=N/c2nnc(s2)[C@H]3CN(C(=0)C3)c4ccc(C)c(Cl)ca)\[O-])ccl
0 CCCCCCOclcee(cc1OC)[C@H]2[C@H]3C(=NN=C3c4cc(C)cc(C)ca[0-])C(=0)N2Cc50ccc5
CCOCCOC(=0)[C@H]1[C@H](C2=C(C[C@H](CC2=0)c3ccc(0C)c(0C)c3)N=C1C)cdcc(Br)c(O
)c(OC)c4
0 CCCCOC(=0)C1=C(C)N=C2C[C@H](CC(=0)[C@H]2[C@ @H]1c3cc(Br)c(0)c(OC)c3)chccc(0OC
)c(OC)ca
0 CCOclcc(cc(Br)c10)[C@H]2[C@ @H](C(=0)0CCOC(C)C)C(=NC3=C[C@ @H](CC(=0)[C@ @
H]23)c4ccc(OC)c(0C)cd)C
0 COclcee(cc10C)[C@H]2CC(=0)[C@ @H]3[C@H]([C@H](C(=0)OCc4cccccd)C(=C)N=C3C2)c
5cc(Br)c(OC)c(0C)c5
0 COclcee(cc1OC)[C@H]2CC(=0)[C@ @H]3[C@H]([C@H](C(=0)OCCOc4cccced)C(=C)N=C3C
2)c5cc(Br)cce50C
0 CCSCCOC(=0)C1=C(C)N=C2C[C@@H](CC(=0)[C@H]2[C@H]1c3cc(Br)ccc30C)c4ccc(OC)c(
OC)c4
0 CCCOC(=0)[C@H]1[C@H]([C@@H]2C(=0)C[C@ @H](CC2=NC1=C)c3ccc(OC)c(OC)c3)cdcc(
OC)c(0OC)cc4Br
Test set
class | smiles
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cc(F)ccec23)C(=0)c4ccc(OCCC[NH+]5CCOCC5)cca
1 CN(Cclcce(cc1)C(=0)[0-])c2ccc(OCc3c(onc3c4c(Cl)ccccaCl)C5CC5)nc2C(F)(F)F
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceee23)C(=0)caccec(OCCC[NH+]5CC[NH+](C)CC5)
c4
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)cdcecc(OCCINH+]5CC[NH+](C)CC5)cc
4
1 C[C@H](Oclceec(c1)C(=0)[0-])c2cec(0OCc3c(onc3cdc(Cl)cceccaCl)C5CC5)nc2C(F)(F)F
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cc(F)cce23)C(=0)c4ccc(CC[NH+]5CCOCC5)cca
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceee23)C(=0)caccc(OCCC[NH+]5CC[NH+](C)CC5)c
c4
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceec23)C(=0)c4cecc(OCCC[NH+]5CCCC5)cca
1 CC(C)clonc(c1COc2ccc(N(C)C(=0)c3cec(cc3)C(=0)[0-])c(n2)C(F)(F)F)c4c(Cl)ccccaCl
1 CC(C)clonc(c1COc2ccc(N(C)C(=0)c3ccec(c3)C(=0)[0-])c(n2)C(F)(F)F)c4c(Cl)ccecaCl
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3ccecec23)C(=0)cdcecc(OCCINH+](C)C)cch
1 CC(C)c1lonc(COc2¢(C)ececece2C)c1COc3ccc(\C=C/c4ccecc(c4)C(=0)[0-])c(Cl)c3
1 CC(C)clonc(c1COc2ccc(C(=0)N(C)c3ccec(c3)C(=0)[0-])c(Cl)c2)cdc(Cl)ccecacl
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceceec23)C(=0)cacec(F)c(F)ca
1 CC(C)clonc(c1COc2ccc(C(=0)N(CCec3cceee3)cdccec(cd)C(=0)[0-])c(Cl)c2)c5¢(Cl)ccee5Cl
1 CC(C)clonc(c1COc2ccc(N(C)C(=0)c3ccc(ce3)C(=0)[0-])c(C)n2)cac(Cl)ccecaCl
1 CCCN(C(=0)c1ccc(OCc2c(onc2e3c¢(Cl)ccec3Cl)C(C)C)eclCl)cdeccc(cd)C(=0)[O-]
1 CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccec(c3)C(F)(F)F




CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(cccdc3)C(=0)[0-])c5¢(Cl)cceesCl

[O-]C(=0)clcceccc10Cc2ccc(0Cc3c(onc3cic(Cl)ccecaCl)C5CC5)nc2C(F)(F)F

CC(C)COclcc(nc2ceec(ccl2)c3cec(OCcac(oncac5c(Cl)cecec5CI)C(C)C)ec3)C(=0)[0-]

CCOC(=0)C1=CN(CC(C)(C)c2c1[nH]c3cceecc23)C(=0)caccc(F)c(F)ca

CC(C)(C)clonc(c1COc2ccc(C(=0)Nc3ccec(c3)C(=0)[0-])c(Cl)c2)cdc(Cl)cecccacl

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(CH#N)[nH]c12)C(=0)C3CCCCC3

CC(C)OC(=0)[C@@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3ccec(Cl)c3

CC(C)OC(=0)[C@H]1CN(CC(C)(C)c2cc(CHN)[nH]c12)C(=0)c3cec(Cl)ce3

[O-]1C(=0)clcee(NC(=0)[C@H](C2CCCCC2)n3c(ncdcc(F)c(F)cc34)c5cec(Cl)ce5)c(c1)C(F)(F)F

[O-]C(=0)clccc(NC(=0)[C@@H](C2CCCCC2)n3c(nchcc(F)ccec34)c5cec(Cl)cc5)c(F)cl

RllRrIRPR|R[RP|IR[RPR[RPR|R|R R

[O-]C(=0)C1(CC1)0c2ccc(NC(=0)[C@H](C3CCCCC3)n4c(nc5cc(F)c(F)cca5)cbecc(Cl)ceb)c(F)c
2

CC(C)clonc(c1COc2ccc(cc2)c3cecdsc(cc4n3)C(=0)[0-])c5¢(Cl)ccee5Cl

[O-]C(=0)CCclccc(NC(=0)[C@@H](C2CCCCC2)n3c(ncacc(F)c(F)cec34)c5cec(Cl)cc5)ccl

COclccc(c(0OC)n1)c2nc3cc(F)c(F)cc3n2[C@@H](C4CCCCCA)C(=0)NC5CCC(CC5)C(=0)[0-]

[O-]C(=0)clccc(NC(=0)[C@@H](C2CcCccCC2)n3c(nchcc(F)c(F)cc34)c5ccc(Cl)ce5)ccl

Fclcc2nc(c3cec(Cl)ee3)n([C@H](C4CCCCC4)C(=0O)NC5CCCCC5)c2ceclF

CC(C)OC(=0)C1=CN(CC(C)(C)c2cc(C#N)[nH]c12)C(=0)c3cces3

CCOC(=0)C1=CN(CCc2c1[nH]c3cceccc23)C(=0)clccc(F)cca

CCCCOC(=0)C1=CN(CCc2c1[nH]c3cccec23)C(=0)c4ccc(F)cca

FC(F)(F)clccec(COc2ccec(\C=C\3/C(=0)NN(C3=0)c4cccecd)c2)cl

FC(F)(F)clcce(COc2ccce(\C=C\3/C(=0)NN(C3=0)clcccccd)c2)ccl

Cclnc(NC(=0)[C@@H](C2CCCCC2)n3c(ncacc(F)c(F)cc34)c5ccc(Cl)ec5)sc1C(=0)[0-]

Cclcc(Oc2ncecc2CHN)cccINC(=0)c3oc(Br)cc3C

olo|lo|r|lOo|lRr|R|R|R[R|R|R| K

COclcccccl1OCCINH2+]C[C@H](0)COc2cccc3c2cicccccdn3C[C@H](O)C[NH2+]CCOc5ccccc
50C

Cclcc(\C=N/NC(=0)C(=0)N2CCCCCC2)c(C)n1c3ccc(Cl)c(Cl)c3

o | o

CC(C)C(=0)0[C@@H]1C[C@@H]2[C@@]3(C)[C@H](CC(=0)OC(C)(C)[C@H]3C[C@@H](OC
(=0)C(C)C)[C@@]2(C)[C@]450[C@ @H]4C[C@H](c6cocch)[C@]15C)OC(=0)C

CCclccc2[NH+]=C(NN=C(c3ccc(cc3)N4CCOCC4)c2cl)c5cencch

Cclccc(Cn2cc(en2)n3c(S)nnc3Cndcc(Cl)cnd)ccl

CC(C)(C)[C@H]1CCC2=C3C(=0)N=C(N=C3S[C@H]2C1)c4ccc(OCCCOCScecces)ccd

Celecc(cc1Cl)N2N=C(C=CC2=0)N3CCC(CC3)C(=0)NCACCCCA

Cnilcc(enl)c2nnc3sc(Ccdccc(OC(F)(F)F)ccd)nn23

0O=C(COC(=0)c1cccecclc2nc3ceccc3s2)N(CCe4cccecd)Ce5cccecs

Fclcec(cc1)N2CCN(CC2)c3nnnc4c3cnndc5cccecs

oOojlojlojlo|lo|o|Oo|©O

C[C@@H](C[C@@H](C)C(=0)[0-])[C@@H]1CC[C@@H]2[C@@H]3[C@H](0)[C@@H](C)[C
@H]4C[C@H](0)CCI[C@@]4(C)[C@H]3CC[C@]12C

CCN(CC)clecec(\C=C(/NC(=0)c2ccccc2)\C(=0)N\N=C\c3cc(Br)cc(Br)c30)ccl

CCC(=0)0[Ce@]1([C@@H](C)C[C@@H]2[C@@H]3C[C@@H](F)C4=CC(=0)C=C[C@]4(C)[
Ce®@]3(F)[C@@H](0)C[C@]12C)C(=0)SCF

C[C@H]1C[C@H](C)CN(C1)c2ncc(C3=CC(=0)N(N3)c4ccc(ccl)C(F)(F)F)c(C)n2

CN1C(=0)N(C)c2nc(N3CCCCC3)n(Ccaccc(C)ccd)c2C1=0




C[C@@H](CCC(=0)[0-])[C@H]1CC[C@H]2[C@H]3CC[C@@H]4C[C@H](O)CC[C@]4(C)[C@
@H]3cC[c@]12C

CclccececcIN=5(=0)([0-])c2cc3[nH]c4CC(C)(C)CC(=0)c4c3cc2C

Brclccc(Br)c(NC(=0)COc2ccc(Oc3cececen3)cc2)cl

[O-]1[N+](=0)c1nn(Cc2coc(n2)c3cece(F)cc3)cclBr

CclccececcIN2C[C@@H](CC2=0)c3nc4cccee4n3CCCCOc5ccc(cc5)C(C)(C)C

C[C@@H](NC(=0)cloc2cc(Br)ccc2¢1C)C(=0)N3CCCCC3

CclccencINC(=0)[C@H]2c3cccce3C(=0)N(C4CCCC4)C25CCCCs

CN1C(=0)[C@@](C)(Sc2cccecc12)C(=0)Ne3cec(cc3)N4CCCCCa

oO|0o|j|o|OoO|O|O|O|O

COC(=0)C1=C(SC2(S1)C(=C(SC3=C2cAcc(C)cccdN(C(=0)c5ecc(Cl)ec5Cl)C3(C)C)C(=0)0C)C(=
0)0C)C(=0)0C

CC(=0)N1CCCN(CC1)c2ccec(cn2)c3onc(n3)cdcccccaC

FC(F)(F)clcnc(NC(=0)CSc2ncnc3sc(cc23)cdcccecd)c(Cl)cl

CCC(CC)(CC(=0)Nc1c(Br)cc(C)cc1Br)C(=0)[0-]

CC1(C)CC(=C2[C@@H](C3=C(CC(C)(C)CC3=0)N=C2C1)clccc(OCc5ccc(Cl)cc5)cca)[O-]

COclcccec(cl)ec2nn(c(c2C)c3ccec(OC)ce3)cdnc(c(C)s4)c5cceeces

[O-1\C(=N\c1ccc(Cl)cc1)\C(=C/c2cc(Br)ccc20Cc3cec(Cl)cc3)\C#N

COclccc(0C)c(cl)c2c([C@@H]3N([C@ @H](C)c4cccecd)C(=0)c5cccce35)cbeccecebn2C

CnlcnnclSc2oc(cc2)c3ncen3c4ccc5nesc5c4

Clclcccccl[C@@H]2N(CCNC2=0)S(=0)(=0)c3ccc4CCCCc4c3

COclcecc(Nc2nc(NCc3occe3)nc(N\N=C\c4cc(l)c(OCCH#HC)c(OC)cd)n2)ccl

COclccc(ccl)c2oc3ncn4nc(nc4c3c2c5cec(OC)cc5)cbecc7ceccc7c6[0-]
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C[C@@H](O[C@@H]10[C@H]2CO[C@@H](O[C@H]2[C@H](OC(=0)C)[C@H]1INC(=0)C)c3
cccee3)[C@@H](NC(=0)OCC4c5ccecc5ebeccec46)C(=0)0CC=C

COclccc(ccl)N2C(=0)NC(=0)[C@@](C[NH+]3C[C@@H]4C[C@H](C3)C5=CC=CC(=0)N5C4)(
Ccbcc(0C)c(0C)c(0C)c6)C2=0

CC1(C)C[C@@](CCNC(=0)CCC(=0)0CC(=0)[C@]2(0)CC[C@H]3[C@ @H]ACCC5=CC(=0)CC]
C@@]5(C)[C@@H]4[C@H](0)C[C@@]23C)(CCO1)c6ececeh

CCOclccc(ccl)N=S(=0)([0-])c2ccc(NC(=0)c3cec(cc3)C(=0)Nclcec(ccd)S(=0)(=Nc5ccc(0CC)
cc5)[0-])cc2

CCN1\C(=N\C(=0)c2ccn(n2)C(C)C)\Sc3cc40CCOc4ccl3

COclccc(C[NH+](C)Cc2nc([O-])c3cc(Br)cc(Br)c3n2)c(OC)cl

CCN(CC)clecc(Nc2cee(cc2)N=S(=0)([0-])c3cc(Cl)ccec3Cl)nc(C)nl

CC(=0)N1CCSc2cce(cc12)S(=0)(=0)Nc3ccee(Cl)e3C

Ccloccclc20oc(SCC3=CC(=0)N4C=C(Cl)C=CC4=N3)nn2

[O-]C(=0)[C@H]1[C@@H](C=C[C@@H]([C@@H]1C(=0)Nc2ccc(Br)cc2)c3cccee3)cdcccecd

C[C@H](Scloc(nnl)c2ccececec2Br)C3=Nc4cccec4C(=0)N3

COclcc(Br)cc(\C=N/c2ccc(Oc3cec(F)cc3)c(c2)C(F)(F)F)c1[O-]

CC(=0)N1[C@H](Oc2nc(SCC=C)nnc2c3cccecl3)cdoc(C)ccd

COclccc(N2C[C@H](CC2=0)c3onc(n3)c4cccccaC)c(0C)cl

CCCCOclcec(ccl)[C@@H]2N(CCc3ccccc3)C(=0)C4=C2C(=0)c5cc(Cl)ccc504

CC[NH+]1CC[NH+](CC1)[C@H](c2ccc(C)cc2)c3sc4nc(CC)nn4c3[0-]

oO|lo|lo|o|lojlo|lo|lo|o|o|o|o|oO

COclccc(CCN2[C@@H]([C@H]3C(=NN=C3c4cc(Cl)c(C)cca[0-])C2=0)c5ccc(cc5)C(C)C)ccl




COclccc([C@H]2C3=C(CC(C)(C)CC3=0)Nc4c2c(C)nnic5cccec5)c(0C)cl

Cclcec(cc1C)n2nc(C)c(\C=N/N=S(=0)([O-])c3cccecec3)c2C

CCCCIC@H](CC)CN1C(=S)S\C(=C/C2=C(Sc3cccec3)N=C4C=CC(=CN4C2=0)C)\C1=0

[0-]1S(=0)(=Nc1ccc(Oc2nceen2)ccl)c3cec(Cl)s3

CCclcec(cc1)\N=C(\[O-])/C(=C\c20c(Sc3ccc(Cl)cc3)c(Br)c2)/C#N

COclccc(OCCC(=0)Nc2cecc(Cl)e(c2)S(=0)(=Nc3ccc(C)ce3C)[0-])ecl

CCOclcce(ccl)N2C(=0)[C@H](Cc3cce(Cl)ce3Cl)S/C/2=C(/C#HN)\C(=N/CC=C)\[O-]

Cc1cc2NC(=0)C(=Nc2ccl1C)CSc3oc(nn3)cdcccccdBr

Cclcec(NC(=0)c2c3CCCCc3sc2n4c(C)ecc(\C=N/c5ccc(Cl)ce5[0-])c4C)ccl

[O-1\C(=N/c1ncc(Cc2cccec2Cl)s1)\C3=CC4=C(CCC4)NC3=0

CCOclcec(cc1)S(=0)(=Nc2ccecec2C(=0)OCC(=0)Nc3ccececc3CC)[0-]

COclcc(cc(OC)c10C)[C@@H]2C(=C(SCc3ccccc3Cl)N=CACCCC(=C24)[O-])CHN

FC(F)(F)clccec([N-]C2=NC(=0)\C(=C/3\C(=0)Nc4ccc(Br)cc34)\S2)c1

COclccc(CN2[C@H](C(=C([0-])C2=0)c3ccc(OC)cc3)chcec(Br)ccd)ccl

CCCCCCOclcec(ccl)[C@@H]20c3ccc(Br)cc3[C@@H]4CC(=NN24)c50c¢(C)cc5

COclcccccl[C@@H]2CC(=0)Nc3c2ncn3c4ccc(Br)ccd

Cclc(sc2nenc(Nc3ceec(ce3)S(=0)(=Ncdcceen4)[0-])c12)C(=0)OC5CCCCCs

COclcc(N=S(=0)([O-])c2cec(Cl)cec2)c(cc10C)C(=0)Nc3cec(cc3)S(=0)(=0)N4CCSCca

CCCOclcee(cc1OCC)[C@@H]2N(Cc30ccc3)C(=0)c4n[nH]c(c24)c5¢(C)ec(C)cc5[0-]

Cclcee(c(C)c1)S(=0)(=Nc2ccee(c2)N3CCCS3(=0)=0)[0-]

CCCCCN1[C@H](c2ccc(0OCC)e(0C)c2)c3c(n[nH]c3C1=0)c4cc(Cl)c(C)cca[O-]

CCCCCCN1C(=Nc2ccceec2C1=0)SCc3nc([0-])c4cnn(c5cceec5)c4n3

o|lo/jlojlo/lojlo|lo|o|lo|lo|jlo|lo|lo|o|lo|lo|lo|lo|o|o|o|o|oO

COclccc(ccl10C)[C@H]2CC(=0)C3=C(C2)N=C(C)[C@@H]([C@ @H]3c4cc(Br)c(OC)c(OC)c4)C

(=0)OCCc5cccecs

COclcec(cc10C)[C@@H]2CC(=0)[C@H]3[C@ @H]([C@ @H](C(=0)OCCcacccccd)C(=C)N=C3

C2)c5cccec50Cchecccch

External data set (classification at different activity thresholds)

1uM | 5uM | 10uM | 15uM | 20uM | smiles

_clas | _clas | _class | _class | _class

s s

0 0 0 0 0 [O-1[N+](=0)clcc(c(cc1C(Cl)C(Cl)c2ceecec2)C(Cl)C(Cl)c3cc
cce3)[N+](=0)[0-]

0 0 0 0 0 [O-1[N+](=0)clcc(c(cclC(Cl)C(Cl)c2cecec2)C(Cl)C(Cl)c3cc
ccc3)[N+](=0)[0-]

0 0 0 0 0 [0-][N+](=0)c1lec(cccINN=C2CCCCC2)S(=0)(=0)[N-]c3cc
¢(SC(F)F)cc3

0 0 0 0 0 [O-][N+](=0)clcecc(NN=Cc2c(Cl)ccecc2Cl)c(c1)S(=0)(=0)[
N-]c3cceec3Cl

0 [O-][N+](=0)clcececc1SCC(=0)0c2c(Clc(Cl)c(Cl)e(Cl)c2Cl

0 [O-]C(=Nclcee(F)c(F)c1)C(=0)NC(Cc2ccc(F)cc2)c3cecec3
[O-1C(=Nclccc(F)c(F)c1F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(




F)C(F)(F)C(F)(F)C(F)(F)F

[O-]C(=Nclccc(NC(=0)C(C2CC2)c3ccc(F)ce3)ccl)C(F)(F)F

[O-]C(=NclcceeclF)C(=Cc2cc(Cl)ccc20Cc3ccc(Br)cc3)Cit
N

[O-]C(=0)C(Cclc[nH+]cn1C(=0)OCC2c3cccec3clcecccc24
JNC(=0)OCC5c6cccccbe7ccecec57

[O-]C(=0)C(CCSC(c1cceeel)(c2eccec2)c3ceccc3)NC(=0)0
CC4c5cccec5cebeecccdb

[O-]C(=0)C(CSC(c1cceecl)(c2eccec2)c3eccec3)NC(=0)0C
C4c5cccec5cbeccecdb

[O-]C(=0)C(Nclcec(Cl)ececl)c2cece(Br)cc2F

[O-]C(=0)C1C(C2c3cceec3Clcdceccecc24)C(=0)Nc5ceeech

[O-]C(=0)clce(Br)ecccINc2nenc3scc(c4ccc(Br)ccd)c23

[O-]C(=0)C1CC=CCC1C(=0O)Nc2c(Br)cc(F)cc2Br

[O-]C(=0)C1CC=CCC1C(=0)Nc2cc(cc(c2)C(F)(F)F)C(F)(F)F

oOo|lo|lo|lo|Oo|O

oOjojlo|lo|Oo|O

ool |O|O

oOjojlo|lo|Oo|O

oOjojlo|lo|Oo|O

[O-]C(=0)clccc2NC(C3CC(Scaccececca[N+](=0)[0-])C(Cl)C
3c2cl)c5cec(Cl)ec5

[O-]C(=0)clccc2NC(C3CC(Scacceccca[N+](=0)[0-])C(Cl)C
3c2cl)c5cceccc5F

[O-]C(=0)CC(NC(=0)0OCC1c2cccecc2ce3cceeccl3)C4CCCCN4
C(=0)OCc5cccech

[O-]C1=C([C@@H](NC1=0)c2ccc(Cl)cc2)C(=0)c3ccc(Br)c
c3

[O-]C1=C([C@H](NC1=0)c2ccc(Br)cc2)C(=0)c3cece(Br)cc
3

[O-]C1=C(C=NCc2ccccc2)C(=0)NC1=Cc3ccc(Br)cc3

[O-]C1=NC(=0)N(C(=0)C1=Cc2oc(cc2)c3ccc(F)cc3)cdccc(
cc4)C56CC7CC(CC(C7)C5)C6

[O-]C1=NC(=S)N(C(=0)C1=Cc2cc(c3ccccec3)n(cdcccecd)c
2c5ccccc5)cbecc(Cl)ceeCl

[O-]C1=NC(=S)N=C2NC(=CC([C@H]12)c3ccccc3C(F)(F)F)
c4ccececd

[O-]C1=Nc2ccc(Br)cc2C1=NNc3ccccdecenc34

[O-]c1c(Br)cc(Br)cc1C(=0)Nc2cc(Cl)ccc20c3cccldcccecle
3Cl

[O-]c1c(Br)cc(Br)cc1C=C(C#N)C(=0)Nc2ccc(Cl)cc2

[O-]c1c(Br)cc(cc1C=Nc2ccc3oc(nc3c2)clcec(Cl)cccaCl) [N+
1(=0)[O-]

[O-]c1c(Br)cccc1CNCc2ccc(Br)s2

[O-]c1c(C=Nc2ccc3nc(oc3c2)cdcecc5eccec5c4)cc(Br)ecl|
N+](=0)[O-]

[O-]clc(ccc2ececencl12)C(Ne3cec(Cl)cec3Cl)cdcceend

[O-]c1c(Cl)ce(C=C2SC(=Nc3ccc(F)ce3)NC2=0)cclCl




[O-]clccc(C(=0)c2cccec2)c([O-])c1C[NH+]3CCclcceccaC
3

[O-]clcec(NC(=0)c2ccccc2l)cclBr

[O-]clcceec1C(=0)Nc2cec(Br)cc2Br

[O-]clecccc1C2CC(=NN2C(=0)c3ccec(ce3)cdoc(cnd)c5cce
cc5)cbecec(Cl)cco

[O-]c1nc(CSc2nnc(Nc3cceec3F)s2)ncdscc(c5cec(F)ee5)cl
4

[O-]c1nc(SCC(=0)Nc2ccc3ceccece3ce2)nedsce(c5ccc6CCCCc
6c5)cl4

[O-]c1nc(SCC(=0)OCCOc2cccec2)ne3scc(c4ccc5CCCCe5e
4)c13

Brcleec(ccl)C(=C)NOCC(=0)NN=C2C(=0)N(C[NH+]3CCO
CC3)c4ccc(Br)cc24

Brclcec(ccl)ec2nc(SCC(=0)N(c3cccee3)cdeccce4)nn2CC=
C

Brclccc(NC(=0)c2ccec(c2)S(=0)(=0)[N-]c3cec(cc3)C(=0)
Oc4cccecd)ccl

C(N(Cclcccec1)C2(CCCC2)ec3nnnn3C(cdcccecd)c5ceccecs)
cbeeeech

C(N1CCOCC1)c2nc(Oc3ccc(cc3)cleccecd)c5¢(csc5n2)cbe
ccccb

C(OCclcceecl)C20C(C(0Cc3cceece3)C20Cc4cccccd)c5ecc
cc5

C(OCclcceecl)C20C(C(0OCc3cceee3)C20Cc4cccccd)c5ecc
cc5

C[C@@H]1N=NC(=C1Sc2ccccc2N=Cc3cc(Cl)cc(Br)c30)C

C=CCn1cc(C=C2SC(=Nc3cccee3)N(C2=0)clceccccd)c5eece
c15

CC(=C)C(=0)Oc1c(Cl)cc(cclClC(C)(C)c2ec(Clhc(OC(=0)C(
=C)C)c(Cl)c2

CC(=C)CSc1nc(N2CCN(Cc3cc(C)cece3C)CC2)cac(C)c(C)sca
nl

CC(=0)clcc(C(c2ccc(cc2)[N+](=0)[0-])c3cc(C(=0)C)c([O-
])c4cccee34)c5cccec5¢10

CC(=0)N(clcce(C)e(C)el)e2nc(C=C3SC(=Nc4c(C)ccccaC)
N=C3[0-])cs2

CC(=0)0C1CC[C@]2(C)C3CCC4(C)C(CCC4(C)C3CC=C2C1)
C(=0)Nc5cccec5

CC(=0)0CC10C(0C2(CCI)OC(CCl)C(OC(=0)C)C20C(=0)C
)C(OC(=0)C)C(OC(=0)C)C1Cl

CC(C(0)CC(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CC
c12¢




CC(C)(C)clcee(ccl)C(=0)N2CC(=0)Nc3cec(Cl)ce3C2clccc
(F)cca

CC(C)(C)clcee(cc1)C2=NC(=Cc3ccccc30C(=0)c4cccccdBr
)C(=0)02

CC(C)(C)clcee(cc1)C2=NNC(=S)N2N=Cc3ccc(Br)s3

CC(C)(C)clcee(cc1)C2CC2C(=0)NN=Cc3cc(Br)cc(Br)c3[O-
]

CC(C)(C)clcee(ccl)c2nne(SCSCH#N)N2c3ccc(Br)cc3

CC(C)(C)clcee(ccl)c2noc(CSc3nc([0-])c4SC(=S)N(c5ccec
c5)c4n3)n2

CC(C)(C)clcee(CSC2=Nc3ccecc3C(=0)N2Cclccec50C0c5¢
4)ccl

CC(C)(C)C1CCc2c(C1)sc(NC(=0)c3cces3)c2C(=0)N4Cccc
Ccc4

CC(C)(C)cleccc2CCN=C(CC3CN(CCC3CC(=0)[0-])C(=0)Nc
4cccc(cd4)C(F)(F)F)c2cl

CC(C)(C)CC(C)(C)c1ccc(OP(=0)([0-])Oc2ccc(cc2)C(C)(C)C
C(C)(C)C)cc1

CC(C)C(=0)N1CCCc2ccc(NC(=0)C3(Ccccc3)cacec(Cl)ccl)c
cl2

CC(C)C(N(Cclcccccl)Cc2cececec2)c3nnnn3C(cd4cccecd)c5¢
ccees

CC(C)C(N1C(=0)C2C(C1=0)C3(Br)ca4cccccaC2(Br)c5ccccc
35)C(=0)OCC(=0)cbeec(cch)[N+](=0)[0-]

CC(C)clcc([N-]1S(=0)(=0)c2cce(C)cc2)cc(C(C)C)c10S(=0)(
=0)c3ccc(C)cc3

CC(C)clcc(O)c(C)ccl[N-]5(=0)(=0)c2ccc(Br)cc2

CC(C)C1Cc2c(CO1)sc3N=C(SCclcccccd)N(C(=0)c23)c5cc
cce5C

CC(C)C1CCC(C)CC1OC(=0)C2=C(C)N=C3[N-]C=NN3C2c4c
cc(Br)cca

CC(C)clcee(C)ec10c2cc(NC(=0)c3cnn4C(CC(Nc34)c5cccs
5)C(F)(F)F)cc(c2)[N+](=0)[O-]

CC(C)clcece(C=C20c3c(C)c(OC(=0)COcac(F)c(F)c(F)c(F)ca
F)ccc3C2=0)ccl

CC(C)clcee(cc1)N2C(=C(CH#N)C(=NC(C)c3cecece3)[0-])SC(
Cc4ccc(C)c(C)c4)C2=0

CC(C)clcee(CSc2nnc(SC(C)e3nc([O-])clc(C)c(C)sc4n3)s2)
ccl

CC(C)clccececcin2nc(C)c3C(SC(C)C(=0)Nc23)c4ccc(Oc5cc
ccc5)cch

CC(C)clonc(C[S+]([O-])c2c(Cl)ccecc2Cl)c1COc3cec(C=Cc4
cccc(c4)C(=0)0)c(Cl)c3




CC(C)clonc(c1CCc2oc3c(Ncacccc(c4)C(=0)0)ccece3n2)c5
¢(Cl)ccee5CI

CC(C)clonc(c1CCc2oc3ccc(cc3n2)cicccc(cd)C(=0)0)c5¢(
Cl)cceesCl

CC(C)clonc(c1CNc2nc3cec(ce3s2)cdeccc(cd)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2cc(C)c(C=Cc3cec(cc3)C(=0)0)c(C)c2)
c4c(Cl)ccecadl

CC(C)clonc(c1COc2cc(C)c(C=Cc3cecc(c3)C(=0)0)c(C)c2)
c4c(Cl)ccecadl

CC(C)clonc(c1COc2cc(C)c(cn2)[N+](=0)[0-])c3¢c(Cl)ceec
3Cl

CC(C)clonc(c1COc2cc(C)c3ccecee3n2)cic(Cl)ccecadl

CC(C)clonc(c1COc2cc(cc(C)n2)C(F)(F)F)c3c(Cl)ccec3Cl

CC(C)clonc(c1COc2ccc(c(C)c2)c3cecdnc(cccdc3)C(=0)0)
¢5¢(Cl)ccecshCl

CC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(C)c2)clc
(Cl)ccec4cl

CC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)ca
c(Cl)cccc4Br

CC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)ca
¢(Cl)ccec4dl

CC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)ca
c(Cl)cncc4Cl

CC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)cc2)cic(Cl
)ccecaCl

CC(C)clonc(c1COc2ccc(cc2)c3ccdccc(ncdcc3F)C(=0)0)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2)c3cccd[nH]c(cclc3)C(=0)0)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2)c3ceccac(c[nH]c4c3)C(=0)0)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2)c3cccac(ccec4c3)C(=0)0)c5¢
(Clh)ceee5Cl

CC(C)clonc(c1COc2ccc(cc2)c3cccdC(CCCc4c3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cecdc(cencdc3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cccac(csc4c3)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdc(nceccdc3)C(=0)0)c5
¢(Cl)ccee5Cl

CC(C)clonc(c1COc2ccc(cc2)c3ccciec([nH]c4c3)C(=0)0)c




5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2)c3cccdCC(Cc4c3)C(=0)0)c5¢
(Cl)ccee5Cl

CC(C)clonc(c1COc2ccc(cc2)c3cecdcec(cncdc3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cecdcec(nccdc3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(C(=0)0)c(C)ccac3)
¢5¢(Cl)cceceshCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(cc(C)cdc3)C(=0)0)
¢5¢(Cl)ccecshCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(cc(0)c4c3)C(=0)0)
¢5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(cccdc3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(cncac3)C(=0)0)c5
¢(Cl)ccee5Cl

CC(C)clonc(c1COc2ccc(cc2)c3cccdnc(nc(C)clc3)C(=0)0)
¢5¢(Cl)ccecshCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdnc(nncdc3)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(cc2)c3cccdoc(ccdc3)C(=0)0)c5¢(
Cl)cceesCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdsc(ccdc3)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc(cc2)c3cecdsc(ccd4n3)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc(cc2)c3ncdccec(C(=0)0)ca4[nH]3)
¢5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(cc2C)c3cecdnc(cecdc3)C(=0)0)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc(Cn3cecdccc(cc34)C(=0)0)cc2)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc(N(C)C(=0)c3ccc(cc3)C(=0)0)c(C)
n2)c4c(Cl)cceccaCl

CC(C)clonc(c1COc2ccc(N(C)C(=0)c3ccc(cec3)C(=0)0)c(n
2)C(F)(F)F)c4c(Cl)ccccaCl

CC(C)clonc(c1COc2ccc(N(C)C(=0)c3ccee(c3)C(=0)0)c(n
2)C(F)(F)F)c4c(Cl)ccccaCl

CC(C)clonc(c1COc2ccc(N(C)Ce3cce(cec3)C(=0)NS(=0)(=0
)C)c(n2)C(F)(F)F)c4c(Cl)ccecaCl

CC(C)clonc(c1COc2cce(N(C)Cc3cec(cc3)C(=0)0)c(n2)C(F
)(F)F)c4c(Cl)ccec4Cl




CC(C)clonc(c1COc2ccc(N(C)Cec3ccc(CCC(=0)0)cc3)c(n2)
C(F)(F)F)c4c(Cl)ccccacl

CC(C)clonc(c1COc2ccc(N(C)Cc3ccc(0CC(=0)0)cc3)c(n2)
C(F)(F)F)c4c(Cl)ccccacl

CC(C)clonc(c1COc2ccc(N(C)Cec3ccc(0CCO)ce3)c(n2)C(F)(
F)F)c4c(Cl)ccccacl

CC(C)clonc(c1COc2ccc(N(C)Ce3ccec(c3)C(=0)NCCOP(=0
)(0)O)c(n2)C(F)(F)F)c4c(Cl)ccec4Cl

CC(C)clonc(c1COc2ccc(N(C)Ce3ccee(c3)C(=0)NS(=0)(=0
)C)c(n2)C(F)(F)F)c4c(Cl)ccecaCl

CC(C)clonc(c1COc2ccc(N(C)Cc3cece(c3)C(=0)0)c(n2)C(F
)(F)F)c4c(Cl)ccecaCl

CC(C)clonc(c1COc2ccc(NC(=0)c3cce(ce3)C(=0)0)c(n2)C
(F)(F)F)c4c(Cl)ccecadl

CC(C)clonc(c1COc2ccc(NCe3ccec(cec3)C(=0)0)c(n2)C(F)(F
)F)c4c(Cl)ccecadl

CC(C)clonc(c1COc2ccc(Sc3ceecdsc(cec34)C(=0)0)cc2)c5¢
(Chccee5Cl

CC(C)clonc(c1COc2ccc3[nH]c(cc3c2)clccec(c4)C(=0)0)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc3[nH]cc(Cclecec(cd)C(=0)0)c3c2
)c5¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc3C(=0)N(Cc3c2)cdccec(c4)C(=0)
0)c5c¢(Cl)cceesCl

CC(C)clonc(c1COc2ccc3C(=0)N(CCc3c2)caccec(c4)C(=0)
0)c5c¢(Cl)ccees5Cl

CC(C)clonc(c1COc2ccc3c(c2)ncn3Ceéccec(c4)C(=0)0)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc3c(Cedeccc(cd)C(=0)0)c[nH]c3c2
)c5¢(Cl)ccee5CH

CC(C)clonc(c1COc2ccc3c(cen3C(=0)cdccec(c4)C(=0)0)c
2)c5¢(Cl)ceee5C

CC(C)clonc(c1COc2ccc3c(cen3Cclceec(cc4)C(=0)0)c2)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc3c(cen3Cclcecec(c4)C(=0)0)c2)c5
¢(Cl)ccee5CI

CC(C)clonc(c1COc2ccc3c(cen3S(=0)(=0)c4ccec(cd)C(=0
)0)c2)c5¢(Cl)ccee5Cl

CC(C)clonc(c1COc2ccc3c(Ncacecc(c4)C(=0)0)ceec3c2)c
5¢(Cl)ccecesCl

CC(C)clonc(c1COc2ccc3cec(ccec3c2)cdecc(ccd)C(=0)0)c5c
(Clhceee5Cl

CC(C)clonc(c1COc2ccc3cec(ccc3c2)cdeccc(cd)C(=0)0)c5c
(Cl)ccee5Cl




CC(C)clonc(c1COc2ccc3cec(sc3c2)cdecc(ccd)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc3cec(sc3c2)cdeccc(cd)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc3CN(C(=0)Cc3c2)c4ccec(c4)C(=0)
0)c5c¢(Cl)ccees5Cl

CC(C)clonc(c1COc2ccc3nc(sc3c2)cdeccc(cd)C(=0)0)c5c(
Cl)cceesCl

CC(C)clonc(c1COc2ccc3sc(cc3c2)cdecc(ccd)C(=0)0)e5¢(
Cl)cceesCl

CC(C)clonc(c1COc2ccc3sc(cc3c2)cdeccc(cd)C(=0)0)e5¢(
Cl)cceesCl

CC(C)clonc(c1COc2cnc(N(C)Ce3ccc(cc3)C(=0)0)c(Cl)c2)
c4c(Cl)ccecacl

CC(C)clonc(c1COc2cnc(N(C)Ce3ccee(c3)C(=0)0)c(Cl)c2)
c4c(Cl)ccecadl

CC(C)clonc(C2CC2c3c(Cl)ccece3Cl)c1COc4ccc(C=Cc5eecc(
¢5)C(=0)0)c(Cl)c4

CC(C)clonc(Cc2cceec2)c1COc3ccc(C=Cclcccc(c4)C(=0)0
)c(Cl)c3

CC(C)clonc(CCc2c(Cl)ccec2Cl)c1COc3cec(C=Ccaccec(c4)
C(=0)0)c(Cl)c3

CC(C)clonc(CCc2cccec2)c1COc3ccc(C=Cclccec(c4)C(=0)
O)c(Cl)c3

CC(C)clonc(CCCc2cccec2)c1COc3ccc(C=Cclccec(c4)C(=0
)O)c(Cl)c3

CC(C)clonc(CNc2c(Cl)cecec2Cl)c1COc3cec(C=Cc4cccc(c4)
C(=0)0)c(Cl)c3

CC(C)clonc(CNc2c(Cl)encc2Cl)c1COc3cec(C=Cclcccc(cal)
C(=0)0)c(Cl)c3

CC(C)clonc(CO)c1COc2ccc(C=Cc3cecc(c3)C(=0)0)c(Cl)c
2

CC(C)clonc(COC(C)(C)C)c1COc2ccc(C=Cc3ccec(c3)C(=0)
O)c(Cl)c2

CC(C)clonc(COc2c(C)cc(Cl)cec2C)c1COc3ccc(C=Cclccec(c
4)C(=0)0)c(Cl)c3

CC(C)clonc(COc2c(C)cececc2C)c1COc3cec(C=Cc4ccec(cl)C
(=0)0)c(Cl)c3

CC(C)clonc(COc2c(C)cccc2Cl)c1COc3ccc(C=Cclcccc(cs)
C(=0)0)c(Cl)c3

CC(C)clonc(COc2c(Cl)ce(Cl)ec2Cl)c1COc3cec(C=Cc4ccec(
c4)C(=0)0)c(Cl)c3

CC(C)clonc(COc2c(Cl)cc(F)cc2Cl)c1COc3cec(C=Cclcccec(c
4)C(=0)0)c(Cl)c3




CC(C)clonc(COc2c(Cl)cecec2Cl)c1COc3cec(C=Ccdcccc(ca)
C(=0)0)c(Cl)c3

CC(C)clonc(COc2c(F)cc(F)cc2F)c1COc3ccc(C=Cclcccc(ch
)C(=0)0)c(Cl)c3

CC(C)clonc(COc2c(F)ccec2Cl)c1COc3cec(C=Ccaccec(c4)C
(=0)0)c(Cl)c3

CC(C)clonc(COc2c(F)cecc2F)c1COc3ccc(C=Cclcccc(cd)C(
=0)0)c(Cl)c3

CC(C)clonc(COc2cc(Cl)ce(Cl)c2)c1COc3cec(C=Ccélcccec(c
4)C(=0)0)c(Cl)c3

CC(C)clonc(COc2cc(Cl)ceec2Cl)c1COc3cec(C=Cc4cccc(ca)
C(=0)0)c(Cl)c3

CC(C)clonc(COc2ccc(Cl)c(Cl)c2)c1COc3cec(C=Cc4lcccec(c
4)C(=0)0)c(Cl)c3

CC(C)clonc(COc2ccc(Cl)cc2)c1COc3ccc(C=Cclcccc(cd)C(
=0)0)c(Cl)c3

CC(C)clonc(COc2ccc(Cl)cec2Cl)c1COc3cec(C=Cc4dcccc(ca)
C(=0)0)c(Cl)c3

CC(C)clonc(COc2ccc3ceecc3c2)c1COc4cecc(C=Cc5ccec(c5
)C(=0)0)c(Cl)c4

CC(C)clonc(COc2cccec(Cl)c2)c1COc3ccc(C=Cclcccc(cd)C(
=0)0)c(Cl)c3

CC(C)clonc(COc2cccec(Cl)c2Cl)c1COc3cec(C=Ccdcccc(cal)
C(=0)0)c(Cl)c3

CC(C)clonc(COc2cccc3ceccc23)c1COc4ccc(C=Cc5ccec(c5
)C(=0)0)c(Cl)c4

CC(C)clonc(COc2ccccc2)c1COc3cec(C=Ccéccec(cd)C(=0)
O)c(Cl)c3

CC(C)clonc(COc2ccccc2Cl)c1COc3ccc(C=Cclcccc(cd)C(=
0)O)c(Cl)c3

CC(C)clonc(CS(=0)(=0)c2c(Cl)ccec2Cl)c1COc3ccc(C=Cca
cccc(c4)C(=0)0)c(Cl)c3

CC(C)clonc(CSc2c(Cl)ceec2Cl)c1COc3cec(C=Cc4cccc(cd)
C(=0)0)c(Cl)c3

CC(C)clonc(CSc2nnnn2C)c1COc3ccc(C=Cclcccc(c4)C(=0
)O)c(Cl)c3

CC(C)CCn1c([N-]S(=0)(=0)c2cec(cc2)[N+](=0)[0-])c(c3n
c4cceecdncl3)S(=0)(=0)c5cce(C)ec5

CC(C)CCSC1=Nc2sc3COC(C)(C)Cc3c2C(=0)N1cdcccccaC

CC(C)CCSclncnc2clsc3nc(c4COC(C)(C)Cclc23)c5ccececs

CC(C)CCSc1nnc2N(CCC(C)C)C3=C(C(=0)n12)C4(CCCC4)C
c5cceec35

CC(C)CN(CC(C)C)S(=0)(=0)c1cc(cccIN2CCCCC2)N=Cc3cc




c(Cl)cc3Cl

CC(C)CN1C(=Nc2cceec2)SC(=Cc3ccc(OCclcccccaCN)cc3
)C1=0

CC(C)COC(=C1[C@H](NC(=S)N=C1C)c2ccc(Br)s2)[O-]

CC(C)COclcc(nc2cec(cc12)c3ccc(OCc4c(oncac5c(Cl)ceec
5C1)C(C)C)ce3)C(=0)0

CC(C)CSc1nc(N2CCN(Cc3cec(C)cec3C)CC2)cac5CC(C)(C)o
Cc5sc4nl

CC(C)OC(=0)C1=C(C)N=C2CC(CC(=0)[C@H]2C1c3ccclce
ccclce3)c5ceccs5

CC(C)OC(=0)C1C([C@H]2C(=0)CC(CC2=NC1=C)c3cce(Cl)
cc3)c4cec(F)cca

CC(C)OC(=0)c1c2CCCCCCCCCCe2scINC(=0)C3C4CCC(CA
)C3C(=0)[0-]

CC(C)OC(=0)NCCC(C)C1CCC2C3C(0)CCACC(0)CCCA(C)C
3CCC12C

CC(C)Oclcc(nc2ccec(cc12)c3ccc(OCclc(oncac5c(Cl)cececs
Cl)C(C)C)cc3)C(=0)0

CC(C)OclccceclC2C(C(=0)0Cc3ccecc3)C(=C)N=C4CC(CC
(=0)[C@ @H]24)c5cceee5

CC(C1CC1C(=0)0)C2CCC3CAC(0)CC5CC(0)CCCS(C)CACC
c23C

CC(C1CCC2C3C(0)CCACC(0)CCCA(C)C3CCC12C)C(=0)0

CC(CC(C)C(=0)0)C1CCC2C3C(0)C(C)CACC(0)CCCA(C)C3C
cc12¢

CC(CC(0)C(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CC
c12¢

CC(Cclccc(Br)cc1)NCe2ccc([O-])c(Br)c2

CC(CCC(=0)[0-])C1C(0)CC2C3C(0)CCACC(O)CCCA(C)C3C
cc12C

CC(CCC(=0)NCC(=0)0)C1CCC2C3C(0)CCACC(0)CCC4(C)
C3CCC12C

CC(CCC(=0)NCCS(=0)(=0)0)C1CCC2C3C(0)CCACC(0)CC
C4(C)C3CCCi12C

CC(CCC(=0)0)C1CCC2C3C(0)C(C)CACC(0)CCCA(C)C3CCC
12C

CC(CCC(=0)0)C1CCC2C3C(0)C(CCHC)CACC(0)CCCA(C)C3
ccciac

CC(CCC(=0)0)C1CCC2C3C(0)C(CC=C)CACC(O)CCCA(C)C3
ccc12e

CC(CCC(=0)0)C1CCC2C3C(0)C(CeAcceccd)C5CC(0)CCCs(
C)C3CCc12C

CC(CCC(=0)0)C1CCC2C3C(0)C(CCO)CACC(0)CCCA(C)C3




CCc12Cc

CC(CCC(=0)0)C1CCC2C3C(0)C(F)CACC(O)CCCA(C)C3CCC
12€C

CC(CCC(=0)0)C1CCC2C3C(0)C(0)CACC(0)CCCA(C)C3CC
c12¢

CC(CCC(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CC(O)
c12C

CC(CCC(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CCC2
C

CC(CCC(=0)0)C1CCC2C3C(0)CCACCCCCA(C)C3CCC12C

CC(CCCOS(=0)(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C
3CCC12C

CC(CCCS(=0)(=0)0)C1CCC2C3C(0)CCACC(0)CCCA(C)C3C
cc12C

CC(CCN)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CCC12C

CC(CCN10C(=0)NC1=0)C2CCC3C4C(0)CC5CC(0)CCC5(C
)C4CCC23C

CC(CCNC(=0)OC1C2CC3CC(CC1C3)C2)CACCC5CHC(0)CC
7CC(0)CCC7(C)C6CCCASC

CC(CCNC(=0)0C1CCCCC1)C2CCC3CAC(0)CC5CC(0)CCCs
(c)cacce23c

CC(CCNC(=0)0CC=Cclcceccl)C2CCC3CAC(0)CC5CC(0)C
CC5(C)C4CCC23C

CC(CCNC(=0)OCclecc(ccl)C(=0)0)C2CCC3CAC(0)CC5CC
(0)CCC5(C)C4CCC23C

CC(CCNC(=0)OCcleccecl)C2CCC3CAC(0)CC5CC(0)CCCs
(c)cacce23c

CC(CCNC(=0)0Cclececs1)C2CCC3CAC(0)CC5CC(0)CCCs(
C)C4CCC23C

CC(N(C)clcee(cc1)C(=0)0)c2cec(0Cc3c(onc3cic(Cl)ceee
4Cl)C5CC5)nc2C(F)(F)F

CC(N=C([O-])C(=C15C(Cc2ccc(C)c(C)c2)C(=0)N1c3ccc(C)
¢(C)c3)C#N)clcceccch

CC(N1C(=C(C(=0)c2sc3cc(Cl)ccc3c2Cl)C(=C(C#N)C1=0)C
)[O-])c4ccecch

CC(N1CC(CC1=0)c2nc3cecccc3n2CCCCOc4ccec(ccd)C(C)(C
)C)c5cceecs

CC(Nclcce(Br)ecl)(C(=0)[0-])c2ccc(F)c(Br)c2

CC(Nclcee(C)c(l)c1)c2cec(F)cc2[O-]

CC(Nclcee(cc1)C(=0)0)c2cec(0Cc3c(onc3cdc(Cl)cececaCl
JC5CC5)nc2C(F)(F)F

CC(Nclcce(cclBr)[N+](=0)[0-])c2cec(l)cc2

CC(Nclccc(F)c([N-]S(=0)(=0)C)c1)c2ccc(Br)s2




CC(Nclccec(l)cl)c2cec3ccccc3c2[0-]

CC(Oclcce(cc1)C(=0)0)c2ccc(0Cc3c(onc3cac(Cl)ccecaCl
JC5CC5)nc2C(F)(F)F

CC(Oclccec(c1)C(=0)0)c2ccc(0Cc3c(onc3cic(Cl)ccecaCl
JC5CC5)nc2C(F)(F)F

CC(Sclcec(Cl)cec1)C(=NN=Cc2c(C)n(c(C)c2Br)c3c(C)ccec3
C)[O-]

CC(Sclcec(Cl)cec1)C(=NN=Cc2c(C)n(c(C)c2Br)c3cec(C)c(C)
c3)[0-]

CC(Sclcec(Cl)ce1)C(=NN=Cc2cc(C)n(c2C)c3cc(Cl)cc(Cl)c3
)[O-]

CC=C(C)C(=0)0C1CC2C(C)(C)OC(=0)CC(OC(=0)C)C2(C)C
3CC(OC(=0)C(C)C)C4(C)C(CC50CA5C13C)c6eocch

CC1(C)C(C)(CCC1(C)C(=0)Nc2ecc(l)cc2)C(=0)[0-]

CC1(C)C(N([O-])C(=0O)Nc2ccce3eccec23)N(C(=0)N1CC=C)
c4ccec5ceececd5

CC1(C)C[C@]2(CCO1)N(C(=[NH+]C2=Nc3ccccc3)[S-])cac
cc(Br)cca

CC1(C)CC(=C([C@@H](C2=C([O-])CC(C)(C)CC2=0)c3ccc
Cl)ce3)C(=0)C1)0

CC1(C)CC(=C2[C@H](C(=C(SCC(=0)c3ccccec3)N=C2C1)CH#
N)c4ccc(Br)ccd)[O-]

CC1(C)CC(=0)C2C(C(C(=0)Nc3ccc(F)cc3F)C(=C)N=C2C1)c
4cceec4dl

CC1(C)CC(=0)C2C(C(C(=0)Nc3cccc(F)e3)C(=C)N=C2C1)c
Acccc(Cl)ca

CC1(C)CC(=0)C2C(C(C(=0)0CCc3cccec3)C(=C)N=C2C1)c
Acccc(F)ca

CC1(C)CC(=0)C2C(C(C(=0)OCCc3cceee3)C(=C)N=C2C1)c
4cccc(F)ca

CC1(C)0C20C(C(0O)CN3C(=0)N(CC(0)C40C50C(C)(C)OC
5C40CC=C)c6ec(Cl)cce36)C(0CC=C)C201

CC1(C)SC2C(NC(c3ccccee3)(cdcceccd)c5ccecc5)C(=0)N2C
1c6nnn[n-]6

CC1=C(C([C@H]2C(=0)CC(CC2=N1)c3cccec3)cdcec([O-])
c(c4)[N+](=0)[0-])C(=0)0C5CCCCcs

CC1=C(C(C(=C(N1)SCC(=0)c2ccc(Br)cc2)C#N)c3cces3)C(
=Nc4cccec4C)[O-]

CC1=C(C(N2C(=N1)SC(=Cc3ccc(C)cc3)C2=0)caccesd)C(=
0)OCc5cccec5

CC1=C(Cc2ccc(Cl)cc2)C(=0)N(Cc3cc(C)ccc3C)C(=N1)N4C
Ccccca

CC1=C(Cc2cccc3cccec23)C(=0)N(Cclcec(C)ccaC)C(=N1)




N5CCCCC5

0 0 0 0 0 CC1=C2CC(Cce2(c)cce(oc(=0)c(=c)c3ccea(cyceec(c)(
0)C4C3)01)C(=C)C(=0)[0-]

0 0 0 0 0 CC1=NC(=C)C(C(C1C(=0)OCCNC(=0)c2ccccc20)c3ccecc(c
3)[N+](=0)[0-])C(=0)OCCNC(=0)c4ccccc4O

0 Cclc(Br)c([0-])c(Br)c(O)c1C=NNC(=0)Cc2cccc3cccec23

0 Cclc(C)n(c2cc(F)ce(F)c2)c3nenc(Nc4ccece(Br)cd)cl3
Cclc(sc2N=CN(Cc3cccc(Oc4cceecd)c3)C(=0)c12)C(=0)0
CCc5cccec5

0 0 0 0 0 Cclcc(C)c([N-]S(=0)(=0)c2cce(cc2)N=Cc3c4cccecdec5ecc
cc35)c(C)c1

0 0 0 0 0 Cclcc(C)c([N-]S(=0)(=0)c2cce(NC(=S)NC(c3cceece3)clccc
ccd)cc2)c(C)cl

0 0 0 0 0 Cclcc(C)c(C=Nc2cec(ce2)S(=0)(=0)[N-]c3ccc(l)ce3)c(C)c
1

0 0 0 0 0 Cclcc(C)c(C2Nc3cec(cc3C4C=CCC24)S(=0)(=0)N5CCCCC
C5)c(C)c1

0 0 0 0 0 Cclcc(C)c(C2Nc3cec(cc3C4C=CCC24)S(=0)(=0)N5CCCCC
C5)c(C)cl

0 0 0 0 0 Cclcc(C)c(cc1C)C(=0)CSC2=Nc3c(sc4ncccc34)C(=0)N2C
c5cceceech

0 0 0 0 0 Cclcc(C)c(NC(=0)CC2SC(=Nc3cceec3)N(CCCCNAC(=0)C(
CC(=0)Nc5¢(C)cc(C)cec5C)SC4=Ncbeccec6)C2=0)c(C)cl

0 Cclcc(C=NNC(=0)c2ccc3ccecc3c2)c(C)nlcdccc(Br)ccd

0 Cclcc(cc(C)c1C)N=C([O-])C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)
(F)C(F)(F)C(F)(F)C(F)(F)F

0 0 0 0 0 Cclcc(cc(c1C)S(=0)(=0)[N-]c2ccc(O)c(Sc3ncdcccecds3)c
2)c(C)(c)C

0 0 0 0 0 Cclcc(cecclBr)c2oc(C=C(C#N)C(=Nc3cce(Br)cc3)[0-])cc2

0 0 0 0 0 Cclcc(cecclBr)c2oc(C=C(C#N)C(=Nc3cce(Br)cc3C)[0-])cc2

0 0 0 0 0 Cclccece([N-]S(=0)(=0)c2ccc(l)cc2)c(C)c10o

0 0 0 0 0 Cclccc([N-]S(=0)(=0)c2ccc(NN=Cc3c(F)ccece3Cl)c(c2) [N+
1(=0)[0-])c(C)c1

0 0 0 0 0 Cclcee(c(C)el)c2ecc(nn2)N3CCN(CC3)C(=0)CC(chccccch
)c5cccecs

0 0 0 0 0 Cclcec(c(C)cl)c2coc(n2)c3cec([N-]S(=0)(=0)c4ccc(Br)cc
4)cc3

0 0 0 0 0 Cclcec(c(C)cl)c2coc(n2)c3cec([N-]S(=0)(=0)c4ccc(Br)cc
4C)cc3

0 0 0 0 0 Cclcee(C)e(c1)C(=0)C2=C([0-])C(=0)N(C2c3ccc(cc3)C(C)
(C)C)c4nc5c¢(C)cc(C)ec5s4

0 0 0 0 0 Cclcee(C)e(c1)C2Nc3cec(cc3C4C=CCC24)S(=0)(=0)[N-]c

5cce(Br)cc5




Cclcece(C)e(c1)n2c(C)c(Br)c(C=NNC(=0)c3ccdccceccdec3|
0-])c2C

Cclcece(C)c(CSc2nc(N3CCN(CC=C)CC3)c4c(C)c(C)sc4n2)c
1

Cclcece(C)c(NS(=0)(=0)c2cc3C(=0)chcc(cc(cdc3c(c2)[N+]
(=0)[0-])[N+](=0)[0-1)S(=0)(=0)Nc5cc(C)cee5C)cl

Cclcec(ccl)[C@@H]2[C@H]3C(=0)N=C(SCc4cccc(Cl)c4)
N=C3N=C5CC(C)(C)CC(=C25)[0-]

Cclcee(ccl)C(=0)CC(N2CCN(CC2)C(CC(=0)c3cee(C)ec3)c
4cccccd)c5ceccecs

Cclcee(cc1)C2=CC(=0)c3cc(NC(=0)clcec(Br)ccd)ccc302

Cclcec(ccl)c2c(C)sc3nc(CScannc(c5cec(Cl)ce5)n4C)nc(]
0-])c23

Cclcee(ccl)c2esc3c([O-])nc(nc23)N4CCCC(C4)C(=0)NC5
CCCCCCCs

Cclcec(ccl)c2esc3N=C(SCC(=0)c4oc5ccccc5¢4)N(CC=C)
C(=0)c23

Cclcee(cc1)C2N(CCc3c2[nH]c4ccccc34)S(=0)(=0)c5ccec(
F)c5

Cclcee(cc1)C2Nce3cec(cc3C4C=CCC24)S(=0)(=0)[N-]c5c¢cc
(Chce(Cl)c5

Cclcee(cc1)C2Nce3cec(cc3C4C=CCC24)S(=0)(=0)[N-]c5cc
c(Cl)c(c5)C(F)(F)F

Cclcec(ccl)c2nne(SCC(=0)NN=Cc3c([O-])cccdeccecc34)n
2C5CCCCCs

Ccleee(cel)N=C([0-])C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(
F)F)C(F)F)C(F)(F)F

Cclcee(ccl)n2c¢(SCC(=0)NN=Cc3cc(Br)ccc3[O-])nnc2clc
cc(ccd)C(C)(C)C

Cclcee(cc1)N2CC(CC2=0)c3ncdcccccdn3CCCCOc5ecec(cc
5)c(C)(C)C

Cclcee(cc1)S(=0)(=0)[N-]c2cecccc2C(=0)N=C3Scaccc(Cl)
¢(C)caN3CCHC

Cclcee(ccl)S(=0)(=0)N(CC(=0)NN=Cc2c([O-])ccc3ccecc
23)c4ccc(Cl)ccacC

Cclcee(cc1)S(=0)(=0)Nc2ccc(NC(=0)C3C(C(=0)Nchcec(
NS(=0)(=0)c5ccc(C)cc5)ccd)C3=C)cc2

Cclcee(cc1)S(=0)(=0)Nc2ccc(O)e(c2)C(=C([O-])c3cececc3)
C(=0)c4cccecd

Cclcee(cc1)S(=0)(=0)NCC(=0)NN=Cc2cn(nc2c3cec(Br)cc
3)c4ccc(ccd)[N+](=0)[0-]

Ccleee(cc1C)N=C([O-])C(F)(F)C(F)(F)C(F)(F)C(F)(F)C(F)(F)
C(F)(F)C(F)(F)C(F)(F)F




Cclcece(cc1C)N2C(=0)C(=CNc3cceccc3Br)cdcccccdC2=0

0 Cclccc(F)ccIN=C([O-])C(F)(OC(F)(F)C(F)(OC(F)(F)C(F)(F)C
(F)(F)F)C(F)(F)F)C(F)(F)F

0 0 0 0 0 Cclcec(N=C2SC(=Cc3ccc(Scanc(C)ec(C)nd)c(c3)[N+](=0)[
0-])C(=N2)[O-])c(C)c1

0 0 0 0 0 Cclccc(N2C(=0)C3Cc4c([nH]c5cceecd5)C(N3C2=S)cbecc
cc6)c(C)cl

0 0 0 0 0 Cclccc(N2C(=0)C3Cc4c([nH]c5cceccd5)C(N3C2=S)cbecc
cc6)c(C)cl

0 0 0 0 0 Cclccc(NC(=0)C(=Cc2ccc([O-])c(1)c2)CHN)cclC

0 0 0 0 0 Cclcec(NC(=0)C(=Cc2oc(cc2)c3ccc(Br)cc3C)CHN)ccl

0 0 0 0 0 Cclcec(NC(c2ccc(Br)cc2)c3cccdcecencdc3[O-])ccl

0 0 0 0 0 Cclccc(NC2=C(Cl)C(=0O)N(Cc3ccc(Br)cc3)C2=0)cclCl

0 0 0 0 0 Cclcec(NCc2cec([O-])c(Br)c2)ccll

0 0 0 0 0 Cclcec(0OCCOc2cec(cc2c3nc([0-])c4c5CCCCc5sc4n3)[N+]
(=0)[0-])cc1C

0 0 0 0 0 CC1CCc2c(C1)sc(NC(=0)CSc3nc([0-])cbc(cscan3)c5ccc(C
)cc5)c2C#N

0 0 0 0 0 CC1CCc2c(C1)sc3N=C(SCC(=0)OCACCCCCA)N(C(=0)c23)
c5cceceech

0 0 0 0 0 CC1CCc2c(C1)sc3nc(nc([0-])c23)C(=Cclcc(C)c(0)c(C)ca)
CH#N

0 Cclccc2N=C([O-])C(=NNC(=0)c3cccee3Br)c2cl
Cclcce2nc([n-]c2c1)C(=Cc3oc(cc3)cdccc(ccd[N+](=0)[O-
])C56CC7CC(CC(C7)C5)C6)CHN

0 0 0 0 0 Cclccc2oc(nc2cl)c3cec(C)c(c3)N=Ccdcc(cccd[O-])N=Nc5
ccc(Cl)ee5
CC1CCc2sc(cc2C1)C(=0)NN=C3C(=Nc4ccc(Br)cc34)[O-]
Cclccec(C)cIN=C2SC(=Cc3oc(cc3)clccecccdC(=0)[0-])C(=
O)N2c5cceec5

0 0 0 0 0 Cclccec(c1)C2N(Ce3cccee3ndccec24)C(=0)Nc5ceec(C)c(F)
c5

0 0 0 0 0 CC1CCCC(CL)N(C)C(=C(C(=C(CI)CI)CI)[N+](=0)[0-])Sc2cc
ccc2

0 0 0 0 0 Cclccec(c1)N=C([O-])C(=Cc2oc(cc2)c3ccc(cc3[N+](=0)[0
-])C45CC6CC(CC(C6)CA)C5)CHN

0 0 0 0 0 Cclccec(CC2SC(=NN=Cc3oc(cc3)c4ccc(Br)ccd)N(CC=C)C
2=0)c1

0 0 0 0 0 Cclccec(NS(=0)(=0)c2cc(c3ccccaC(=0)Sc2c34)S(=0)(=0
)IN-]c5¢ccece(C)e5C)c1C

0 0 0 0 0 Cclcccecl[C@@H]2N3[N-]C(=NC3=NC4=C2C(=0)CC(C)(
C)C4)SCc5ccecbeecec56

0 0 0 0 0 CclccececcIN2C(=Nc3cecececec3C2=0)SCclnc([0-])c5¢c(n4)c6e




cccc6CC57CCCCC7

0 0 0 0 0 CclccececcIN2CC(CC2=0)c3ncdcccccdn3CCCCOc5ccc(cc5)
c(c)(c)c

0 0 0 1 1 Cclccceccln2nc(C)c3C(SCC(=0)Nc23)cdcec(Oc5cccec5)cc
4

0 0 0 0 0 CC1CCCCN1C(=0)CSc2nec(c3cce(Cl)ee3)n2CCCA=CCCCC
4

0 0 0 0 0 CC1CCCN(C1)C(=0)c2c3CCC(Cc3sc2NC(=0)cdcccsd)C(C)(
c)C

0 0 0 0 0 Cclnoc([N-]5(=0)(=0)c2ccc(Nc3ncncdsc5CC(CCc5¢34)C(
C)(C)C)cc2)cl1C

1 1 1 1 1 Cclonc(c1COc2cc(C)c(C=Cc3ccec(c3)C(=0)0)c(C)c2)cac(
Cl)ccecadl

1 1 1 1 1 CC15C(c2cec(cc2)c3cceee3)cdc(C)nn(c4NC1=0)c5cecec5
C

0 1 1 1 1 CC15C(c2cec(cc2)c3cces3)cac(C)nn(c4NC1=0)c5ccecee5C

0 1 1 1 1 CC1SC(c2ccc(cc2)c3cese3)cdc(C)nn(c4NC1=0)c5ccecee5C

0 1 1 1 1 CC1SC(c2ccc(cc2)c3coce3)cdc(C)nn(c4NC1=0)c5cceec5C

0 1 1 1 1 CC1SC(c2ccec(cc2)c3ocicccccac3)c5¢(C)nn(cSNC1=0)cbe
ccec6C

0 1 1 1 1 CC1SC(c2ccc(cc2)c3occce3)cdc(C)nn(c4NC1=0)c5cceec5C

1 1 1 1 CC15C(c2cecc(Oc3cecece3)cc2)clc(C)nn(c4NC1=0)c5ccc(C

)cc5

0 1 1 1 1 CC15C(c2ccc(Oc3ceccce3)cc2)clc(C)nn(c4NC1=0)c5ccec(
C)c5

0 1 1 1 1 CC15C(c2cec(0c3cecce3)cc2)clc(C)nn(c4NC1=0)c5cccec
5Br

0 1 1 1 1 CC15C(c2cec(0Oc3cecce3)cc2)clc(C)nn(c4NC1=0)c5cccec
5C

0 1 1 1 1 CC1SC(c2ccc(0c3ccecce3)cc2)cdc(C)nn(c4NC1=0)c5ccecc
5C(F)(F)F

0 1 1 1 1 CC15C(c2cec(0Oc3cecce3)cc2)clc(C)nn(c4NC1=0)c5ccccc
5CI

0 1 1 1 1 CC15C(c2cec(0c3ceecce3)cc2)clc(C)nn(c4NC1=0)c5ccccec
5F

0 1 1 1 1 CC15C(c2cec(0Oc3cecce3)cc2)clc(C)nn(c4NC1=0)c5cccec
51

0 CC15C(c2ccc(Oc3cecce3)cc2)cdenn(cANC1=0)c5ccecec5C

0 Cclscc(c1C)c2nnc(SCc3esc(n3)cdcec(Cl)ccd)n2CC=C
CCC(C)(C)C1CCc2oc3chcccccdc([N-]S(=0)(=0)c5ccec(Br)c
c5)cc3c2C1

0 0 0 0 0 CCC(C)clcec(ccl)N2C(=NC(=0)C(=Cc3oc(cc3)chcec(Cl)c(

Cl)c4)C2=0)[0-]




CCC(C)clccc(OCC(=0)N2CCN(CC2)C(c3ccecec3)cacceccd)
c(Br)cl

CCC(C)clccc(OCCCCn2c(nc3cceccc23)CACN(C5CCCCE)C(=
0O)C4)ccl

CCC(C)clccc(0OCCCCn2c(nc3ceeccc23)CACN(C5CCCCCh)C(
=0)C4)ccl

CCC(C)clccc(OCCCn2c(nc3ceccc23)CACN(C(=0)C4)c5ccc
¢(C)c5C)ccl

CCC(C)clccc(OCCCn2c(nc3ceccc23)CACN(C5CCCCCh)C(=
0)C4)ccl

CCC(C)clccc(OCCCOc2ccc(Cl)cc2C=C3SC(=S)N(CC)C3=0)
ccl

CCC(C)clccc(OCCn2cc(C=C3SC(=S)N(Cc4cccecs)C3=0)c5
cccee25)cecl

CCC(C)clece(0CCOC2ccc(cc20C)C3=NC(=0)C4=C5CCCCC
55C4=N3)ccl

CCC(C)clccecec1OC(CC)C(=0)Nc2cec(cec2)S(=0)(=0)[N-]c
3cee(C)ec3C

CCC(C)clcccecc1OC(CC)C(=0)Nc2cec(cc2)S(=0)(=0)[N-1c
3ccee(C)ec3C

CCC(C)clonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)c
4c(Cl)ccec4dl

CCC(C)OC(=0)[C@H]1[C@H](C2=C(CC(CC2=0)c3ccc(0C)
¢(OC)c3)N=C1C)c4ccc(Cl)cca

CCC(C)OC(=0)C1=C(C)N=C2CC(CC(=0)C2C1c3cc(0C)c(O
C)cc3Br)cdcec(0C)c(0C)ca

CCC(C)OC(=0)C1=C(C)N=C2CC(CC(=0)C2C1c3ccc(Cl)cc3)
c4ccc(0C)c(0C)c4

CCC(C)OC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3ccc
(OC)cc3)cdcccc5ceccccd5

CCC(C)OC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3cce
cc3)c4ccc(F)cca

CCC(CC)clonc(c1COc2ccc(C=Cc3cccc(c3)C(=0)0)c(Cl)c2)
c4c(Cl)ccecadl

CCC(O)clcecc(c1)S(=0)(=0)[N-]c2cccce?l

CCC1(C)Cc2c(CO1)sc3N=C(SCCc4cccccd)N(C(=0)c23)c5¢
cc(0C)cc5

CCC1(C)Cc2c(CO1)sc3nc(SC)nc(SCC(=0)clcec(F)ccd)c23

CCc1c(C)sc2nc(SCe3ccc(F)ce3)nc(N4CCN(CCCc5cceec5)C
C4)c12

CCC1C(0)C2C(CCC3(C)C2CC(0)C3C(C)CCC(=0)[0-])C4(C)
ccc(o)ccla

CCC1C(0)C2C3CCC(C(C)CC(C)C(=0)0)C3(C)C(0)CC2C4(C




)CCC(0)CC14

CCC1C(0)C2C3CCC(C(C)CCC(=0)0)C3(C)CCC2CA(C)CCC(
0)CC14

CCC1C(0)C2C3CCC(C(C)CCNC(=0)0CC=Ceacccccd)C3(C)
CCC2C5(C)CCC(0)CCls

CCclcc(nc2cee(cec12)c3cec(OCc4c(oncdc5c(Cl)ccee5CI)C(
C)C)cc3)C(=0)0

CCclccc(cc1)C(=0)C(C(C2C(=0)c3ccceec3C2=0)c4cccecs)
C(=0)c5cccec5

CCclccc(cc1)N2C(NC(=0)C(=C2[S-])C#N)c3cec(Cl)ce3

CCclccc(CC2SC(=C(CHN)C(=NC(C)c3ccecc3)[0-])N(C2=0)
c4ccc(C)c(C)cd)ccl

CCclccceccIN2CC(CC2=0)c3ncdcccccdn3CCCCOc5ececche
cccc56

CCclccceecln2nc(C)e3C(SC(C)C(=0)Nc23)c4ccc(Oc5cccce
5)cca

CCc1nn(c2NC(=0)C(C)SC(c3ccc(Oc4dcccecd)ce3)cl2)c5ec
ccc5C

CCclonc(c1COc2cc(C)c(C=Cc3ccc(cc3)C(=0)0)c(C)c2)cac
(Cl)ccec4cl

CCclonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)cac(F
)cccc4C(F)(F)F

CCclonc(c1COc2ccc(C=Cc3ccec(c3)C(=0)0)c(Cl)c2)clccc
cc4OC(F)(F)F

CCclonc(Cc2c(Cl)ccec2Cl)c1COc3ccc(C=Ccaccec(c4)C(=0
)O)c(Cl)c3

CCC15C(c2ccc(0c3ceeee3)cc2)cac(C)nn(c4NC1=0)c5cccc
c5C

CCCC(C)c1cec([0-])c(c1)N=Cc2c(O)c(OC)cc(Br)c2Br

CCCC1=C(C(N2C(=N1)SC(=Cc3cc(Cl)ccc3[0-])C2=0)clccc
(cc4)C(C)C)c(=0)0CC

CCCC1=NC(=S)N[C@H](C1=C([O-])OCC)c2ccc(cc2)C(C)(C
)C

CCCC1C(0)C2C3CCC(C(C)CCC(=0)0)C3(C)CCC2C4(C)CCC
(0)cc14

CCCclccc(ccl)C(NC(=0)CCn2c([S-])nnc2c3cec(C)cc3)cle
ccs4d

CCCclcccecdn2nc(C)e3C(SC(C)C(=0)Nc23)cdccc(Oc5ceccc
c5)ccd

CCCC1SC(c2cec(0c3cceeee3)cc2)cac(C)nn(c4NC1=0)c5cc
ccc5C

CCCCC(CC)C1C2C(ON1c3ccccc3)C(=0)N(C2=0)c4ccc(Br)
ccd




CCCCC1=CC(=0)0c2c(C)c30CN(CC(caccececa)c5eceec5)C
c3ccl2

CCCCclccc(cc1)N2C(=0)CSC23C(=0)N4c5c(cc(OCC)cc35
)C(=CC4(C)C)C

CCCCclccc(cc1)N2C(=S)N=C([O-])C(=Cc3cn(Ccaccc(F)cca
)c5ccccc35)C2=0

CCCCclccc(cc1)N2C(NC(=0)C(=C2[S-])C#N)c3oc(cc3)clc
cc(Cl)cc4Cl

CCCCclccc(cc1)N2CC(CC2=0)c3nclcccccdn3CCCCOc5ec
cc(C)c5C

CCCCC1SC(=NN=Cc2ccc(C)cc2)N(Cc3ccecdcccec34)C1=0

CCCCC1SC(=NN=Cc2ccc(C)cc2C)N(Cc3ccecdcccec34)Cl=
0

CCCCCclccc(ccl)S(=0)(=0)N=C2SCCN25(=0)(=0)c3ccc(C
CCCC)cc3

CCCCCC1CCN2C(C3CC=C[C@H]3c4cc(cclc24)C(=0)[0-])
c5cee(Br)cc5

CCCCCCclccc(OCCOC2ccc(C=C3SC(=S)N(CC)C3=0)cc2)cc
1

CCCCCCCSc1nnc2N(Cc3cceee3)C(=0)c4c5CC(0Cc5scanl
2)C(C)C

CCCCCCN(C(C(=0O)NC(C)(C)C)clcc2ecccc2e3cceccl3)C(=
O)c4ccec(0)ca[0-]

CCCCCCN(C(C(=0)NC(C)(C)C)clecc(ccl)C(F)(F)F)C(=0)c2
cc(ccc2[O-])[N+](=0)[O-]

CCCCCCN(C(C(=0)NC(C)(C)CC(C)(C)C)clccc(0)ecl)C(=0)
c2ccccc2[0-]

CCCCCCOC(=0)clccc(NC(c2cees2)c3cecicce(C)ncadc3[0-]
)ecl

CCCCCCOclcee(cecl)C2N(C(=0)C3=C2C(=0)c4cccccd03)c
5cce(C)c(C)c5

CCCCCCOclcec(cecl)C2N(C3CCCe4ccece34)C(=0)CN(C5C
CCCC5)C2=0

CCCCCCOclcee(cecl)C2N(Ce3cec(F)ce3)C(=0)Ca=C2C(=0)
c5cc(C)cecc504

CCCCCCOclcee(cecl)C2N(Ce3cec(0C)cc3)C(=0)C4=C2C(=
0O)c5cc(C)cec504

CCCCCCOcleee(ccl)C2N(CC3CCCO3)C(=0)C4=C2C(=0)c
5¢(C)cc(C)cc504

CCCCCCOclcee(cecl)C2N(Ce30occe3)C(=0)C4=C2C(=0)c5¢
(C)cc(C)cc504

CCCCCCOclcec(ccl)C2N(CCCCC)C(=0)c3n[nH]c(c23)cac(
C)cc(C)cc4[0-]




CCCCCCOclcec(ccl)C2N(CCCOC(C)C)C(=0)C3=C2C(=0)c
4¢(C)cc(C)cca03

CCCCCCOclcee(ccl)C2N(CCCOC(C)C)C(=0)C3=C2C(=0)c
4cc(C)ccc403

CCCCCCOclcee(cc10C)C2N(C(=0)C3=C2C(=0)c4bcc(C)ccc
403)c5ccc(C)ecs

CCCCCCOclcee(cc10C)C2N(C(=0)C3=C2C(=0)clcccccdO
3)c5ccc(CC)ec5

CCCCCN1C(=0)N(C(N([0-])C(=0)Nc2cce(Cl)eec2)C1(C)C)e
3cce(Cl)ec3

CCCCCN1C(C2=C(0c3c(C)cc(C)cc3C2=0)C1=0)ciccc(0C
CC(C)C)c(OCC)ca

CCCCCN1C(c2ccc(0CC=C)cc2)c3¢(n[nH]c3C1=0)c4cc(Cl)
¢(C)cca[0-]

CCCCCOC(=0)C(C)SC1=Nc2sc3CC(C)CCc3c2C(=0)N1c4cc
cccd

CCCCCOC(=0)C1C([C@@H]2C(=0)CC(C)(C)CC2=NC1=C)
c3ccc(OC)c(Br)c3

CCCCCOC(=0)CiC([c@@H]2C(=0)CCc(C)(C)cC2=NC1=C)
c3ccecec3Br

CCCCCOC(=0)clc(C)oc2c3cceec3c([N-15(=0)(=0)c4dcc(C)
ccc4C)ecl2

CCCCCOC(=0)clc(C)oc2c3cceec3c([N-]1S(=0)(=0)cdccc(C
)ccd)ccl2

CCCCCOC(=0)clc(C)oc2c3cceec3c([N-]1S(=0)(=0)cdccc(C
)cc4C)ccl2

CCCCCOC(=0)CScinnc2c3c4CCCCc4sc3nc(SCc5cccec5)n
12

CCCCCOclcec(ccl)[C@@H]2N(Cc3ccccc3)C(=0)C(=C2C(
=0)c4cc(C)cccaC)[0-]

CCCCCOclcee(cel)C(=0)N=C2Sc3cc(Br)ccc3N2CC(=0)0C
C

CCCCCOclcee(cel)C2N(CC=C)C(=0)c3[nH]nc(clcc(Cl)c(C
)cc4[0-])c23

CCCCCOclcee(cel)C2N(Ce3cee(C)ec3)C(=0)Ca4=C2C(=0)c
5cc(Cl)ccc504

CCCCCOclcee(cel)C2N(Ce3cec(0C)cc3)C(=0)C4=C2C(=0
)c5¢c(C)ccc504

CCCCCOclcee(cel)C2N(Ce3ceecc3)C(=0)C4=C2C(=0)c5¢
c(Cl)ccc504

CCCCCOclcec(ccl10C)C2[C@@H]3C(=NN=C3c4cc(C)cc(C
)c4[0-])C(=0)N2cCcCC

CCCCCOclcec(cc10C)C2N(C(=0)C3=C2C(=0)clcc(C)ccca
03)c5cccc(Cl)c5




CCCCCOclcee(cc10C)C2N(Ce3cec(Cl)ce3)C(=0)Ca=C2C(=
O)c5cccec504

CCCCCOclcec(cc1OC)C2N(CCCC)C(=0)c3[nH]nc(chcc(Cl)
¢(C)cca[0-])c23

CCCCCOclcee(cc1OC)C2N(CCCC)C(=0)c3n[nH]c(c4cc(Cl)
ccc4[0-])c23

CCCCCOclccec(cl)C2[C@@H]3C(=NN=C3c4cc(C)cc(C)ca
[O-])C(=0)N2Cc5ccc(C)cc5

CCCCCOclccec(c1)C2[C@H]3C(=NN=C3c4cc(C)cc(C)c4[O
-])C(=0)N2Cc5ccc(C)ec5

CCCCCOclccec(c1)C2[C@H]3C(=NN=C3c4cc(C)cc(C)c4[O
-])c(=0)N2ccecc

CCCCCOclccec(c1)C2N(C(=0)C3=C2C(=0)c4cc(Cl)cccdO
3)c5ccec(F)ccs

CCCCCOclccec(c1)C2N(Ce3cee(C)ec3)C(=0)C4=C2C(=0)c
5cc(C)c(C)cc504

CCCCN(C)S(=0)(=0)c1cce(cc1)C(=0)N=C2Sc3cc(CCCC)cc
c3N2C

CCCCN(CC)S(=0)(=0)c1ccc(ccl)C(=0)N=C2Sc3cc(ccc3N2
CC#C)C(C)C

CCCCN(CC)S(=0)(=0)c1ccc(cc1)C(=0)N=C2Sc3cc(CCCC)c
cc3N2C

CCCCN(CC)S(=0)(=0)c1cce(cc1)C(=0)N=C2Sc3cc(F)cce3
N2CCC

CCCCN(CCCC)C(=0)CSC1=NC2=C(C(=0)N1CC(=C)C)C3(C
CCCC3)Cc4ccccc24

CCCCN(CCCC)S(=0)(=0)c1ccc(cc1)C(=0)N=C2Sc3cc(C)cc(
C)c3N2CCHC

CCCCN(CCCC)S(=0)(=0)c1ccc(ccl)C(=0)N=C2Sc3cc(CC)c
cc3N2CCC

CCCCN(CCCC)S(=0)(=0)c1ccc(cc1)C(=0)N=C2Sc3cc(Cl)cc
c3N2C

CCCCN(CCCC)s(=0)(=0)c1ccc(cc1)C(=0)N=C2Sc3ccc(C)c(
C)c3N2CC

CCCCN(CCCC)S(=0)(=0)c1ccc(ccl)C(=0)N=C2Sc3cceee3
N2CCC

CCCCN1C([C@H]2C(=NN=C2c3cc(C)cc(C)c3[0-])C1=0)c4
ccc(OCCC(C)C)c(0CC)ca

CCCCN1C(=C(C(=NC1=[SH+])[0-])C2=Nc3cccce3SC(C2)ca
ccc(ccd)C(C)C)[0-]

CCCCN1C(=C(C(=NC1=[SH+])[0-])C2=Nc3cccce3SC(C2)ca
ccc(ccd)C(C)C)[0-]

CCCCN1C(C2=C(0Oc3cc(C)c(Cl)cc3C2=0)C1=0)clccc(OCC
C(C)C)c(OC)c4




0 0 0 0 0 CCCCN1CCN(CC1)c2nc(SCec3cec(Cl)cec3)ncdsc5COC(C)(C)
Cc5c24
CCCCNC(=C(C#N)C(=0)c1cc(Br)cccll)[0-]

0 CCCCOC(=0)[C@H]1[C@H](C2=C(CC(CC2=0)c3ccc(0C)c
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0 0 0 0 0 CCCCOC(=0)C1=C(C)N=C2CC(CC(=0)C2C1c3ccc(0OCCC)c(
OC)c3)c4cceecd

0 0 0 0 0 CCCCOC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3ccce
c3)c4ccc(OCCC)c(0C)ca

0 0 0 0 0 CCCCOC(=0)clcec(cc1)N2C(C3=C(Ocaccc(F)ccaC3=0)C2
=0)c5cec(cc5)C(C)C

0 0 0 0 0 CCCCOclcec(Br)cclC(=0)0c2ccc(cc2)C(=0)OCCOc3ccecc
3

0 0 0 0 0 CCCCOclcec(cecl)C(=0)N(CCCCN2C(=0)c3ccecc3C2=0)c
4ccc(C)cch

0 0 0 0 0 CCCCOclcec(cecl)C2N(Ce3cceec3)C(=0)Ca=C2C(=0)c5cc(
Br)ccc504

0 0 0 0 0 CCCCOclcec(ccl1)N2C(=0)C3C4Ac5cccec5C(CC)(C3C2=0)c
6cceecdb

0 0 0 0 0 CCCCSC1=Nc2sc3COC(C)(CC)Cc3c2C(=0)N1chccc(C)cca

0 0 0 0 0 CCCCSc1nc(N2CCN(CCc3cceec3)CC2)c4c5CCCCe5scanl

0 0 0 0 0 CCCCSc1nc(N2CCN(CCCc3ccccc3)CC2)cac(C)c(C)scanl

0 0 0 0 0 CCCN1C(=Nc2ccc(0CC)cc2)SC(=Cc3ccececec30Cc4cccecaCHt
N)C1=0

1 1 1 1 1 CCCOclcc(nc2cec(ccl2)c3cec(OCc4c(oncac5c(Cl)cecee5Cl
)C(C)C)cc3)C(=0)0

0 0 0 0 0 CCCOclcec(C=C25C3=NC(=C(C(N3C2=0)c4ccc(SC)ccd)C(
=0)0CC)C)ccl

0 0 0 0 0 CCCOclcec(ccl)C20c3ccc(Br)cc3C4CC(=NN24)c5ccc(0C
C=C)cc5

0 0 0 0 0 CCCOclcec(CN2C(=Nc3c(sc4nccecec34)C2=0)SCc5ccc(C)cc
5)ccl
CCCSc1nc(N2CCN(Cc3ccc(Cl)eec3)CC2)clc(CC)c(C)sc4nl
CCCSc1nc2sc3COC(C)(CC)Cc3c2c4nnc(SCCc5¢cceec5)n14

0 CCCSclnnc2N(Cc3ceccc3)C(=0)C4=C(c5ccecec5CC4(CC)C
C)n12

0 0 0 0 0 CCN(C(=0)CSC1=Nc2ccccc2C(=0)N1c3ccec(C)cc3)cdececcs
cccecd5

0 0 0 0 0 CCN(CC)clcec(C=C20c3c(C)c40CN(Cc5ccc(Cl)cc5)Cclcec
3C2=0)ccl

0 0 0 0 0 CCN(CC)clcec(ccl)[C@H]2C3=C(CC(C)(C)CC3=0)Ncanc(
SCC(C)C)nc([O-])c24

1 1 1 1 1 CCN(Cclcce(cc1)C(=0)0)c2cec(0Cc3c(onc3cic(Cl)cceca




Cl)C5CC5)nc2C(F)(F)F

CCN=C1SC(=Cc2cc(Br)ccc20Cc3ccec(F)c3)C(=0)N1CC

CCN1C(=NC(=0)c2ccc(cc2)S(=0)(=0)N(CC(C)C)CC(C)C)Sc
3ccece(C)cl13

CCnlc(N=Cc2cc(C)ccc20)nc3ce(Br)c(Br)ccl3

CCN1CC2(COC)C(0)CC(OC)C34C5CCH(0)C(OC)C(0)C(OC(
=0)C)(C(C(0C)C23)C14)C5C60C(=0)c7cccec?

CCN1CCN(CC1)c2nc(SCc3cee(C)cc3C)ncdsc(C)c(C)c24

CCn1nc(C)c(C[N-]C(=NC(=0)c2cec(cc2)C(C)(C)C)Ne3cec(c
¢3)C(C)C)clc

CCNC(C)clenc(s1)c2cce(Br)c([O-])c(OC)c2

CCOC(=0)[C@H]1[C@ @H](C(=C(C)N=C1C)C(=0)OCC[NH
+]2CCN(CC2)S(=0)(=0)c3cccee3)clcccc(cd)[N+](=0)[0-]

CCOC(=0)[C@H]1[C@@H](C2=C(N=C1C)c3ccccc3C2=0)
c4ccceccd40Cc5ccccc5F

CCOC(=0)C(C=C1N(C)c2ccccc2C1(C)C)(c3c(C)nn(c3[O-])c
Acccccd)C(F)(F)F

CCOC(=0)C(Cclccc(0)ccl)NC(=0)CCC(=0)0CC(=0)C2(0)
CCC3C4CCC5=CC(=0)CCC5(C)C4C(=0)CC23C

CCOC(=0)C1=C(C)N(C(=NC1c2ccccc2)SCc3ccc(cc3)CHN)c
4cceecd

CCOC(=0)C1=C(C)N=C2S5C(=Cc3cc(Br)c(0O)c(0OCC)c3)C(=0
JN2[C@@H]1c4cccccdOCC

CCOC(=0)C1=C(C)N=C2SC(=Cc3cc(Br)c(OCCHN)c(OC)c3)
C(=0)N2C1c4ccc(F)cca

CCOC(=0)C1=C(C)N=C2SC(=Cc3ccc(F)cc3)C(=0)N2C1lchc
cc(cc4)C(C)C

CCOC(=0)C1=C(C)N=C2SC(=Cc3ccc(0CC=C)cc3)C(=0)N2
Clc4ccc(F)cca

CCOC(=0)C1=C(C)N=C2SC(=Cc3ccccc30CC=C)C(=0)N2C
1cdccc(SC)cch

CCOC(=0)C1=C(C)N=C2SC(=Cc30oc(cc3)caccccca[N+](=0)
[O-])C(=0)N2C1c5¢ccc(OC(=0)C)ec5

CCOC(=0)C1=C(N)N2C(=0)C(=Cc3ccc(cc3)C(=0)0C)SC2=
C(Clc4ccc(ccd)C(=0)0C)C(=0)0C

CCOC(=0)C1=C(0Oc2ccc3ceccc3c2Clclcccccd)N=C([O-])C
Oc5¢(C)ccec5C

CCOC(=0)C1=C(0Oc2ccc3ccccc3c2Clclcccccd)N=C([O-])C
Oc5¢(C)ccce5C

CCOC(=0)C1=C(0Oc2ccc3cccec3c2Clclcccccd)N=C([O-])C
Oc5cceec5C

CCOC(=0)C1=C(SC(=C2C(=S)C(C)(C)N(C(=0)c3ccc(cc3)[N
+](=0)[0-])c4cce(C)cc24)S1)C(=0)0CC




CCOC(=0)C1=CC2=C(N=C3N(C=CC=C3C)C2=0)N(C(C)C)C
1=NC(=0)c4cc(OCC)c(OCC)c(0CC)ca

CCOC(=0)C1=NN(C=C(c2ccccc2)P1(=0)SCC)c3ccc(Br)cc3

CCOC(=0)C1=NN(c2ccccc20C)C3(SC(c4cccecd)c5cccec3
5)s1

CCOC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3ccc(0C
)c(OC)c3)cdcc(OC)c(OC)cca4Br

CCOC(=0)c1c(NC(=0)CSC2=Nc3sc4CCCCeac3C(=0)N2CC
=C)scclc5cec(C)ecs

CCOC(=0)clc(oc2c3cccee3c([N-]5(=0)(=0)clcec5eccecse
4)cc12)cbeeccch

CCOC(=0)c1c2CCC(Cc2sc1NC(=0)C3CACCC(C3C(=0)[0-])
C4=C(C)C)C(C)(C)C

CCOC(=0)c1c2CCCCCCCe2scINC(=0)C3CACCC(C3C(=0)[
0-])C4=C(C)C

CCOC(=0)clcc(C(=0)c2cecc3ceccc23)ndcenc(ccl4)c5ccce
6cceec56

CCOC(=0)clcec(CSC2=Nc3sc(C)c(c4cccecd)c3C(=0)N2c5
cccec5)ccl

CCOC(=0)Cclcsc(n1)N2N=C3[C@@H](CCCC3=Cc4ccc(F)
cc4)C2c5ccc(F)cc5

CCOC(=0)CN1C(=NC(=0)CCCSc2cccec2)Sc3c(Cl)cece(Cl)cl
3

CCOC(=0)COclccc(cclOC)C2[C@@H](C(=0)OCC)C(=[NH
+]C3SC(=Cclccc(OCC)c5cceccd5)C(=0)N23)C

CCOC(=0)NCCC(C)C1CCC2C3C(0)CCACC(0)CCCA(C)C3CC
c12¢

CCOc1c(Br)cc(C=C2SC(=NCc3cc(C)cc(C)c3)N=C2[0-])ccl
o]

CCOc1c(l)cc(C=C2SC(=NC2=0)[N-]c3cc(C)cc(C)c3)cc10C

CCOc1cc(C=C25C(=NC2=0)[N-]c3cc(C)cc(C)c3)ccc10Ccsd
ccc(ccd)[N+](=0)[0-]

CCOclcc(C=C25C(=Nc3cc(Cl)cce3C)NC2=0)cc(l)c1[O-]

CCOc1cc(C=C2SC(=NCC)N(CC)C2=0)cc(Br)c10Cc3ccc(F)c
c3

CCOc1cc(C=C25C(=NCc3cc(C)cc(C)c3)N=C2[0-])ccc10Cc
4ccc(ccd)[N+](=0)[0-]

CCOclcc(cc(Br)cl[O-])[C@H]2C(=C(C)NC3=C2C(=0)CC(C
3)c4ccc(Cl)ccd)C(=0)0CccocC

CCOclcc(cc(Br)c10)C2C(C(=0)0C(C)CC)C(=C)N=C3CC(CC
(=0)[C@@H]23)c4ccc(OC)cca

CCOclcc(ccc10CCC(C)C)C2N(C(=0)C3=C2C(=0)cdcc(C)c(
C)cc403)c5ccec(C)ecs




1 1 1 1 1 CCOclcc(nc2ccec(ccl12)c3cec(OCclc(oncdc5c(Cl)ccee5Cl)
C(C)C)cc3)C(=0)0

0 0 0 0 0 CCOc1cc2CC(=0)N(C(c3ccc(Cl)eec3)c2cc10CC)caccec(Cl)cc
4

0 0 0 0 0 CCOc1cc2CC(=0)N(C(c3ccee(C)e3)c2cc10CC)chcecc(CC)cc
4

0 0 0 0 0 CCOclccc(cc1)N2C(=0)C3C(C4c5ccccc5C3cbecc(ccdb)C(
C)CC)C2=0

0 0 0 0 0 CCOclccc(cc1)N2C(=0)C3C(CCC(C3C2=0)c4cceecd)c5ece
cc5

0 0 0 0 0 CCOclccc(cc1)N2C(=0)c3c4CCCCc4sc3N=C2SCc5cceec5
C

0 0 0 0 0 CCOclccc(ecl)n2c(SCe3ccec(cec3)C(C)(C)C)nnc2cdccc(OC)
cc4

0 1 1 1 1 CCOclccec(cl)c2cece(cec2)C3SC(C)C(=0)Nc4c3c(C)nndcse
ccee5C

1 1 1 1 1 CCOclccec(cl)c2cec(CN(C(=0)C(C)C)c3ccec(C=CC(=0)0C
)c3)cc2

1 1 1 1 1 CCOclccec(cl)c2cec(CN(C(=0)C3CCCCC3)c4ccec(C=CC(=
0)0C)c4)cc2

0 0 0 0 0 CCOclccecccIN2C(=0)N=C([O-])[C@@](CN3CC4CC(C3)C
5=CC=CC(=0)N5C4)(Ccbcec(0C)cc60C)C2=0

0 0 0 0 0 CCOclcceccIN2C(=0)NC(=0)C(C[NH+]3CCACC(C3)C5=C
C=CC(=0)N5C4)(Ccbccc(0C)cc60C)C2=0

0 0 0 0 0 CCOCC=Cclccc(CN(C(=0)C2CCCCC2)c3ccec(C=CC(=0)0C
)c3)ccl

1 1 1 1 1 CCOCC=Cclccec(c1)N(Cc2cec(C=CC(=0)0C(C)(C)C)cc2)C(
=0)C3Cccce3

0 0 0 0 0 CCOCCN1C(=NC(=0)CcCcCSc2ccc(F)cc2)Sc3ec(Br)cccl3

0 0 0 0 0 CCSC1=Nc2sc3CC(CCe3c2C(=0)N1cdccc(0C)ccd)C(C)(C)C

0 0 0 0 0 CCSclnc2sc3CCCCc3c2c4nnc(SCc5ccc(OC(C)C)ec5)n14

0 0 0 0 0 CCSCCOC(=0)[C@H]1[C@H](C2=C(CC(CC2=0)c3ccc(OC)
¢(OC)c3)N=C1C)c4cc(Br)c(O)c(OC)ca

0 0 0 0 0 CCSCCOC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3cce
(OC)c(OC)c3)cacc(Br)c(O)c(OC)ca

0 CIC1(Cl)cC1C(Sc2nnc(c3cenecc3)n2C4CCCCC4)c5cccecs
Clclcec(C2=NNC(=S)N2N=CC(=Cc3ccccc3)Br)c(Cl)cl
Clclcec(C2C(C(=0)0OCCc3ccccc3)C(=C)N=CACCCC(=0)[C
@H]24)c(Cl)c1

0 0 0 0 0 Clclcec(C2Nc3cec(cc3[C@H]4C=CCC24)S(=0)(=0)[N-]c5
cccee5Cl)e(Cl)cl

0 0 0 0 0 Clclcec(cc1)C(OC(=0)c2¢3CCCCc3nciccccc24)C(=0)c5cc

cceS




Clclcec(cc1)N(CCCCN2C(=0)c3cceccc3C2=0)C(=0)chcec(
Br)cc4

Clclcec(cc1)S(=0)(=0)[N-]c2nc3ccececec3nc2Nciceec(Cl)cca
Cl

Clclcec(cc1)S(=0)(=0)[N-]c2nc3ccecece3nc2Ncdcecc(Nc5ce
ccc5)cch

Clclcec(ce1)S(=0)(=0)CCCC(=0)N=C2Sc3c(Cl)ccc(Cl)c3N
2CC=C

Clclcec(Cl)e(Nc2c(enc3cec(Cl)cec23)C(=0)N4CCCC4)cl

o

o

o

o

Clclcec(CN2C(=0)c3scce3ndc(SCe5ceec(C=C)cc5)nnc24)c
cl

Clclcec(CSc2nc(N3CCN(CC=C)CC3)c4c5CCCc5sc4n2)ccl

Clclcec(CSc2nne(SCc3cec(Cl)e(Cl)e3)nn2)cclCl

Clclcec(NC(=0)N2Cc3cccec3ndccec4C2c5cces5)cecd

Clclccc(NC(=0)N2CCN(CC2)C3c4cccecdc5eccec35)cclCl

oO|lo|jlo|o|O

oO|o|jo|o|O
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oO|o|jo|o|O

oO|o|jo|o|oO

Clclcec(Oc2cec(NC(=0)c3ccdceccecdcec3[N-]S(=0)(=0)c5¢
cc(Cl)ce5)cc2Cl)ccl

o

o

o

Clclccc(OCCCN2C(=0)c3cccce3N=C2c4ccc(Cl)ccd)ccl

Clclcec(SCc2c(oc3ceececc23)C(=0)0Cc4csc(n4)c5cccec5)c
cl

Clclccc2NC(=0)C(=Cc3sc(nc3cdcccs4)N5CCCCC5)c2cl

Clclceec(c1)N=C2C(=0)N(CN3CCC(Cc4cccecd)CC3)c5ccc
cc25

Clclceccecle2ne(CSc3nnc(CC45CC6CC(CC(Ch)C4)C5)n3CC
=C)cs2

Clclccccc1CN2C(=0)C(=NN(Cc3cceee3)cdcccecd)c5ccccee
25

Clclcecec1CSc2nne(SCe3cecee3Cl)n2N=Cc4ccceccd

CN(C)clccc(C=Nc2cce(C=Cc3ccc(cc3)N=Cc4ccc(ccd)N(C)
C)cc2)ccl

CN(C)clcec(eccl)c2cec(CN(C(=0)C3CCCCC3)caccec(C=CC(
=0)0)c4)cc2

CN(C)clcec(NC(=0)C(N(Cc2cceec2C)C(=0)CN3C(=0)C(=
O)c4cceec34)c5¢[nH]cbeccee56)ccl

CN(C1CCCCC1)S(=0)(=0)c2ccc3NC(C4CC=CCA4c3c2)c5ccc
(C)s5

CN(Cclcee(cc1)C(=0)NCCS(=0)(=0)0)c2ccc(0Cc3c(onc3
c4c(Cl)ccecaCl)C5CC5)nc2C(F)(F)F

CN(Cclcee(cc1)C(=0)0)c2cec(0Cc3c(onc3cdc(Cl)cececaCl
JC5CC5)nc2C(F)(F)F

CN(Cclccee(c1)C(=0)0)c2cec(0Cc3c(onc3cdc(Cl)cececaCl
JC5CC5)nc2C(F)(F)F

CN1C(=C2[C@® @H](C3=C(N=C2N(C)C1=0)ccccccdC3=0




)c5ccc(OC(=0)cbsc7ccccc7c6Cl)cc5)[0-]

0 0 0 0 0 CN1C(=Nc2ccc(cc2)C(=0)[0-])SC(=Cc3cc(C)n(c3C)checc(
cc4)C(C)(C)C)C1=0

0 0 0 0 0 CN21C(=NN(CN2CCCc3cc(C)ccc23)C1=S)COc4ccc(cc4)C5C
CCCC5

0 0 0 0 0 Cn1c(CCCOc2ccc(Cl)cc2Cl)nnc1SCc3csc(n3)cdccc(F)ccd

0 0 0 0 0 CNclccec([N-]S(=0)(=0)c2ccc(Br)cc2Cl)ecl

0 0 0 0 0 COC(=C1C(NC(=S)N=C1c2ccc(Cl)cc2)c3cee(Br)cc3)[0-]

0 0 0 0 0 COC(=0)C(Cclc[nH]c2ccccc12)NC(=0)CON=C3CC[C@]4(
C)C5CCC6(C)C(CCCH(0)CHC)C5CCCA=C3

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(C(=0)Cc2cccce2)c3cecdcccecd
c3

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cc(0C)cc(0C)c2)C(=0)C3CC
CCC3

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=CC(=0)0C(C)(C)C)cc
2)C(=0)c3cccec3

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=CC(=0)0C(C)(C)C)cc
2)C(=0)c30ccc3

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=CC(=0)0C(C)(C)C)cc
2)C(=0)NC(C)C

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3c(C)cc(C)cec3C)cc
2)C(=0)c(C)C

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3c(C)cc(C)cec3C)cc
2)C(=0)NC(C)C

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2ccc(C=Cc3c(Cl)ccec3Cl)cc2)
C(=0)c(C)C

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3c(Cl)ccec3Cl)ce2)
C(=0)caccccca

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3c(F)ccece3F)cc2)C(
=0)c(C)C

0 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3cc(cc(c3)C(F)(F)F)
C(F)(F)F)cc2)C(=0)C(C)C

0 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3cc(cc(c3)C(F)(F)F)
C(F)(F)F)cc2)C(=0)C4CCCCC4

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccc(F)ce3)ce2)C(=
0)c(c)c

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccc(F)ce3)ce2)C(=
0)caccccca

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccc(F)cc3)cc2)C(=
O)NC(C)C

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccc(0C)cc3)cc2)C
(=0)caccccc4a

1 1 1 1 1 COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccec(c3)C(F)(F)F)




cc2)C(=0)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccec(c3)C(F)(F)F)
cc2)C(=0)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccec(Cl)e3)cc2)C(
=0)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccee(Cl)e3)cc2)C(
=0)C4Ccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cccc(F)c3)cc2)C(=
0)c(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cccc(F)c3)cc2)C(=
O)c4cccceca

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cccc(F)c3)cc2)C(=
0)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(C=Cc3cccee3)cc2)C(=0)
c(c)cC

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cccec3F)cc2)C(=
0)c(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cccec3F)cc2)C(=
0)c4ccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccccc3F)cc2)C(=
O)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3cceen3)cc2)C(=0)
c(q)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3ccecen3)cc2)C(=0)
caccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3scnc3C)cc2)C(=0
)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(C=Cc3scnc3C)cc2)C(=0
)C4CCCCC4

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3¢(0C)cececc30C)C(
=0)c(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3¢(0C)cececec30C)C(
=0)C4Cccceca

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3¢(0C)cececec30C)C(
=0)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ec(Cl)cec30C)C(=
0)c(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ec(Cl)cec30C)C(=
O)c4cccceca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccc(C)ec3)C(=0)C
(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(C)ec3)C(=0)
NC(C)C




COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccc(C)s3)C(=0)C
4CCccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ecc(cc3)C(C)(C)C)
C(=0)c4accccca

COC(=0)C=Cclcccc(cl)N(Cc2cec(cc2)c3cec(cec3)N(C)C)C(
=0)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3eec(cc3)N(C)C)C(
=0)C4Ccccecs

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ecc(cc3)N(C)C)C(
=0)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(F)c(Cl)e3)C(=
0)c(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(F)c(Cl)e3)C(=
O)c4ccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccc(F)c(F)e3)C(=
O)c4ccccca

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3cec(OC(F)(F)F)cc
3)C(=0)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(OC(F)(F)F)cc
3)C(=0)caccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(OC)cc3)C(=0
)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(OC)cc3)C(=0
)C4CCCCC4

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(s3)C(=0)C)C(
=0)C4CCCcca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(SC)ec3)C(=0)
c(q)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cec(SC)ec3)C(=0)
caccccca

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cccd0COc4c3)C(
=0)c(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccc40COc4c3)C(
=0)C5CCCCCs

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccc40C0Oc4c3)C(
=0)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccec(C)e3)C(=0)C
(c)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccec(C)e3)C(=0)C
4CCCCC4a

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3cecec(C)c3)C(=0)
NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3ccec(c3)C(=0)C)C
(=0)c4accccca




COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cccc(Cl)e3)C(=0)
c(q)c

COC(=0)C=Cclcccc(c1)N(Cc2cec(cc2)c3cccc(Cl)e3)C(=0)
caccccca

COC(=0)C=Cclcccc(cl)N(Cc2cec(cc2)c3ccec(Cl)e3)C(=0)
NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ccec(OC(F)(F)F)c
3)C(=0)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ccec(OC(F)(F)F)c
3)C(=0)C4CCCCC4

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ccec(0C)e3)C(=0
)C(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cee(cc2)c3ccec(OC)e3)C(=0
)CACCCCC4

COC(=0)C=Cclcccc(c1)N(Cc2cee(cec2)c3cecec(0C)e3)C(=0
)NC(C)C

COC(=0)C=Cclcccc(c1)N(Cc2cece3C=CC(C)(C)Oc3c20C)C(
=0)C4Cccccs

COC(=0)C=Cclcccc(c1)N(Cc2ccec3C4C(C(C)(C)0c3c20C)C
4(CI)Cl)C(=0)c5cceec5

COC(=0)C1=C(SC2(S1)C(=C(SC3=C2c4cc(C)c(C)ccaN(C(=
0)c5ccc60COC6¢5)C3(C)C)C(=0)0C)C(=0)0C)C(=0)0C

COC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3ccc(Cl)cc
3)c4ccccc40C(C)C

COC(=0)C1C([C@@H]2C(=0)CC(CC2=NC1=C)c3ccc(F)cc
3)c4cccecc40Cc5cccecs

COC(=0)C10C(0OC(=0)NC(CC(=0)N2CCNn3c(C2)nnc3C(F)(
F)F)Cc4cc(F)c(F)cc4F)C(0)C(0O)C10

COC(=0)C10C(0C2CC(N(C)C2=0)c3ccenc3)C(OC(=0)C(C
)C)C(OC(=0)C(C)C)C1OC(=0)C(C)C

COc1c¢(C)cc(Br)cc1C(=0)NC(=Nc2ccc(Cl)ecc2C(=0)c3ceccc
3)[S-]

COC1C(CC2C[NH+]3CCc4c([nH]c5¢cc(OC)ccca5)C3CC2C1
C(=0)0C)0C(=0)cbcc(0C)c(0C)c(0C)ch

COC1C(0)C2C3CCC(C(C)CCC(=0)0)C3(C)CCC2C4(C)CCC(
0)CcC14

COC1C(0C20C(C)(C)0C12)C(0)CN3C(=0)N(CC(0)C40C5
OC(C)(€)0C5€C40C)cbec(Cl)cece36

COc1cc(C)cccIN2C(=NCC3CCCO3)SC=C2c4ccc(Br)cca

COclcc(C=C2SC(=S)N(CCCCCCN3C(=S)SC(=Ccdcec(0)c(0
C)c4)C3=0)C2=0)ccc10

COclcc(C=Nc2oc(c3cccee3)c(cdcccecd)c2CHN)cc(Br)cl[O
-]




COclcc(cc(Br)c10)C2C(C(=0)OCCc3cceec3)C(=NCa=C2C(
=0)CC(C4)c5ccecc5)C

COclcc(cc(0C)c10C)C2C(=C(N)N(C3=C2C(=0)CCC3)chcc
(ccc4C)[N+](=0)[0-])C(=0)c5cce(C)cc5

COclcc(cecclOc2cccecc2)C3SC(C)C(=0)Ncdc3c(C)nndcsec
ccc5C

COclcc(Cl)c(C)ecINe2nc3cccce3nc2[N-]1S(=0)(=0)cdcec(
Cl)cca

COclcc(CNc2cec(Br)cc2C)ec(Br)cl[O-]

COclcc(N2C(=Nc3cceec3C2=0)SCc4cccccd)c(Cl)cclCl

COclcc(nc2cec(cc12)c3cec(OCclc(oncdc5c(Cl)ccee5CHC(
C)C)cc3)C(=0)0

COclccc(C)ccln2c(SCCOc3cee(Br)cc3)nnc2clcecesd

COclccc(C=Nc2cce(cc2C)c3ccc(N=Ccdcecc(OC)c(0C)c4)c(
C)c3)cc10C

COclccc(C2SC(C)C(=0)Nc3c2c(C)nn3clcccccaC)c(0C)cl

COclcec(ccl)[C@H]2N=C([S-])NC3=C2CCCC3=C4SCCSA

COclccc(ccl)[C@H]2N3C(=NC4=C2CCc5cccccd5)SC(=Cc
6cec([0-])c(c6)[N+](=0)[0-])C3=0

COc1cec(ccl)C2(CCNC(=0)CON=C3CC[C@]4(C)C5CCCh(
C)C(CCCH(0)CHC)C5CCCA=C3)CC(C)[NH+](C)CC2C

COclccc(cecl)C2=Nc3cceccc3C(=0)N2CCCCCOc4cc(C)ccch
c(Q)c

COclcec(ccl)C2C(C(=0)0CC(C)C)C(=C)N=C3CC(CC(=0)[C
@@H]23)cdcce(Cl)cca

COclccc(ccl)C2CC(=0)[C@H]3C(Nc4cc(C)ccc4N=C3C2)c
5cce(F)ce5

COclcee(ccl)C2CC(=0)C3C(C(C(=0)0CACCCCA)C(=C)N=
C3C2)c5ccec(Cl)ecs

COclccc(ec1)C2CC(=0)C3C(C(C(=0)OCCclcceccca)C(=C)N
=C3C2)c5¢ccc(0C)cch

COclccc(ecl)c2cec(cec2)C3SC(C)C(=0)Nc4c3c(C)nndcsec
cce5C

COclccc(ccl)C2N3[N-]JC(=NC3=NC4=C2[C@H](Oc5ccccc
45)c6cecc(ccb)C(C)C)SC

COclccc(ecl)C2N3C(=NC(=C2C(=0)0CC=C)C)SC(=Cc4lccc
(cc4)C(C)C)C3=0

COclccc(ccl)c2oc3ccc(cc3n2)N=CC=Cclccc(Br)cca

COclcec(cc1)N=C([O-])C(F)(OC(F)(F)C(F)(OC(F)(F)C(F)(F)
C(F)(F)F)C(F)(F)F)C(F)(F)F

COclccc(ccl)n2cc(c3cceece3)cldc(nenc24)N5CCC(Cebecce
c6)CC5

COclccc(cclBr)C(=0)CSc2nc([O-])cc(CSc3ccc(Cl)cc3)n2




COclccc(cc10C)C(=0)CSc2nc([0-])c3c(csc3n2)cdccc5CC
CCc5c4

COclccc(cc10C)C2CC(=0)[C@H]3C(C(C(=0)oc4accccca
)C(=C)N=C3C2)c5cc(Br)ccc50C

COclccc(cc10C)C2CC(=0)C3C(C(C(=0)0CCchccccch)C(=
C)N=C3C2)c5cc(Br)c(0)c(OC)c5

COclccc(ecc10Cc2cccec2)C30c4cccccdC5CC(=NN35)cbec
cccb

COclccc(CCN2C(c3cec(ce3)C(C)(C)C)clc(n[nH]c4C2=0)c
5cceec5[0-])ccl

COc1ccc(CCN2CC(=0)N3C(Cc4c([nH]c5¢cccee45)C3cbec(
0C)c(0C)c(0C)c6)C2=0)cc10C

COclccc(CN2CC(=0)N3CC(c4ccc(OC(C)C)e(0C)cd)c5¢([n
H]c6cccee56)C3(C)C2=0)cc10C

COclcee(COC(=0)NCCC(C)C2CCC3CAC(0)CC5CC(0)CCC5
(C)C4CCC23C)ccl

COclccc(Oc2ccc(cc2)C3SC(C)C(=0)Ncdc3c(C)nnic5cccce
5C)ccl

COclccec(cl)c2cec(cc2)C3SC(C)C(=0)Nc4c3c(C)nndcsec
ccc5C

COclccec(Oc2cec(cc2)C3SC(C)C(=0)Nclc3c(C)nnic5cccc
¢5C)cl

COclcceeclC2[C@@H]3C(=0)CC(CC3=NC(=C2C(=0)0CC
c4cceecd)C)c5cec(Cl)ecs

COclccceccl1C2C(C(=0)0Cc3cccece3)C(=C)N=C4CC(CC(=0)
[C@@H]24)c5ccc(F)cc5

COclcceecl1C2CC(=0)[C@@H]3C(C(C(=0)OC(C)C)C(=C)N
=C3C2)c4ccc(Cl)cca

COclccccclc2ccec(cc2)C3SC(C)C(=0)Nc4c3c(C)nndc5cccc
c5C

COclcccccIN=C([0-])C2=C(C)NC(=C(C#N)[C@H]2c3cccc
¢3)SCC(=0)Nc4cccccdC(F)(F)F

COclcccececln2nce(C)e3C(SC(C)C(=0)Nc23)cdccc(Oc5cccce
5)cca

COclccececc10c2cec(cc2)C3SC(C)C(=0)Ncdc3c(C)nndc5ec
cce5C

COCC=Cclccc(CN(C(=0)C2CCCCC2)c3cccc(C=CC(=0)0C)
c3)ccl

COCC=Cclccce(c1)N(Cc2cec(C=CC(=0)OC(C)(C)C)cc2)C(=
0)c3ccceccs

COCCN=C1SC=C(N1N=Cc2ccc(SC)cc2)c3ccc(Cl)ce3Cl

COCCN1C(=NC(=0)c2sc3ccccc3c2Cl)Scacc(SC)cecls

CS(=NC(=0)Nciccc(Cl)ccl)c2sc(Cl)c3CC(C)(C)CC(=0)c23




CSclcec(C=C2CCC[C@@H]3C(c4ccc(SC)ccd)n5nenc5[NH
+]=C23)ccl

CSc1nc(N2CCC(Cc3cceee3)CC2)c(C#N)c(n1)clccc(Cl)cca

CSc1nc(SCCC(C)C)c2sc3nc(c4COC(C)(C)Cclc3c2nl)c50cc
c5

CSCCN1C(=NC(=0)C(c2cceec2)c3cceec3)Sc4cc50C0c5¢c
14

FC(F)(F)clcc(c2cees2)n(n1)c3cec(cc3)C(=0)Oclcecc5ecc
nc45

FC(F)Sclccc(cc1)N=C2[N-]N=C(CS2)c3c[nH]c4ccccc34

Fclce(Br)cccINC(=0)C(=Cc2oc(cc2)c3ccc(Cl)cc3)C#N

Fclcec(cec1)C2N3C(Ccdc2[nH]c5¢cccec45)C(=0)N(C6CCCC
C6)C3=S

Fclcec(ce1)S(=0)(=0)[N-]c2ccccc2C(=0)N3cdceccccdSc5c
ccce35

Fclccc(NC(=0)C2C([C@@H]3C(=0)CCCC3=NC2=C)c4ccc
(Chccd)c(F)c1

Fclccc(NC(=0)C2C([C@@H]3C(=0)CCCC3=NC2=C)c4ccc
(Chced)c(F)c1

Fclccc(NC(=0)C2C([C@@H]3C(=0)CCCC3=NC2=C)c4ccc
(Chced)c(F)c1

Fclccc(NC(=0)C2C([C@H]3C(=0)CC(CC3=NC2=C)c4cccs
4)c5cccec5)ccl

Fclccc(OC(=0)c2ccc(C=Nc3cec(cec3)C4=Cc5ccececc50C4=
O)cc2)ccl

Fclccec(F)cINC(=0)N2CCn3cccc3C2c4ccc(Cl)ccacl

Fclcecec1[N-]S(=0)(=0)c2cecc3NC(CACC=C[C@ @H]4c3c
2)c5ccec(Cl)ec5C

Fclceccc1COc2ccecc2C=C3SC(=NCc4cccecd)N(Cc5ceeech
)C3=0

Iclccec([N-]S(=0)(=0)c2ccc3CCCNc3c2)cl

Iclccec(c1)C(=0)Nc2cec(cc2)N=Nc3cccee3
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