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training set

Name Classification
FC(F)(F)cl1c2ncc(Cc3cccce3)c(c2cecl)-clec(NCc2ce3n(cce3cec2)C)eecl
O=C([O-])[C@]1([C@H]2CC[C@@H]3C(=CC[C@@](C3)(C=C)C)[C@@]2(CCC1)C)C
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cc(OC(F)(F)F)ccc20)CCCC)ecl
Clc1c2ncc(Cc3cecee3)c(c2cecl)-clec(Oc2ec(S(=0)(=0)C)ccc2)cccl
Clclc2ncc(C)c(c2cecl)-clec(Oc2ec(ccc2)C(0)(C)C)cecl
Clc1c2nc(C)c(nc2cecl)-clcec(ccl)-clec(S(=0)(=0)C)cccl
FC(F)(F)clc2ncc(C(=0)c3cccce3)c(c2cecl)-clec(OCc2ccc(cc2)[C@@H](Cc2cec(cc2)-c2ccc
FC(F)(F)clc2ncc(C(=0)c3cccee3)c(c2cecl)-clec(OCc2ccc(cc2)[C@@H](Cc2cee(cc2)C(C)(C
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2ccecc2)CC)ecl
Clclc2ncc(C)c(c2ceel)-clec(Oc2cec(cec2)C(=0)NC)cccl
O[C@]12C[Ce@@H](O0)cC[C@]1(C)[C@]1(0)[C@H]([C@@H]3CC[C@H]([C@H](C)[C@H]-
Clclcc(cccIN(Ccleccecl)CC(F)(F)F)C(O)(C(F)(F)F)C(F)(F)F
Clclcec(ccl)-cin(nc2clccecc2C(F)(F)F)Cclcec(ccl)C(F)(F)F
FC(F)(F)clc2ncc(Ce3cccce3)c(c2cccl)-clec(cecl)COclc2c(cecl)c(cecc2)CC(=0)[0-]
FC(F)(F)clc2ncc(Cc3cccce3)c(c2cccl)-clec(ceccl)CNelee(C)e(cclC)CC(=0)[0-]
Clclcc2c3CC[C@H](Cc3[nH]c2ccl)[C@](S(=0)(=0)clccccc10C)(C(OC)=0)C
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2n3c(nc2C(C)C)C(=CC=C3)C(F)(F)F)cccl
FC(F)(F)clcc(cecl)-cloc(C)c(n1)CN(CC)clccc(cc1)C(O)(C(F)(F)F)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2ccenc2)CC)ecl
Clclcec(Oc2cc(S(=0)(=0)C(C)C)ccc2)cci-n1c2c(nclC)c(Cl)cec2
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2Cn2cenc2)C(=CC=C3)C(F)(F)F)cccl
S(=0)(=0)(N(C)clccc(ccl)[C@@H](C(F)(F)F)cln(cccl)CCOCC)clcccccl
FC(F)(F)clc2ncc(C(=0)c3cccee3)c(c2cccl)-clec(OCc2ccc(cc2)C(=0)[0-])cecl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C)c(cce3)C(F)(F)F)ceccl
FC(F)(F)clc2ncc(C(=0)c3ccecce3)c(c2cecl)-cleec(OCc2ccc(cc2)C(=0)[0-])ccl
S(=0)(=0)(C(C)C)clcc(Oc2cc(cecc2)-c2n3¢(nc2C)C(=CC=C3)C(F)(F)F)cccl
O[C@H]1CC[C@@]2([C@@H](CC=C3C2=CC[C@@]2(C)[C@@]3(C)[C@@H](O)C[C@@H]2
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(OCCC=C)=0)C)ccl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3)c(cccd)C(F)(F)F)cec2)cecl
Clclcc(ccel)-cloc(C)e(n1)CN(CC)clcec(ccd)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(ccc10CCCOclcec2c(onc2C(F)(F)F)c1CCC)CC(=0)[0-]
FC(F)(F)c1c2ncc(Cec3cccee3)c(c2cccl)-clec(cecl)CNelc2c(ceel)c(cec2)CC(=0)[0-]
Clclceec(C(F)(F)F)c1COclcc(cecl)-clc2c(nnclCclcececl)c(Cl)cece2
S(=0)(=0)(CC)clcc(ceecl)-clec(ceel)-clc2c(neclC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2C[NH+]2CCCCC2)C(=CC=C3)C(F)(F)F)ccc1
Clclc2nc(n(c2cccl)-clec(Oc2cc(S(=0)(=0)CC)ccc2)cecl)C
Fclc(cceclC(F)(F)F)COclcc(cccl)-clc2c(nnclCclccceccl)c(cecc2)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N(CC)C[C@@H](O)c2cceec2)ccl
FC(F)(F)c1c2ncc(C(=0)c3cccec3)c(c2cccl)-clec(OCc2cc(ccc2)C(=0)[0-])cccl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C)ccecd)cec2)cecl
Oclcc2c(CC[C@H]3[C@](CCCI[C@]23C)(C(=0)N[C@@H]2C[C@@H]3C[C@H]([C@H]2C)!
FC(F)(F)c1c2ncc(C(=0)c3ceecece3)c(c2cccl)-clec(OCc2ecc(cc2)[C@@H](Cc2ccecec2)C(=0)[
FC(F)(F)C(O)(C(F)(F)F)c1ccc(N(Cc2ccecec2)CC(F)(F)F)ccl
FC(F)(F)clnoc2clccc(OCCCN(C)clcccecl)c2CCC
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cceec2)C)ecl
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Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0O)NCC2(CCCCC2)c2ccecc2)C)ecl
S(=0)(=0)(C)clcc(ceccl)-cleec(ccl)-cinc2c(nclC)c(ccc2)C(F)(F)F
Clclcc(N(CCCOc2ccc3c(onc3C(F)(F)F)c2CCC)C)cecclCC(=0)[0-]

Clc1c(ccecl C(F)(F)F)COclcc(cecl)-clc2c(nnclCclcececl)c(cecc2)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](CO)c2cccec2)CC)ecl
S(=0)(=0)(C(C)C)clcc(Oc2cc(cecc2)-c2c3c(ncec2)c(cce3)C(F)(F)F)cecl
FC(F)(F)clnoc2clccc(OCCCn1nnc3cc(cccl13)CC(=0)[0-])c2CCC
S(=0)(=0)(C)clcc(cececl)-clec(ceecd)-clc2c(necl)c(cecc2)C(F)(F)F
Clclc2nc(n(c2cccl)-clec(Oc2cc(S(=0)(=0)C(C)C)ccc2)cecl)C
FC(F)(F)clnoc2clccc(OCCCN(CC)clccec(ccl)CC(=0)[0-])c2CCC
ClclccceclS(=0)(=0)[C@@](C(OC)=0)(C)[C@@H]1CCc2c([nH]c3c2cc(Cl)cc3)Cl
FC(F)(F)c1c2ncc(C(=0)c3ccece3)c(c2cecl)-clcceecd
Clclcec(0c2cc(S(=0)(=0)C)ccc2)ccl-nlc2c(ncl)c(ccc2)C(F)(F)F
Clc1c2nc(n(c2cccl)-clec(Oc2cc(S(=0)(=0)C)cec2)cecl)C
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0O)NCC(C)(c2cceec2)c2ccccc2)C)ecl
Clc1c2ncec(c2cccl)-clec(0c2cc(S(=0)(=0)C)ccc2)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2C(C)C)C(=CC=C3)C#N)cccl
S(=0)(=0)(C(C)C)clcc(Oc2cc(-n3cdc(nc3C)c(cccd)C(F)(F)F)cee2)cecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(OCCCC=C)=0)C)ccl
Clc1c2ncc(C)c(c2cecl)-clec(Oc2ec(cec2)C(=0)N2CCCC2)cccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(=0)N2CCCCC2)c2cccec2)CC)ecl
S(=0)(=0)(C)clcc(cecc1)COclcc(cececl)-cin2¢(nclC(C)C)C(=CC=C2)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCC(=0)N(C)C)c2cccec2)CC)ecl
FC(F)(F)c1c2ncc(C)c(c2cccl)-clec(cecl)CNelc2c(ceel)c(cec2)CC(=0)[0-]
Clclc2ncc(C)c(c2cecl)-clec(Oc2cec(cecc2)C(=0)NCCC)cccl
S(=0)(=0)(C)clcc(cececl)-clec(ceecd)-clc2c(nccl1CC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2n3c(nc2C(C)(C)C)C(=CC=C3)C(F)(F)F)cccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(OC)=0)c2cceec2)CC)ecl
O=C(NCC1(CCCCC1)clcccccl)[C@@]1([C@@H]2CCc3c(ccec3)[C@]2(CCCL)C)C
Clc1c(cceclC(F)(F)F)COclcc(cecl)-clc2c(nnclCelceccel)c(Cl)cec2
Clclc2nnc(Cc3cecee3)c(c2cecl)-clec(OCc2c(cccc2F)C(F)(F)F)cecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0O)NCCc2ccccc2)C)ccl
FC(F)(F)clc2nnc(Cc3cccee3)c(c2cecl)-clec(OCc2n(c3c(c2)ccee3)C)eecl
FC(F)(F)clnoc2clccc(OCCCN1c3c(CC1=0)cc(cc3)C(=0)[0-])c2CCC
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(=0O)N(C)C)c2cceec2)CC)ccl
FC(F)(F)clc2ncc(Cc3cccce3)c(c2cccl)-clec(Oc2ccc(OC)cc2)cecl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C)c(cccl)C(F)(F)F)ccc2)cecl
FC(F)(F)clc2ncc(c(c2cccl)-clec(Oc2ccec(cc2)CO)ceel)-clcceecd
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)NCC23CC4ACC(C2)CC(C3)C4)C)ccl
FC(F)(F)clnoc2clccc(OCCCNcelccec(ccl)CC(=0)[0-])c2CCC
S(=0)(=0)(CC)clcc(Oc2cc(-n3c4c(nc3C)c(cccd)C(F)(F)F)cec2)cecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(C(CC)(C(OC)=0)c2ccccc2)CC)ecl
S(=0)(=0)(N(C)clccc(cc1)C(O)(C(F)(F)F)cin(ccecl)Celcceecl)cleccecl
FC(F)(F)c1c2ncc(Ce3cccee3)c(c2cccl)-clec(NCe2n(c3c(c2)cece3)C)cccl
S(=0)(=0)(CC)clcc(Oc2cc(-n3c4c(nc3C)c(ccca)C(F)(F)F)cec2)cc(F)cl
Clclcc2c3CC[C@H](Cc3[nH]c2ccl)[C@](S(=0)(=0)clcec(F)cc1)(C(OC)=0)C
S(=0)(=0)(NC)clcc(cccl)-clcec(ccl)-cinc2e(nclC)c(ccc2)C(F)(F)F
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FC(F)(F)clnoc2clccc(OCCCnlc3c(ncl)cc(cc3)CC(=0)[0-])c2CCC
Clclcc(CN(CCCC)c2cec(cc2)C(O)(C(F)(F)F)C(F)(F)F)c(O)ccl
S(=0)(=0)(C)clcc(Oc2cc(-n3cd4c(nc3Cc3ccec(F)cc3)c(cccd)C(F)(F)F)ccec2)cecl
FC(F)(F)c1noc2clccc(OCCCN1c3c(CC1=0)cc(cc3)CC(=0)[0-])c2CCC
Clclcc(cccIN(Cclcecececl)CC)C(O)(C(F)(F)F)C(F)(F)F
O[Ce@]12[C@H]([C@@H]3CC[C@H]([C@H](C)[C@H]4C[C@@]4([C@H](C(C)C)C)C)[CC
Clclcec(cc1COclec(cecl)-clc2c(nnclCclcccccl)c(Cl)cecc2)C(F)(F)F
Clclcc(cccIN(C(CC)(C(OC)=0)clccececcl)CC)C(O)(C(F)(F)F)C(F)(F)F
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)NC23CCACC(C2)CC(C3)C4)C)ccl
FC(F)(F)C(O)(C(F)(F)F)clcce(N2CCCCC2(C(OC)=0)c2ccccc2)ccl
Clclcc(cecl)-cloc(C)e(n1)CN(CC(F)(F)F)clcec(cc1)C(O)(C(F)(F)F)C(F)(F)F
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N2C[C@H](CCC2)c2ccccc2)C)ecl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcceccl)(F)C(=0O)N(C)C
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)N)c(ccec3)C(F)(F)F)cccl
CIC=1c2n(C=CC=1)c(-clcc(Oc3cc(S(=0)(=0)NC)ccc3)cecl)c(n2)C(C)C
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cencc2)CC)ecl
FC(F)(F)clnoc2clccc(OCCCN(C)clccec(ccl)C(=0)[0-])c2CCC
Clclcc(cccIN(Ceclnescl)CC)C(O)(C(F)(F)F)C(F)(F)F
FC(F)(F)clc2ncc(Cc3cccee3)c(c2cecl)-clec(Oc2cec(ccc2)C(=0)NCCC)cccl
Clc1c2nnc(Cc3ccece3)c(c2cecl)-clec(NCc2ce3n(ccc3ccc2)C)eecl
S(=0)(=0)(N(CC(F)(F)F)clccc(ccl)C(O)(C(F)(F)F)C(F)(F)F)clcceecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(OCc2cccec2)=0)C)ccl
Clclceec(C(F)(F)F)c1COclcc(cecl)-clc2c(nnclCclcecccl)c(cecc2)C(F)(F)F
Clclcee(0c2cc(S(=0)(=0)CC)ccc2)cci-nlc2c(ncl)c(ccc2)C(F)(F)F
FC(F)(F)clnoc2clccc(OCCCN(C)clncc(ccl)CC(=0)[0-])c2CCC
FC(F)(F)c1c2ncc(C(=0)c3cecec3)c(c2cccl)-clec(NCe2ccc(cc2)CC(=0)[0-])cccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(CCc2cccec2)CC)ecl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C(C)C)c(cccd)C(F)(F)F)cee2)cecl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcc(OC)cccl)(F)C(OC)=0
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0O)NC(=0)C23CC4CC(C2)CC(C3)C4)C)ccl
Clclcc(cccIN([C@@H](COclcec(cc1)C(OC)=0)clcccccl)CC)C(O)(C(F)(F)F)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCC(OC)=0)c2cccec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cceec2)Cc2ccccc2)ccl
S(=0)(=0)(C)clcc(cecl)-clec(ceed)-c1c2c(ncclC(C)C)c(ccc2)C(F)(F)F
S(=0)(=0)(CCC(0)(C)C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C)c(ccec3)C(F)(F)F)cecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N2[C@H]3[C@@H]([C@@H]4[C@H]2CCC
Clc1c2ncc(C)c(c2cecl)-clec(Oc2ec(cecc2)C(=0)NCC)cccl
Fclccec(C(F)(F)F)c1COclcc(cecl)-clc2c(nnclCclcecccl)c(cecc2)C(F)(F)F
FC(F)(F)clnoc2clccc(OCCCN(C(=0)C)clcec(cc1)CC(=0)[0-])c2CCC
S(=0)(=0)(N(C)clccec(ccl)C(OC)(C(F)(F)F)cin(cccl)CCOC)cleccccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cce(O)cc2)CCCC)ccl
S(=0)(=0)(C)clcc(Oc2cc(cece2)-c2c3c(ncc2Cc2cccec2)c(cce3)C(F)(F)F)cecl
S(=0)(=0)(C(C)C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C(=0)N)c(cce3)C(F)(F)F)cccl
Clclcc(ccc10)CN(CCCC)elcec(ccl)C(O)(C(F)(F)F)C(F)(F)F
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C(=0)N)c(F)cce3)cecl
Clclcc(Oc2cc(cec2)-c2c3c(ncc2C(=0)N)c(cce3)C(F)(F)F)cc(S(=0)(=0)C)c1
FC(F)(F)C(O)(C(F)(F)F)c1ccc(N2CCCC2(C(0C)=0)c2cceec2)ccl
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Clclcec(Oc2cc(S(=0)(=0)C(C)C)ccc2)ccl-nlc2c(ncl)c(ccc2)C(F)(F)F
FC(F)(F)clnoc2clccc(OCCCn1c3c(cc(cc3)CCC(=0)[0-])ccl)c2CCC
Clclcc(cc(OC)c10)CN(CCCC)clcec(ccl)C(O)(C(F)(F)F)C(F)(F)F
S1\C(=C\c2ccc(cc2)CNe2cec(cec2)-c2c3c(ncec2C(=0)c2cccec2)c(cec3)C(F)(F)F)\C(=0O)[N-]C:
Clclcc(S(=0)(=0)[C@](F)(C(OC)=0)[C@ @H]2Cc3c([nH]c4c3cc(Cl)ccd)C2)cccl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcceecl)(F)clonc(n1)N(C)C
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COC)c2cccec2)CC)ecl
0(C(=0)C)clec2¢(CC[C@@H]3[C@@]2(CCCC3(C(OC(=0)[C@@]2([C@ @H]3CCc4c(cc(Of
S(=0)(=0)(C)clcc(ccclF)-clec(cecl)-clc2c(nccl)c(cecc2)C(F)(F)F
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCc2cccec2)c2cceccc2)CC)ecl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2)c(cce3)C(F)(F)F)cecl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcccecl)(F)clonc(n1)C(OC)=0
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)NC)c(cce3)C(F)(F)F)cccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(=0)[0O-])c2ccecec2)CC)ecl
FC(F)(F)clcc(cccl)-cloc(C)c(n1)CN(CC(F)(F)F)clcec(cc1)C(O)(C(F)(F)F)C(F)(F)F
S(=0)(=0)(CCC)clcc(Oc2cc(-n3cdc(nc3C)c(cccd)C(F)(F)F)cee2)cecl
S1\C(=C\c2ccc(cc2)CNe2cec(cec2)-c2c3c¢(ncec2C(=0)c2cccec2)c(cec3)C(F)(F)F)\C(=0O)[N-]C:
Oclcc2c(CC[C@@H]3[C@@]2(CCCC3(C(=0)CC(=0)[C@@]2([C@@H]3CCc4c(cc(O)ccd)[
S(=0)(=0)(CC)clcc(cccl)-clec(ceecl)-clc2e(necl)c(cecc2)C(F)(F)F
FC(F)(F)c1c2ncc(Cc3cccee3)c(c2cccl)-clec(OCc2c3n(ccc3cec2)C)eccl
S(=0)(=0)(N(C)clccec(ccl)C(O)(C(F)(F)F)cln(cccl)CCOCC)clecccecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)NC23CC4(C[C@H](C2)C[C@H](C4)C3)C(OC
Clclcc(cccIN(Ceclnc(oc1C)-clec(Cl)cececd)CC)C(O)(C(F)(F)F)C(F)(F)F
FC(F)(F)clnoc2clccc(OCCCnlncc3cc(cececl13)CC(=0)[0-])c2CCC
S(=0)(=0)(N(C)clccc(ccl)C(O)(C(F)(F)F)C(F)(F)F)clcceecl
CIC=1c2n(C=CC=1)c(-c1lcc(Oc3cc(S(=0)(=0)N(Cclccc(0C)ccd)C)cec3)cecl)c(n2)C(C)C
FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cccl)-clec(OCc2cecc(cc2)[C@@H](CC#CCC)C(=0)[0-
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2C)C(=CC=C3)C(F)(F)F)cccl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N2CCC(CC2)(\C=C/C)c2cccec2)C)ecl
Clc1c2ncc(C)c(c2cecl)-clec(Oc2cec(cecc2)C(=0)N2CCOCC2)cecl
FC(F)(F)clc2ncc(c(c2cecl)-clec(NCec2ccc(cc2)CC(=0)[0-])cccl)-clcceecl
S(=0)(=0)(C)clcc(ceccl)Celcec(cccl)-c1n2c¢(nclCC)C(=CC=C2)C(F)(F)F
S(=0)(=0)(N(C)clcce(ccl)[C@@H](C(F)(F)F)cln(cccl)CCOC)clcccecl
Clclcc(ccc1SCCCOclcec2c(onc2C(F)(F)F)c1CCC)CC(=0)[O-]
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2-c2ccecc2)C(=CC=C3)C(F)(F)F)cccl
FC(F)(F)c1c2ncc(C(=0)c3ceecee3)c(c2cccl)-clec(OCc2ccc(cc2)C(CCHCCC)(CCHCCC)C(=0)][¢
FC(F)(F)clnoc2clccc(OCCCN(C)clncc(cn1)CC(=0)[0-])c2CCC

test set

FC(F)(F)clnoc2clccc(OCCCn1c3c(cc(cc3)CC(=0)[0-])ccl)c2CCC
slcc(ncl)CN(CC)clcec(ccl)C(O)(C(F)(F)F)C(F)(F)F
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)NC2C3CC4CC2CC(C3)C4)C)ccl
FC(F)(F)clnoc2clccc(OCCCN(C)clcec(ccl)CC(=0)[0-])c2CCC
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcc(F)cccl)(F)C(OC)=0
Clclcc(cccIN([C@@H](CO)clceccc1)CC)C(O)(C(F)(F)F)C(F)(F)F
S(=0)(=0)(C)clcc(Oc2cc(-n3cd4c(nc3CC)c(cccd)C(F)(F)F)cec2)cecl
S(=0)(=0)(CCCO)clcc(Oc2cc(-n3c4c(nc3C)c(cccd)C(F)(F)F)cecec2)cecl
FC(F)(F)clc2ncc(Ce3cccee3)c(c2cecl)-clec(Oc2cec(ccc2)C(0)(C)C)eecl
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S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C3CC3)c(cccd)C(F)(F)F)ccc2)cecl
OC[C@]1([C@H]2CC[C@@H]3C(=CC[C@@](C3)(C=C)C)[C@@]2(CCC1)C)C
FC(F)(F)c1c2ncc(Cc3cccce3)c(c2cecl)-clec(cccl)CNelc2c(ccec2)c(ccl)CC(=0)[O-]
O(C(=0)C)clcc2c(CC[C@@H]3[C@@]2(CCCC3(C(OC(=0)[C@@]2([C@@H]3CCc4c(cc(Ot
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clccceccl)(F)clonc(nl)C#N
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N2CCC(CC2)c2ccecc2)C)ecl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcccccl)(F)C(=0)NC
Clc1c2nnc(Cc3ccece3)c(c2cecl)-clcc(NCe2c(ccecc2F)C(F)(F)F)cccl
FC(F)(F)clnoc2clccc(OCCCN(C)clcec(cc1C)CC(=0)[0-])c2CCC
FC(F)(F)c1noc2clccc(OCCCn1c3c(cc(cc3)C(=0)[0-])ccl)c2CCC
Clclc2ncc(C(=0)N)c(c2cccl)-clec(Oc2cc(S(=0)(=0)C)ccc2)cecl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N[C@H](C)C23CC4CC(C2)CC(C3)C4)C)ccl
Clclcc(cccIN(CCclceceec1)CC)C(O)(C(F)(F)F)C(F)(F)F
Oclcc2¢(CC[C@@H]3[C@@]2(CCCC3(C(=0)NC(=0)[C@ @]2([C@ @H]3CCc4c(cc(O)ccd)|
Oclcc2c(CC[C@@H]3[C@@]2(CCCC3(COC(=0)[C@@]2([C@@H]3CCc4c(cc(O)ccd)[C@]
Clclc(cceclC(F)(F)F)CNclec(cecl)-clc2c(nnclCclcecccl)c(Cl)cec2
FC(F)(F)clc2ncc(Cc3cccee3)c(c2cccl)-clec(cccl)CNeleec(CC(=0)[0-])c(C)clC
slc(cncIN(CCCOclccc2c(onc2C(F)(F)F)c1CCC)C)CC(=0)[0-]
Oclcc2c(CC[C@@H]3[C@@]2(CCCC3(C(OC(=0)[C@@]2([C@@H]3CCc4c(cc(O)ccl)[C@
S(=0)(=0)(CC)clcc(Oc2cc(ccc2)-c2n3c(nc2C)C(=CC=C3)C(F)(F)F)cccl
FC(F)(F)clnoc2clccc(OCCCN(C)clcec(cecl)CC(=0)[0-])c2CCC
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcccecl)(F)cloc(nnl)C
S(=0)(=0)(N(C)clccc(ccl)C(O)(C(F)(F)F)cln(cccl)CCOC)clcccecl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C)c(cccd)C(F)(F)F)ccec2)cc(F)cl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)N)c(ccc3)C(F)(F)F)cc(F)cl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcccecl)(F)cloc(nnl)N(C)C
Clclcc(cccIN([C@@H](COclcec(cc1)CCC(OC)=0)clccceccl)CC)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cccIN(Celnc(oc1C)-clec(cecl)C(F)(F)F)CC)C(O)(C(F)(F)F)C(F)(F)F
FC(F)(F)clc2nccc(c2cecl)-clec(cccl)CNelc2c(cecl)c(ccc2)CC(=0)[0-]
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)N)c(cce3)C)ecccl
FC(F)(F)clc2ncc(C(=0)c3cccce3)c(c2cecl)-clec(OCc2ccc(cc2)[C@@H](CC#HCC)C(=0)[0-])
FC(F)(F)clnoc2clccc(OCCCN(C=0)clccc(cc1)CC(=0)[0-])c2CCC
FC(F)(F)clnoc2clccc(OCCCN(C)clnce(ncl)CC(=0)[0-])c2CCC
S(=0)(=0)(CC)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)N)c(cce3)C(F)(F)F)cccl
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0O)N[C@H]2[C@@H]3CC[C@@H](C2)C3)C)c«
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@H](CO)c2cceec2)CC)ecl
FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cccl)-clec(OCc2ccc(cc2)C(CCHC)(CCHC)C(=0)[O-])cc
Oclcc2c(CC[C@H]3[C@](CCC[C@]23C)(C(=0)N[C@H]2[C@@H]3C[C@@H](CC2)C3(C)C
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2CC)C(=CC=C3)C(F)(F)F)cccl
O[C@@H]1CC[C@@H]2C(=CC[C@H]3[C@@]4(CC[C@H]([C@@H](CC\C=C(\C(=0)[O-])/
ClC=1c2n(C=CC=1)c(-c1lcc(Oc3cc(S(=0)(=0)C)ccc3)cccl)c(n2)C(C)C
FC(F)(F)clnoc2clccc(OCCCCelccec(ccl)CC(=0)[0-])c2CCC
Clc1c2nc(n(c2cccl)-clec(0c2cc(S(=0)(=0)C)cec2)cecl)C(C)C
FC(F)(F)c1c2ncc(Cec3cccce3)c(c2cccl)-clec(N(Cc2ccc(cc2)CC(=0)[0-])C)cecl
FC(F)(F)clc2nnc(Cc3cccce3)c(c2cecl)-clec(OCc2c3n(ccc3cec2)C)eecl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clccencl)(F)C(OC)=0
0=C(CC(=0)[C@@]1([C@ @H]2CCc3c(ccee3)[C@]2(CCC1)C)C)C12CC3CC(C1)CC(C2)C3
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S(=0)(=0)(C)clcc(cececl)-clec(cecl)-clc2c(ncclCCC)c(ccc2)C(F)(F)F
S(=0)(=0)(CCC)clcc(0Oc2cc(cecc2)-c2c3c(ncc2C(=0)N)c(ccec3)C(F)(F)F)cccl
external test set
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2nenc3c2cccc3C(F)(F)F)cecl
S(=0)(=0)(CC)clcc(Oc2cc(ccc2)-c2nenc3c2cccc3C(F)(F)F)cecl
S(=0)(=0)(C(C)C)clcc(Oc2cc(cecc2)-c2nenc3c2cccc3C(F)(F)F)cecl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2nenc3c2ccecc3C(F)(F)F)cc(F)cl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2ne(nc3c2ccce3C(F)(F)F)C)eecl
Clclc2nenc(c2cecl)-clec(Oc2ec(S(=0)(=0)C)cec2)cccl
S(=0)(=0)(C)clcc(ceccl)-clec(ceecd)-cinc(nc2clcececc2C(F)(F)F)C
S(=0)(=0)(C)clcc(cececl)-clec(cecl)-clnc(nc2clceccc2C(F)(F)F)CC
S(=0)(=0)(C)clcc(ceccl)-clec(ceed)-cinc(nc2clcececc2C(F)(F)F)-clcceecl
Clclcec(Oc2cc(S(=0)(=0)C)ccc2)ccl-clnenc2clceec2C(F)(F)F
Clclcec(Oc2cc(S(=0)(=0)CC)ccc2)ccl-cinenc2clcccc2C(F)(F)F
Clclcec(Oc2cc(S(=0)(=0)C(C)C)ccc2)ccl-cinenc2clcccc2C(F)(F)F
S(=0)(=0)(C)clcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(CC)clcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(C(C)C)clcc(Oc2cc(-c3ncnc4c3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(C)clcc(Oc2cc(-c3ncncadc3ccccdC(F)(F)F)c(F)cc2)cc(F)cl
S(=0)(=0)(C)clcc(ccc1)COclcce(-c2nenc3c2cccc3C(F)(F)F)c(F)ecl
Clclcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cc(S(=0)(=0)C)cl
Clclcec(0c2cc(S(=0)(=0)C)ccc2)ccl-cinc(nc2clcececc2C(F)(F)F)C
Clclcec(Oc2cc(S(=0)(=0)CC)ccc2)ccl-cInc(nc2clcccc2C(F)(F)F)C
Clclcec(0c2cc(S(=0)(=0)C(C)C)ccc2)ccl-cinc(nc2clcccc2C(F)(F)F)C
Clclcec(Oc2cc(F)ec(S(=0)(=0)C)c2)ccl-cinc(nc2clcccc2C(F)(F)F)C
Clclcec(Oc2cc(F)cc(S(=0)(=0)CC)c2)ccl-cinc(nc2clcccc2C(F)(F)F)C
Clclcec(0Cc2cc(S(=0)(=0)C)ccc2)ccl-cInc(nc2clcccc2C(F)(F)F)C
Clclc2nenc(c2cecl)-clec(Oc2cc(F)ec(S(=0)(=0)C)c2)ccclF
Clclc2nenc(c2ccecl)-clec(Oc2cc(F)ec(S(=0)(=0)CC)c2)ccclF
Clclc2nenc(c2cccl)-clec(OCc2ec(S(=0)(=0)C)ccc2)ccclF
Clclc2nenc(c2cecl)-clec(Oc2cc(S(=0)(=0)CC)ccc2)ccclF
Clc1c2nenc(c2cecl)-clec(Oc2cc(S(=0)(=0)C(C)C)cecc2)ceclF
Clclc2nenc(c2ccecl)-clec(Oc2ec(S(=0)(=0)CCCO[C@H]30CCCC3)ccc2)ccclF
Clc1c2nenc(c2cecl)-clec(Oc2ec(S(=0)(=0)CCCO)ccc2)ccclF
Clclc2nenc(c2ccecl)-clec(Oc2ec(S(=0)(=0)C)ccc2)ccclF
Clclcec(Oc2cc(S(=0)(=0)C)ccc2)ccl-cincnc2clcccc20C
Clclcec(Oc2cc(S(=0)(=0)C)ccc2)ccl-cIncnc2clcccc2Cl
S(=0)(=0)(CCCO)clcc(Oc2cc(-c3ncncac3ccccdC(F)(F)F)c(F)ec2)cecl
S(=0)(=0)(CCCCO)clcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3n(nc2Cc2ccccc2)C(=CC=N3)C(F)(F)F)cccl
S(=0)(=0)(CC)clcc(Oc2cc(cecc2)-c2c3n(nc2Cc2ccccc2)C(=CC=N3)C(F)(F)F)cccl
S(=0)(=0)(CCCO)clcc(Oc2cc(ccec2)-c2c3n(nc2Cc2ccecc2)C(=CC=N3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3N=CC=C(c3nc2Cc2ccccc2)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecec2)-c2n3N=CC=C(c3nc2CC)C(F)(F)F)cccl
S(=0)(=0)(CC)clcc(Oc2cc(ccc2)-c2n3N=CC=C(c3nc2CC)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2n3N=CC=C(c3nc2C(C)C)C(F)(F)F)cccl
Clclccc(Oc2cc(S(=0)(=0)CCCCH#N)ccc2)ccl-cinenc2clcccc2C(F)(F)F

= O
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Clclcec(Oc2cc(S(=0)(=0)CCCCH#N)ccc2)ccl-clnenc2clcccc2Cl
Clclcec(Oc2cc(S(=0)(=0)CCCC(=0)N)ccc2)ccl-cincnc2clcccc2Cl
Clclcec(Oc2cc(S(=0)(=0)CC#N)ccc2)ccl-clnenc2clceccc2C(F)(F)F
Clclcec(Oc2cc(S(=0)(=0)CC(=0)N)ccc2)ccl-cinc2c(cccc2C(F)(F)F)enl
Clclcec(O0c2cc(S(=0)(=0)CC(=0)[0-])ccc2)ccl-cinecnc2clcccc2C(F)(F)F
Clclcee(Oc2cc(S(=0)(=0)NC)ccc2)ccl-cinenc2clcccc2Cl
Clclcec(Oc2cc(S(=0)(=0)N)ccc2)ccl-clnenc2clcccc2Cl
Clclcec(Oc2cc(S(=0)(=0)NC)ccc2)cci-cinenc2clcccc2C(F)(F)F
Clclcec(Oc2cc(S(=0)(=0)N)ccc2)ccl-cInenc2clcecc2C(F)(F)F
S(=0)(=0)(NC)c1cc(Oc2cc(-c3ncnc4c3ccccdC(F)(F)F)c(F)cec2)cecl
Clclc2nenc(c2cecl)-clec(Oc2ec(S(=0)(=0)NC)ccc2)ceclF
S(=0)(=0)(CCCC#N)clcc(Oc2cc(-c3ncncdc3cceccdC(F)(F)F)c(F)cec2)cecl
S(=0)(=0)(CCCC(=0)N)clcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(CCCC(=0)[0O-])cicc(Oc2cc(-c3ncncac3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(CCC[NH3+])clcc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cec2)cecl
S(=0)(=0)(CCCCCHN)clcc(Oc2cc(-c3ncncdc3ceccdC(F)(F)F)c(F)ec2)cecl
S(=0)(=0)(CCCS(=0)(=0)C)clcc(0c2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(CCCCC(=0)N)c1cc(Oc2cc(-c3ncncdc3ccccdC(F)(F)F)c(F)cc2)cecl
S(=0)(=0)(CCCC[NH3+])clcc(Oc2cc(-c3ncncdc3cceccdC(F)(F)F)c(F)cec2)cecl
S(=0)(=0)(CCCCNS(=0)(=0)C)clcc(Oc2cc(-c3ncncac3ccccdC(F)(F)F)c(F)cc2)cecl
Clclc2nenc(c2cecl)-clec(Oc2cec(S(=0)(=0)C)c(cc2)C(=0)N)ccclF
Clclc2nenc(c2cecl)-clec(Oc2cc(S(=0)(=0)CCC[NH3+])ccc2)ceclF
Clclc2nenc(c2ccecl)-clec(Oc2cc(S(=0)(=0)CCCCH#N)ccc2)ceclF
Clclc2nenc(c2cecl)-clec(Oc2ec(S(=0)(=0)CCCNS(=0)(=0)C)ccc2)ccclF
Clclc2ncenc(c2cccl)-clec(Oc2cc(S(=0)(=0)CCCCNS(=0)(=0)C)ccc2)ccclF
Clc1c2nenc(c2cecl)-clec(Oc2ec(S(=0)(=0)CCCCCH#N)ccc2)ceclF
Clclc2nenc(c2cccl)-clec(Oc2cc(S(=0)(=0)CCCCC(=0)N)ccc2)ccclF
Clclc2nenc(c2cecl)-clec(Oc2cc(S(=0)(=0)CCCC(=0)N)ccc2)ccclF
Clclcec(Oc2cc(S(=0)(=0)CCCCH#N)ccc2)ccl-clnc(nc2clcccc2C(F)(F)F)C
Clclcec(Oc2cc(S(=0)(=0)CCCCCH#N)ccc2)ccl-clnc(nc2clcccc2C(F)(F)F)C
Clclcec(Oc2cc(S(=0)(=0)CCCNS(=0)(=0)C)ccc2)ccl-clnc(nc2clcccc2C(F)(F)F)C
Clclcec(Oc2cc(S(=0)(=0)CCCCNS(=0)(=0)C)ccc2)ccl-cinc(nc2clcccc2C(F)(F)F)C
delete

Name
FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cccl)-clec(OCc2ccc(cc2)CC(=0)[0-])cccl

FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cccl)-clec(OCc2ecc(cc2)[C@@H](CC=C)C(=0)[0-])c

)(F)
)(F)
FC(F)(F)clc2ncc(Ce3cccee3)c(c2cecl)-clec(OCc2ccc(cc2)CC(=0)[0-])cecl
FC(F)(F)c1c2ncc(Ce3cccee3)c(c2cccl)-clec(OCc2cc(C)c(cc2C)CC(=0)[0-])cecl
FC(F)(F)c1c2ncc(Cc3cccee3)c(c2cccl)-clec(ceecl)COclcec(C)c(ccl1C)CC(=0)[0-]
FC(F)(F)clc2ncc(Ce3cccee3)c(c2cccl)-clec(ceccl)CNeleec(cecl)CC(=0)[O-]
FC(F)(F)clc2ncc(Ce3cccee3)c(c2cccl)-clec(cccl)CNelc2c(ceel)c(cec2)C(=0)[0-]
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2ceceec2)CCCC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cc(ccc2)CCO)CCCC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2nceec2)CCCC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2cenecc2)CCCC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2ccececc20)CCCC)cecl
FC(F)(F)C(O)(C(F)(F)F)c1ccc(N(Cc2cc(O)ccc2)CCCC)ecl
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3.400
3.200
5.000
3.667
7.750
6.714
4.486
4.250
7.667
4.000
3.600
4.500
5.333



Fclccec(CN(CCCC)c2cec(cc2)C(O)(C(F)(F)F)C(F)(F)F)c10
Clclcc(Cl)cc(CN(CCCC)c2ccc(cc2)C(O)(C(F)(F)F)C(F)(F)F)c10
Clc1cc(cc(OC)c10OC)CN(CCCC)clcec(ccl)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cc(Cl)c10)CN(CCCC)clcec(cc1)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cc(Cl)c1)CN(CCCC)clcec(ccl)C(O)(C(F)(F)F)C(F)(F)F
Clclec(cc(Cl)c10C)CN(CCCC)elecc(cc)C(O)(C(F)(F)F)C(F)(F)F

Clclcc(S(=0)(=0)[C@@](C(OC)=0)(C)[C@@H]2CCc3c([nH]c4c3cc(Cl)ccd)C2)ccclCl

Clclcc(S(=0)(=0)[C@@](C(OC)=0)(C)[C@@H]2CCc3c([nH]c4c3cc(Cl)ccd)C2)cccl
Clclcc(S(=0)(=0)[C@](F)(C(OC)=0)[C@@H]2CCc3c([nH]c4c3cc(Cl)ccd)C2)cccl
Clclcc2c3CC[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clcc(F)cccl)(F)C(0C)=0
Brclcc(S(=0)(=0)[C@](F)(C(OC)=0)[C@ @H]2Cc3c([nH]c4c3cc(Cl)ccd)C2)cccl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clnccecl)(F)C(OC)=0
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@@](S(=0)(=0)clccececcl)(F)C(OC)=0
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcceecl)(F)clocnnl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcccecl)(F)cloc(nnl)ClCCl
Clclcc2c3C[C@H](Cc3[nH]c2ccl)[C@ @](S(=0)(=0)clcccecl)(F)clonc(nl)C
FC(F)(F)clc2ncc(Cc3cccee3)c(c2cccl)-clec(Oc2cec(ccc2)C(0C)=0)cccl
FC(F)(F)clc2ncc(c(c2ccecl)-clec(Oc2cc(cec2)CO)cecl)-clcccecd
Clclc2ncc(c(c2cecl)-clec(Oc2cec(cc2)CO)cccl)-cleccecl
FC(F)(F)c1c2ncc(C)c(c2cccl)-clec(Oc2cc(ccc2)C(0C)=0)cccl
FC(F)(F)clc2ncc(C)c(c2cecl)-clec(Oc2cec(ccc2)CO)eecl
FC(F)(F)clc2ncc(C)c(c2cccl)-clec(Oc2ccc(cc2)CO)cecl
Clclc2ncc(C)c(c2cecl)-clec(Oc2cc(ccc2)C(0C)=0)cccl
Clc1c2ncc(C)c(c2cecl)-clec(Oc2cec(cecc2)CO)cecl
FC(F)(F)clc2ncc(Cc3cccee3)c(c2cecl)-clec(Oc2cec(O)cc2)cecl
S(=0)(=0)(C)clccc(Oc2cc(cecc2)-c2c3c(ncc2C)c(cce3)C(F)(F)F)ccl
S(=0)(=0)(C)clcccecc10clcec(ceccl)-clc2c(neclC)c(ccc2)C(F)(F)F
Clc1c2ncc(C)c(c2cecl)-clec(Oc2ec(S(=0)(=0)C)ccc2)cccl
S(=0)(=0)(CC)clcc(Oc2cc(cecc2)-c2c3c(ncc2C)c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(CCC)clcc(Oc2cc(cecc2)-c2c3c¢(ncec2C)c(ccc3)C(F)(F)F)cecl
S(=0)(=0)(C(C)C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C)c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(CC(C)C)clcc(Oc2cc(cec2)-c2c3c(ncc2C)c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(CCC(C)C)clcc(Oc2cc(ccc2)-c2c3c(ncec2C)c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(CCCO)clcc(Oc2cc(cecc2)-c2c3c(ncc2C)c(cece3)C(F)(F)F)cccl
S(=0)(=0)(CCCOC)clcc(Oc2cc(ccc2)-c2c3c(ncc2C)c(cce3)C(F)(F)F)ceccl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(nec2C)c(cce3)C(F)(F)F)ccc10C
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C)c(cce3)C(F)(F)F)cc(F)cl
Clclcc(Oc2cc(cec2)-c2c3c(ncc2C)c(cee3)C(F)(F)F)cc(S(=0)(=0)C)cl
S(=0)(=0)(CCCO)clcc(Oc2cc(cec2)-c2n3c(nc2C)C(=CC=C3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2Cc2ccccc2)C(=CC=C3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2n3c(nc2C[NH+]2CCCC2)C(=CC=C3)C(F)(F)F)cccl
S1CC[NH+](C1)Cc1nc2n(C=CC=C2C(F)(F)F)c1-clcc(Oc2cc(S(=0)(=0)C)ccc2)cecl
S(=0)(=0)(C(F)(F)F)clcc(Oc2cc(ccc2)-c2n3c(nc2C(C)C)C(=CC=C3)C(F)(F)F)cccl
CIC=1c2n(C=CC=1)c(-c1lcc(Oc3cc(S(=0)(=0)N)ccc3)cecl)c(n2)C(C)C
S(=0)(=0)(Cclcc(0Oc2cc(cec2)-c2n3c¢(nc2C(C)C)C(=CC=C3)C(F)(F)F)cccl)C
S(=0)(=0)(C)clcc(OCc2cc(ccc2)-c2n3c(nc2CC)C(=CC=C3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(cececl)-cleec(ccl)-c1n2c(ncl1C(C)C)C(=CC=C2)C(F)(F)F

5.125
3.069
6.600
6.000
6.500
5.667
2.817
5.467
3.226
3.476
3.333
3.089
6.450
4.694
3.494
7.778
4.358
3.357
4.337
>2.29885057471264
4.857
4.226
4.338
4.917
4.107
3.643
>1.78571428571429
3.091
3.813
8.846
4.389
7.531
9.077
3.357
5.938
6.829
3.474
9.333
>5.31914893617021
7.284
>3.584229390681
4.500
>5.15463917525773
>7.35294117647059
>5.3475935828877
>3.42465753424658
>6.02409638554217



O=C(NC(=0)[C@@]1([C@@H]2CCc3c(cccc3)[C@]2(CCCL)C)C)CL(CCCCC)clcccecl
FC(F)(F)clnoc2clccc(OCCCOc1cec(ccl)CC(=0)[0-])c2CCC
Clclcc(cccIN(CCCOclcec2c(onc2C(F)(F)F)c1CCC)C)CC(=0)[0-]
FC(F)(F)c1noc2clccc(OCCCN(C)clcec(C)c(cc1)CC(=0)[0-])c2CCC
FC(F)(F)c1cc(N(CCCOc2ccc3c(onc3C(F)(F)F)c2CCC)C)ccclCC(=0)[0-]
FC(F)(F)C(O)(C(F)(F)F)clccc(N(Cc2nceec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(=0)NC)c2ccecec2)CC)ccl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](C(=0)N2CCOCC2)c2ccccc2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(C(C(OC)=0)(C)c2ccecec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N(C(C(=0)N(C)C)(C)c2cceec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCCO)c2cccec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCC(=0)[0O-])c2ccecec2)CC)ecl
FC(F)(F)C(O)(C(F)(F)F)clccc(N([C@@H](COCC(=0)NC)c2cccec2)CC)ecl
Clclcc(cccIN([C@@H](COclccc(cc1)CC(OC)=0)clcccecl)CC)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cccIN([C@@H](COclccc(ccl)CC(=0)[0-])clccececcl)CC)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cccIN([C@@H](COclccc(cc1)C(=0)[0-])clcccecd)CC)C(O)(C(F)(F)F)C(F)(F)F
Clclcc(cccIN([C@@H](COclcec(ccl)CCC(=0)[0-])clcccecl)CC)C(O)(C(F)(F)F)C(F)(F)F
Clclc(ccccl C(F)(F)F)C[NH+](CC(clccecccl)clccececcl)CCCOclcc(ceccl)CC(=0)[0-]
FC(F)(F)clc2ncc(Cc3cccece3)c(c2cecl)-clec(NCc2cec(cc2)CC(=0)[0-])cccl
FC(F)(F)clc2ncc(C)c(c2cccl)-clec(NCc2cec(cc2)CC(=0)[0-])cccl
FC(F)(F)clc2ncc([C@H](0O)c3cccce3)c(c2cccl)-clec(NCc2cec(cc2)CC(=0)[0-])cccl
FC(F)(F)clc2ncc(CHN)c(c2cecl)-clec(NCec2ccc(cc2)CC(=0)[0-])cecl
0O=C(clcnc2c(ccec2C)cl-clec(NCc2cec(cc2)CC(=0)[0-])ccecl)clcccecl
0O=C([0-])Cclccc(cc1)CNelcec(cecl)-clc2e(ncclCeleccecl)c(cec2)C
Fclc2ncce(C(=0)c3cceece3)c(c2cecl)-clec(NCc2ceec(cc2)CC(=0)[0-])cccl
0O=C(clcnc2c(ccec2)cl-clec(NCe2cec(cc2)CC(=0)[0-])cecel)cleccecl
Clclc2ncc(C(=0)c3cceee3)c(c2cecd)-clec(NCc2cec(cc2)CC(=0)[0-])cccl
Clc1c2ncec(Cc3cecee3)c(c2cecl)-clec(NCe2ccc(cc2)CC(=0)[0-])cccl
FC(F)(F)c1c2ncc(C(=0)c3cccee3)c(c2cecl)-clec(NCe2cec(ccc2)CC(=0)[0-])cccl
FC(F)(F)c1c2ncc(C(=0)c3cecce3)c(c2cccl)-clec(NCc2cecc(OCC(=0)[0-])cc2)cccl
FC(F)(F)clc2ncc(C(=0)c3cccce3)c(c2cccl)-clec(NCc2ccc(cc2)C(=0)[0-])cecl
FC(F)(F)c1c2ncc(C(=0)c3cecce3)c(c2cecl)-clec(NCe2ccec(cc2)[C@H](C(=0)[0-])C)cccl
FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cecl)-clec(NCe2ccec(cc2)C(C(=0)[0-])(C)C)cccl
FC(F)(F)
FC(F)(C(=0)[0-])clcce(cc1)CNelcec(cecl)-clec2e(ncclC(=0)clcccccl)c(ccc2)C(F)(F)F
FC(F)(F)c1c2ncc(C(=0)c3cecee3)c(c2cccl)-clec(NCe2cecc(cc2)CC(=0)N)cecl
FC(F)(F)c1c2ncc(C(=0)c3cccee3)c(c2cccl)-clec(NCe2ccc(cc2)CCO)cecl
FC(F)(F)c1c2ncc(C(=0)c3cecece3)c(c2cccl)-clec(NCe2cccec2)cecl
FC(F)(F)c1c2ncc(C(=0)c3cccce3)c(c2cecl)-clec(NCe2ccc(cc2)CO)eecl
FC(F)(F)clc2nn(Cc3cccce3)c(c2cecl)-clececcl
Fclcece(ccl)-cin(nc2clcccc2C(F)(F)F)Cclcec(cclC)C
Clclcc(F)ccc1Cnlnc2c(cccc2C(F)(F)F)cl-clccc(F)ccl
Fclccececc1Cnlnc2c(ccec2C(F)(F)F)cl-clcec(F)ccl
Clclcceccc1Cnlinc2c(cccc2C(F)(F)F)cl-clcec(F)ecl
Fclcece(cel)-cin(nc2clccec2C(F)(F)F)Cclcec(F)ccl
Clclcec(ccl)Cnlnc2c(cccc2C(F)(F)F)c1-clcec(F)ccl
Clclcc(F)c(cc1)Cninc2c(cccc2C(F)(F)F)c1-clcec(Cl)ccl

F)clc2ncc(C(=0)c3cecce3)c(c2cccl)-clec(NCe2cecc(cc2)[C@@H](0)C(=0)[0-])cccl

3.500
7.300
3.706
4.500
3.333
3.261
0.509
3.857
6.250
3.333
0.375
0.678
0.581
6.667
5.000
5.000
8.571
8.333
4.000
3.721
6.809
4.438
3.273
4.200
6.118
4.221
3.333
3.571
5.600
5.325
3.043
5.846
4.526
3.953
3.872
7.857
6.296
5.356
7.070
6.805
7.800
7.458
7.515
9.281
6.469
6.914
6.842



Clclcc(F)ccclCnlnc2c(cccc2C(F)(F)F)cl-clcec(Cl)ecl
ClclccccciCninc2c(cccc2C(F)(F)F)c1-clcec(Cl)ecl
Clclccec(ccl)-cln(nc2clcccc2C(F)(F)F)CclccceclF
Clclcec(ccl)-cin(nc2clcccc2C(F)(F)F)Cclccecccl1C(F)(F)F
FC(F)(F)c1c2ncc(Cc3ccece3)c(c2cecl)-clec(Oc2cec(ccc2)C(=0)NC(C)C)cecl
FC(F)(F)c1c2ncc(Cc3cccee3)c(c2cccl)-clec(Oc2cc(ccc2)C(=0)N(CC)CC)cccl
FC(F)(F)clc2ncc(Cc3cccce3)c(c2cecl)-clec(Oc2ec(ccc2)C(=0)N2CCCC2)cecl
FC(F)(F)clc2ncc(Ce3cccee3)c(c2cccl)-clec(Oc2cc(ccc2)C(=0)N2CCCCC2)cecl
FC(F)(F)clc2ncc(Cc3ccece3)c(c2cecl)-clec(Oc2ec(ccc2)C(=0)N2CCOCC2)cecl
Clc1c2ncc(C)c(c2cecl)-clec(Oc2ec(cec2)C(=0)NC(C)C)cccl
Clclc2ncc(C)c(c2cecl)-clec(Oc2ec(cecc2)C(=0)N(CC)CC)cccl
Clclc2ncc(C)c(c2cecl)-clec(Oc2cec(cec2)C(=0)N2CCCCC2)cecl
Clclc2nnc(Cc3cccce3)c(c2cecl)-clec(OCc2cccec2)cecl
Clclcceccc1COclcec(cecl)-clc2c(nnclCclcecccl)c(Cl)cecc2
Clclc2nnc(Cc3ccece3)c(c2cecl)-clec(OCc2cc(cecc2)C(F)(F)F)cecl
Clclccec(C(F)(F)F)c1COclcc(cecl)-clc2c(nncl-cleccecl)c(Cl)ccc2
Clclc(ccecl C(F)(F)F)CNclcc(ceecl)-clec2e(nncl-cleccccl)c(Cl)cecc2
Clc1c2nnc(c(c2cccl)-clec(NCc2c3n(cecec3cecc2)C)eccl)-cleccecl
FC(F)(F)clc2ncc(Cc3cccce3)c(c2cccl)-clec(NCc2c3[nH]ccec3cec2)cecl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)NCC)c(ccc3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(OCC)=0)c(ccc3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C(=0)[0-])c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C#N)c(cce3)C(F)(F)F)cecl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2-n2nnnc2)c(cce3)C(F)(F)F)ceccl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C[NH3+])c(ccec3)C(F)(F)F)cecl
S(=0)(=0)(C)clcc(Oc2cc(cecc2)-c2c3c(ncc2C(=[NH2+])N)c(ccc3)C(F)(F)F)cccl
S(=0)(=0)(C)clcc(Oc2cc(ccc2)-c2c3c(ncc2C(=0)N)ccce3)cccl
Clc1c2nc(n(c2cccl)-clec(Oc2cc(S(=0)(=0)C(F)(F)F)ccc2)cecl)C
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3C(F)(F)F)c(ccecd)C(F)(F)F)ccec2)cecl
S(=0)(=0)(C)clcc(Oc2cc(-n3c4c(nc3CC(C)C)c(cccd)C(F)(F)F)cece2)cecl
S(=0)(=0)(C)clcc(Oc2cc(-n3cdc(nc3-c3ccecee3)c(cccd)C(F)(F)F)cece2)cecl
Clclcec(0c2cc(S(=0)(=0)C)ccc2)ccl-n1c2c(nclC)c(Cl)ccc2
Clclcec(Oc2cc(S(=0)(=0)CC)ccc2)ccl-n1c2c(nclC)c(Cl)ccc2
Clclcec(Oc2cc(F)ec(S(=0)(=0)C)c2)cci-n1c2c(nclC)c(Cl)cec2
Clclcec(Oc2cc(S(=0)(=0)C(F)(F)F)ccc2)ccl-n1c2c(nclC)c(Cl)cecec2
S(=0)(=0)(CC)clcc(ccecl)-cleec(cecl)-cinc2c(nclC)c(ccec2)C(F)(F)F
S(=0)(=0)(C)clcc(ceccl)-cleec(ccl)-cinc2c(ncl1CC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(cececl)-cleec(cecl)-cinc2c(nclC)c(ccc2)CHN
S(=0)(=0)(C)clcc(ceccl)-cleec(ccl)-cinc2c(nclC)c(OC)ccc2
S(=0)(=0)(C)clcc(cececl)-clec(ceecl)-clc2c(ncclC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clccc(ccl)-clec(ceecd)-clc2c(ncclC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(ceccl)-clec(ceed)-clc2c(ncclCeleccecl)c(cecc2)C(F)(F)F
S(=0)(=0)(C)clccc(ccl)-clec(ceecd)-clc2c(ncclCeleccecl)c(cecc2)C(F)(F)F
S(=0)(=0)(C)clcc(cecc1C)-clec(cecel)-clc2c(neclC)e(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(ccc10C)-clec(cecl)-clc2c(ncclC)c(ccc2)C(F)(F)F
S(=0)(=0)(C)clcc(ccclF)-clec(cecl)-clc2c(ncclC)c(cecc2)C(F)(F)F
S(=0)(=0)(C)clcc(-c2cc(cecc2)-c2c3c(ncc2C)c(cece3)C(F)(F)F)c(F)cclF

8.400
9.475
8.000
9.688
7.400
4.286
4.615
6.897
7.895
3.570
9.000
8.333
3.913
6.571
6.200
5.108
9.421
6.200
3.526
9.403
3.300
5.933
6.091
5.027
5.779
5.815
>3.50877192982456
9.150
3.923
4.000
4.273
3.784
3.429
9.362
5.000
>7.57575757575758
9.167
>3.34448160535117
>2.53164556962025
5.000
>2.8169014084507
4.667
3.413
3.750
>1.58982511923688
5.882
3.030



S(=0)(=0)(C)clcc(-c2cc(cec2)-c2c3c(ncec2)c(cce3)C(F)(F)F)c(F)cclF 5.102
O(C(=0)[C@@]1([C@@H]2CCc3c(cc(O)cc3)[C@]2(CCC1)C)C)clcc2c(CC[C@H]3[C@](CCi 3.103
FC(F)(F)clc2ncc(Cc3cccce3)c(c2cecl)-clec(Oc2cec(cec2)CO)cccl 6.410



