Methodologies for structure preparation

The preparation of chemical structures was mainly carried out using pipeline
pilot and OCHEM tools. First, the Pipeline Pilot was employed to build a protocol
(seen in Figure 1) consisting of multiple components. Using this protocol, only the
main ingredients in mixtures were kept, the inorganic and organometallic compounds
were removed, and salts were recognized and converted to the parent forms. Then, we
used Online Chemical Database and Modeling Environment (OCHEM) to identify
and remove duplicates, since the duplicate compounds can dramatically bias
performance of the methods and conclusion. The Excel tables with the structures were
uploaded to OCHEM web site, selecting the created basket and clicking "Show only

duplicates”, and all the duplicates were displayed.
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Figure 1 Pipeline pilot protocol for structure preparation



Table S1 Chemical structures used for modeling and analysis

Label Smiles Dataset
1 CCC1(C(=0O)NCNC1=0)c2cceec? training
1 CC(CN1c2cccec2Sc3cccec13)N(C)C training
1 CC(=0)O[C@H]1Cc2ccccc2N(C(=0)N)c3ceececl3 training
1 [O-]IN+](=0)cloc(\C=N\N2CC(=0)NC2=0)ccl training
1 CCCCCCCCCC(=0)OCCN1CCN(CCCN2c3ccccc3Scacece(cc24)C(F)(F)F)CC -

1 training
CC[C@H]10C(=0)[C@H](C)[C@@H](O[C@H]2C[C@@](C)(OC)[C@@H]
1 (O)[C@H](C)02)[C@H](C)[C@@H](C[C@@H]30[C@H](C)C[C@@H]([C training
@HI30)N(C)C)[C@](C)(O)C[C@R@H](C)C(=O)[C@H](C)[C@@H](0)[C@]
1(C)O
1 CN1C(=C(JO-]c2cceec2S1(=0)=0)C(=0)Nc3nce(C)s3 training
1 Cclc(OCC(F)(F)F)cenclCS(=0)c2nc3ccccc3[nH]2 training
1 CCL(C)S[C@@H]2[C@H](NC(=0O)[C@H](N)c3ccc(O)cc3)C(=0)N2[C@H]1 -
C(=0)0 training
1 CCCC(=0)Nclcec(OCC(O)CNC(C)C)e(c1)C(=0)C training
1 CCCL(C)CC(=0)NC1=0 training
1 COCCCOclcenc(CS(=0)c2nc3ccecc3[nH]2)c1C training
1 Nclnnc(c(N)nl)c2ccec(Clhc2Cl training
1 CN1C(=0)C(=C(N=C1C(C)(C)NC(=0)c20c(C)nn2)C(=0O)NCc3ccc(F)cc3)[O- .
] training
1 CC(C)NCC(0O)COclceeece2[nH]cecl2 training
1 CCCNCC(0)COclcceeclC(=0)CCc2ccecc2 training
1 CC(=0)OC1(CCC2C3C=C(CI)C4=CC(=0)C5CC5C4(C)C3CCC12C)C(=0)C training
1 C[C@@H]L[C@H]2[C@H]([O-])[C@H]I3[C@H](N(C)C)C(=O)C(=C([O- training
DIC@@]3(0)C(=0)C2=C([O-])c4c([O-])ccccl4)C(=0)N
1 OC(=0)[C@@H]1C[C@H](CN1C(=0)CP(=0)(O)CCCCc2ccccc2)C3CCCCC .
3 training
1 Cclcce(ce(C)c10c2ne(Ne3cee(ce3)CH#N)nc(N)c2Br)C#N training
1 CC[C@H](C)C(=0)0O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC][ training
C@@H]3C[C@@H](O)CC(=0)O3)[C@@H]12
1 CC(C)(C)NC(=0O)[C@@H]1CC2CCCCC2CN1C[C@@H](O)[C@H](Cc3ccce training
c3)NC(=0)[C@H](CC(=O)N)NC(=0)c4cce5eecececsnd
1 NC(=0O)N1c2ccccc2C=Cc3cccecl3 training
1 Cc1cc20C0c2cc1CC(=0)c3scce3S(=0)(=0)Ncdonc(C)c4Cl training
1 CC(C)CCCC(C)CCCC(C)CCCC(=CCC1=C(C)C(=0)c2cceccc2C1=0)C training
1 C[NH+](C)C1C2CC3C(=C([O- training
])c4c(O)cececcdC3(C)0)C(=0)C2(0)C(=0)C(=C(N)[O-])C1=0
1 NS(=0)(=0)Cclnoc2cccecl? training
1 N[C@@H](Cclccc(O)ccl)C(=0)0 training
1 Cclonc(NS(=0)(=0)c2ccc(N)cc2)cl training
1 CN1CCN(CCCN2c3cccec3Scacec(cc24)C(F)(F)F)CC1 training
1 NC(=0)N1c2ccccc2CC(=0)c3ceeeccl3 training
1 [O-]C(=0)CclccecccINc2¢(Cl)cecec2Cl training
1 CC(C)cle(C(=0)Nc2cceeec2)ce(c3cceceee3)c(cacec(F)ecd)nlCC[C@@H](O)C[C trainin
@@H](0)CC(=0)0 °
1 CCOC(=0)C(CCclcececcl)NC(C)C(=0)N2C3CCCC3CC2C(=0)0 training
1 CCNC1CC(C)S(=0)(=0)c2sc(cc12)S(=0)(=0)N training
1 COC(=O)N[C@H](C(=O)N[C@@H](Cclcccccl)[C@@H](O)CN(Cc2cce(cc? training
)c3cececen3)NC(=0)[C@@H](NC(=0)OC)C(C)(C)C)C(C)(C)C
1 C[C@H](N[C@@H](CCclcceecl)C(=0)0)C(=0)N2Cc3ccecc3C[C@H]2C(= .
0)0 training
1 Cclcenc2N(C3CC3)c4nceec4C(=0)Ncl2 training
1 Nclnc2ccc(OC(F)(F)F)cc2sl training
1 Nclcccc2C(=0)N(Ccl2)C3CCC(=0)NC3=0 training
1 CCOC(=0)C(CCclccececcl)NC(C)C(=0)N2CCCC2C(=0)0 training




1 COCclc(nc(C(C)C)c(C=CC(O)CC(O)CC(=0)0)clc2ecc(F)ecc2)C(C)C training
1 CNI1CCN(CC1)C2=Nc3cc(Cl)ccc3Ncdccccc24 training
1 OC(=0)CclcceccINc2ce(Cl)ecec2Cl training
1 Nclnc(NC2CC2)c3ncn(C4CC(CO)C=C4)c3nl training
1 C[C@@](Cclcce(O)c(0)c)(NN)C(=0)O training
1 CC(=0)OC1C(=0)C2(C)C(0)CC30CC3(OC(=0)C)C2C(OC(=0O)c4cceecd)Ch training
(0)CC(OC(=0)C(O)C(NC(=0)cbeecceb)c7ececc?)C(=C1LC5(C)C)C

1 CCC[C@H](N[C@H](C)C(=O)N1[C@H]2CCCC[C@H]2C[C@H]1C(=0)0O) -

training
C(=0)0CC

1 Cclccec(Nc2ceccc2C(=0)0)clC training
1 NNclnncc2ceeecl? training
1 CCC(C)C(=0)OC1CC(0)C=C2C=CC(C)C(CCC(O)CC(0)CC(=0)0)C12 training

1 NCCCC[C@H](N[C@@H](CCclccceel)C(=0)0)C(=0)N2CCC[C@H]2C(= -
0)0 training
1 OCCNI1CCN(CCCN2c3ccccc3Scaccec(cc24)C(F)(F)F)CC1 training
1 CC(=C(C#N)C(=0O)Nclcce(ccl)C(F)(F)F)O training
1 CN1CCN(CCCN2c3ccece3Sc4cece(Cl)cc24)CCL training
1 Nclnc(F)nc2¢1ncn2C30C(CO)C(O)C30 training
1 CC(C)N(CCC(C(=0O)N)(clcccecl)c2eceen2)C(C)C training

CCC(C)CINC(=0)C(Cc2ccc(0)cc2)NC(=0)C(N)CSSCC(NC(=0)C(CC(=0O)N
1 )JNC(=0)C(NC1=0)C(C)O)C(=0)N3CCCC3C(=0)NC(CC(C)C)C(=O)NCC(= training
O)N
1 NC1=NC(=O)N(C=C1)C2CSC(CO)02 training
1 [NH-]JC1CCCCC1]NH-] training
1 CCCC1=CC(=O)NC(=S)N1 training
1 C[C@@H]1C2C(0)C3[C@H](N(C)C)C(=0)C(=C(O)[C@@]3(O)C(=0)C2=C training
(O)c4c(O)ececl4)C(=0O)N
1 C[C@@H](N[C@@H](CCclccececl)C(=0)O)C(=0)N2CCCI[C@H]2C(=0)0O training
CN[C@H]1[C@H](O)[C@@H](O)[C@H](CO)O[C@H]10[C@H]2[C@H](O
1 [C@H]3[C@H](O)[C@Q@H](O)[C@H](N=C(N)N)[C@@H](O)[C@@H]3N= training
CIN)N)O[C@@H](C)[C@]2(0)C=0
1 CC(=0)0OC12COC1CC(0)C3(C)C2C(OC(=0)c4cceecd)C5(0)CC(OC(=0)C( training
O)C(NC(=0)OC(C)(C)C)cbeeeeeh)C(=C(C(0)C3=0)C5(C)C)C
1 CCN1C(=0O)NC(C1=0)c2cccec? training
1 CSclccc2Sc3ccccc3N(CCCACCCCN4AC)c2cl training
1 CCC(C)(C)C(=0)O[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C training
@@H]3C[C@@H](0)CC(=0)03)[C@@H]12
1 OC(=0)CN1C(=0)[C@H](CCc2cccccl2)N[C@H](CCc3cceec3)C(=0)0 training
1 CN1C(=0)CC(=0)N(c2cccec2)c3cec(Cl)eccl3 training
1 C[C@H](N[C@@H](CCclcceeecl)C(=0)0)C(=0)N2[C@H]3CCC[C@H]3C[ training
C@H]2C(=0)0
1 COclcc(\C=C/2\SC(=0O)N(CC(=0)Nc3ccc(F)cec3F)C2=0)ccclOc4cec(cca[N+] training
EO0)[O-DIN+](=O)[O-]

1 CCC(C)C(=0)OC1CC(C)C=C2C=CC(C)C(CCC3CC(O)CC(=0)03)C12 training

1 CN(C)C1C2C(0)C3C(=C(0)c4c(0)ccccaC3(C)0)C(=0)C2(0)C(=C(C(=0O)N) -
C1=0)[0-] training
1 CC(C)NCC(O)COcleec(CC(=0O)N)cel training
1 CN(C)CCCN1c2cceec2CCce3ccc(Cl)ecl3 training
1 CC1CN(CC(C)ND)c2¢(F)c(N)c3C(=0)C(=CN(C4CC4)c3c2F)C(=0)0 training
1 CC1Cc2ccccc2NINC(=0)c3ccc(Cl)e(c3)S(=0)(=0)N training
1 COclcc2N(C=C(C(=0)0)C(=0)c2cclCc3ccec(Cl)ec3R)[C@H](CO)C(C)C training
1 CCC(=0)OC(OP(=0)(CCCCclcceeccl)CC(=0)N2CCc(CCc2Cc(=0)[0- training

C3CCCCC3)C(C)C

1 NC1CClc2cceec? training
1 CC(NC(CCclcceecl)C(=0)0)C(=0)N2C3CCCCC3CC2C(=0)0 training
1 COclcce2neec([C@QH](O)[C@H]3C[C@@H]4CCN3C[C@@H]4C=C)c2cl training
1 CC(C)NCC(O)COclccec2cceccl? training




CC(C)(C)NC(=0)C1CN(Cc2ccecnc2)CCN1CC(0)CC(Ce3cecece3)C(=0)NCc4C(

1 training
0)Cc5cceecds
1 O[C@@H](CC[C@@H]1[C@H](N(C1=0)c2ccc(F)cc2)c3cec(O)ce3)cdccce(F) .
cod training
1 CC(C)CC(N(C)C)C1(CCCl)c2ccc(Chec2 training
1 CC[C@H](C)C(=0O)O[C@H]1C[C@H](O)C=C2C=C[C@H](C)[C@H](CC[C training
@@H](O)C[C@E@H](O)CC(=0)0)[C@@H]12
1 CCOC(=0)C(CCclccececcl)NC2CCe3ecccc3N(CC(=0)0)C2=0 training
1 C[C@H](CS)C(=O)N1CCC[C@H]1C(=0)O training
1 CC1C2C(0)C3C([NH+](C)C)C(=0)C(=C(N)[O- training
NC(=0)C3(0)C(=0)C2=C([O-])c4c(O)ccecll
1 CCCNC1CCc2nc(N)sc2C1 training
1 CC(C)CN(C[C@@H](OP(=0O)([O-])[O- training
DIC@H](Cclceccccl)NC(=0)O[C@H]2CCOC2)S(=0)(=0)c3cce(N)ec3
1 0O=C1NC=Nc2[nH]ncc12 training
1 NNC(=O)clcenccl training
1 CCOC(=0)C(CCclcccccl)NC(C)C(=0)N2Cc3ccecec3CC2C(=0)0 training
1 O=C1INC(=0)C(N1)(c2cccee2)c3cecee3 training
1 Nclcec(O)c(cl)C(=0)0 training
1 COclcc2C[C@H](N(Cc2cclOC)C(=0)[C@H](C)N[C@@H](CCc3cceee3)C( training
=0)0O)C(=0)O
1 COclcc(C)e(C=CC(=CC=CC(=CC(=0)O)C)C)c(C)c1C training
1 CCCCCCCCCCCC(CC10C(=0)C1CCCCCC)OC(=0)C(CC(C)C)NC=0 training
1 CN(C)CCCC1(0Cc2cc(cccl2)C#N)c3cec(F)ee3 training
1 CCOC(=0)C(CCclccecccl)NC2CCCN3CCCC(N3C2=0)C(=0)0 training
1 Cclec(C=CC#N)cc(C)c1Nc2cenc(Ne3cec(cc3)C#N)n2 training
1 CC(C)NCC(O)COcleec(COCCOC(C)C)ecl training
1 CC(=0)NS(=0)(=0)clccc(N)ccl training
1 FC(F)(F)C1(OC(=0)Nc2cce(Clec12)C#CC3CC3 training
1 Nclnc(F)nc2¢1ncn2C30C(COP(=0)(0)0)C(0)C30 training
1 Nclnc(Chnc2¢1ncn2C3CC(0)C(CO)03 training
1 C[NH+](C)C1C2CC3C(0O)c4c(Cl)cec(0)caC(=C3C(=0)C2(0)C(=0)C(=C(N)[ training
0-)C1=0)0
1 CCCC(CCC)C(=0)0 training
1 C[C@](N)(Cclccc(0)c(0)c1)C(=0)0 training
1 NC(=O)NO training
1 CC(=0O)N(O)CCCCCNC(=0)CCC(=0O)N(O)CCCCCNC(=0)CCC(=0)N(0O)C .
CCCCN training
1 Clclccec(N2CCN(CCCCOc3ccc4CCC(=0)Nc4c3)CC2)c1Cl training
CO[C@H]1C=CO[C@@]2(C)Oc3c(C)c(0)c4c(0)c(NC(=0)C(=CC=C[C@H](
0 O)[C@H](0)[Ce@@H](C)[C@@H](0)[C@@H](C)[C@H](OC(=0)C)[Ce@ training
H]1C)C)c5c¢(ncbee(C)een56)c4c3C2=0
0 O=Cl[C@@H]2[C@H]3CC[C@H](C3)[C@@H]2C(=O)N1C[C@@H]4CCC training
C[C@H]4CN5CCN(CC5)cbnsc7ccecct7
0 CC(C)(Oclccc(ccl)C(=0)c2cec(Clyecc2)C(=0)0 training
0 OCCN1CC(0)C(O)C(O)C1CO training
0 C[C@]12CCC3[C@@H](CC[C@H]4NC(=0O)C=C[C@]34C)[C@@H]1CC[C training
@@H]2C(=0)Nc5cc(cec5C(F)(F)F)C(F)(F)F
0 CNC1C(O)C(O)C(CO)OC10C2C(OC3C(O)C(O)C(N=C(N)N)C(O)C3N=C(N) training
N)OC(C)C2(0)C=0
0 CC(C)OC(=0O)[C@H](C)NP(=0O)(OC[C@H]10[C@@H](N2C=CC(=0)NC2= training
0O)C(C)(RA)[C@@H]10)Oc3ccece3
0 NC1=NCC2N1c3cccec3Ccdcecccc24 training
0 NCCS training
0 CC(C)OC(=0)C(C)(C)Oclcee(ccl)C(=0)c2cce(Cl)ec? training
0 CCOCCP(CCOCC)CCP(CCOCC)CCOCC training
0 COclcec(CCO[C@@H]2CCCCIC@H]2N3CC[C@@H](0)C3)cc10C training
0 CCN(CC)CCNC(=0)clcec(Cle(N)ecloC training




CO[C@]12[C@H]3N[C@H]3CN1C4=C([C@H]2COC(=0)N)C(=0)C(=C(C)

0 C4=O)N training
0 OC(C(=0)O[C@@H]1C[N+]2(CCCOc3cccec3)CCCICC2)(c4ccesd)cheeess training
0 NC(=NC(=NCCCCCCN=C(N)N=C(N)Nclccc(Cl)ccl)N)Nc2cce(Cl)ce2 training
0 CN(C)C(=0)C(CC[NH+]1CCC(0O)(CC1)c2ccc(Cl)ce2)(c3ccecce3)cdeccecd training
0 CCC(C(C)CN(C)C)cleeee(O)cl training
0 NC1=NC(=O)N(C[C@@H](CO)OCP(=0)(0)0)C=C1 training
0 CCNJC@H]J1CN(CCCOC)S(=0)(=0)c2sc(ccl12)S(=0)(=0)N training
0 CS(=0)(=0)clcce(ccl)C2=C(C(=0)0C2)c3ccece3 training
0 CC(=0)OclcceeclC(=0)Ne2nec(s2)[N+](=0)[O-] training
0 COclce(cc(0OC)c10C)C2C3C(COC3=0)C(0)cdcc50COc5cc24 training
COclnc2cce(Br)cc2ecl[C@H](c3ccece3)[C@@](0)(CCN(C)C)cacecechececee -
0 45 training
0 OC[C@H]10[C@H]([C@H](O)[C@@H]10P(=0)(0)OC[C@H]20[C@H]([ training
C@H](O)[C@@H]20)N3C=CC(=0)NC3=0)N4C=CC(=0)NC4=0
0 NCclccc(ccl)S(=0)(=O)N training
0 COC(=0)C1=C(C)NC(=C(C1c2cccc(c2)[N+](=0)[O- training
PNC(=0)OCC[NH+](C)Cc3ceceee3)C
0 CCCCCclcc(0)c2C3C=C(C)CCC3C(C)(C)Oc2cl training
0 CN1C(=O)N(C)c2ncn(C)c2C1=0 training
0 CCCCCC(0)C=CC1C(0)CC(=0)C1CCCCCCC(=0)0 training
0 CC(CN1CC(=O)NC(=0)C1)N2CC(=0)NC(=0)C2 training
0 C[C@@H](NCCCclccee(cl)C(F)(F)F)c2cecee3eccec23 training
0 CN(C)CCOclcce(cel)C(=C(CCCl)c2ccccec2)c3cecee3 training
0 CCclcce(cecl)C(C)CCe2ecc(cc2)[N+](C)(C)C training
0 CN1C2CCC1CC(C2)OC(=0)c3c[nH]c4ccececc34 training
0 CN1C(=0)CN=C(c2ccccc2F)c3cec(ceccl3)[N+](=0)[O-] training
0 CCCCC1=NC2(CCCC2)C(=0)N1Cc3ccc(cc3)c4cccccdcdSnn[nHInS training
0 COCCOC(=0)C1=C(C)NC(=C(C1c2cccc(c2)[N+](=0)[O-])C(=0)OC(C)C)C training
0 CCCCCC(0)C=CC1C(O)CC(=0)ClCC=CCCCC(=0)0 training
0 CC(C)COclcee(cclC#HN)e2ne(C)e(s2)C(=0)0 training
0 OP(=0)(0)[O-] training
0 CN1C2CCC1CC(C2)OC(=0)C(CO)c3cecce3 training
0 CCCccceeeeeeceeeeccececco training
0 OC[Ce@H](O)[C@@H](O)[C@H](O)[C@@H](0)C(=0)0 training
0 CCNIN=NN(CCN2CCC(COC)(CC2)N(C(=0)CC)c3cccee3)Cl=0 training
0 N[C@H](C(=O)N1[C@@H](C[C@@H]2C[C@H]12)C#N)C34C[C@H]5C[C training
@H](CC(O)(C5)C3)C4
0 CCCSclinc(N[C@@H]2C[C@H]2c3ccc(F)c(F)c3)cannn([C@@H]5C[C@H]( training
OCCO)[C@@H](0O)[C@H]50)c4nl
0 CCCclnc(c(C(=0)O)n1Cc2ccc(cc2)c3ccccc3cann[nHIn4)C(C)(C)O training
0 CC(=0)O[C@H]1[C@H](CC2C3CCCAC[C@H](O)[C@H](C[C@]4(C)C3CC training
[C@]12C)N5CCOCC5)[N+]6(CC=C)CCCCH
0 Cnlnnc(nl)c2cce(cn2)c3cec(cc3F)NAC[C@H](CO)OC4=0 training
0 CCOC(=0)C1=C(COCCN)NC(=C(C1c2ccccc2Cl)C(=0)0C)C training
0 CCN(CC)CC#CCOC(=0)C(0)(C1CCCCCl)c2cceec2 training
0 CC(N)Cclcceeel training
0 Clclcec(CON=C(Cn2ccnc2)c3cec(Cl)ec3Cl)e(Cl)cl training
0 CNC(=C[N+](=0)[O-])NCCSCcloc(CN(C)C)ccl training
0 CN(CC=Cclcccecl)Cc2cccc3ccccc23 training
0 Clclcce2c(c1)C(=NCc3nncn23)cdccececsd training
0 Nclce(Cl)c(NC2=NCCN2)c(Cl)cl training
0 CC(=0)OCC(=0)C120C(C)(C)OC1CC3CACC(F)C5=CC(=0)C=CC5(C)CA(F training
)C(O)CC23C
0 OCCOclcce(ccl)C(=C(CCCl)c2cccec2)c3ccece3 training
0 Cclncc([N+](=0)[O-])n1CCO training
0 CCN(CC)CCOclcce(cecl)C(=C(Cl)c2cecec2)c3ccecce3 training
0 CNclcec(\C=C\c2ccc(OCCOCCOCC[18F])nc2)ccl training




0 0O=C(C1CCCCC1)N2CC3N(CCc4cceecec34)C(=0)C2 training
0 Nclnc(csl)C(=CCC(=0)O)C(=0)NC2C3SCC=C(N3C2=0)C(=0)0 training
0 C[N+](C)(C)CC(=0)[O-] training
0 CN(C)C(=0)Oclcce[n+](C)cl training
0 COC(=0)N(C)clc(N)nc(ncIN)c2nn(Cc3ccecc3F)c4nceec24 training
0 NCC(=0)O training
0 CCCclnc(c(C(=0)0CC2=C(C)OC(=0)02)n1Cc3ccc(cc3)cacccccactnn[nH]n training
5)C(C)(C)O
0 CCCCI1CC(N(C)C1)C(=0)NC(C(C)CHC20C(SC)C(0)C(0)C20 training
0 NC(=NC(=0)clnc(Chc(N)ncIN)N training
0 CC1(C)OC2CC3C4CC(F)C5=CC(=0)C=CCh(C)C4(F)C(O)CC3(C)C2(01)C( -
-0)CO training
0 CCCCC(C)(C)C(0)C=CC1C(O)CC(=0)C1CCCCC=CC(=0)0C training
0 CC(C)OC(=0)CCC\C=C\CC1C(0)CC(O)CI\C=C\C(F)(F)COc2cccee? training
0 C[C@H](C=C[C@H](C)C(C)(C)O)[C@H]1CC[C@H]2C(=CC=C3C[C@@H] training
(O)C[C@H](O)C3)CCC[C@]12C
0 CC(C)N=C(N)N=C(N)Nclccc(Cl)ccl training
0 CNCCclcccenl training
0 COC(=0)[C@@H]1[C@H]2CCC(C[C@@H]1c3cce(l)cc3)N2CCCF training
NC1[C@H]2CN(C[C@@H]12)c3nc4N(C=C(C(=0)0O)C(=0)c4cc3F)c5ccc(F) .
0 CC5E training
0 CC(=0)[C@@]1(O)CC[C@H]2[C@@H]3C=C(C)C4=CC(=0)CC[C@]4(C)[ training
C@H]3CC[C@]12C
0 NCC(=0)CCC(=0)O training
0 COCC1=C(N2C(SC1)C(NC(=0)C(=NOC)c3csc(N)n3)C2=0)C(=0)0 training
0 CCOC(=O)N[C@@H]1CC[C@@H]2[C@@H](C1)C[C@@H]3[C@@H]([C training
@@H](C)OC3=0)C2\C=C\c4cce(cnd)csecee(F)eh
0 C[C@]12CC[C@H]3[C@@H]([C@H](CCCCCCCCCS(=0)CCCC(F)(F)C(F)( training
F)F)Cc4cc(O)cecec3d)[C@@H]LICCIC@@H]20
COclcc(ceclCe2en(C)e3ccc(NC(=0)OC4CCCC4)cc23)C(=0)NS(=0)(=0)c5¢ -
0 CCCC5C training
0 CCS(=0)(=0)CCnlc(C)nccl[N+](=0)[O-] training
0 FCOC(C(F)(F)F)C(F)(F)F training
0 OC(Cclccencl)(P(=0)(0)O)P(=0)(0)O training
0 CC(C=CC(0)C1CC1)C2CCC3C(=CC=C4CC(O)CC(0)C4=C)CCCC23C training
0 NCC1CCC(CC1)C(=0)O training
0 CC(C)(Oclccc(CCNC(=0)c2cec(Cl)ec2)ecl)C(=0)0 training
0 O=CIN(C[C@@H]2CCCc3cccclc23)[C@@H]4CN5CCCACCH training
CC1(C)OC2CC3C4CC(F)C5=CC(=0)C=CC5(C)C4C(O)CC3(C)C2(01)C(=0) .
0 co training
0 COclcc2CCN3CC(CC(C)C)C(=0)CC3c2cclOC training
0 CC(=0)C1(0)CCC2C3C=C(Cl)C4=CC(=0)C5CC5HC4(C)C3CCC12C training
0 O[C@@H]1CO[C@@H](O[C@@H]2CO[C@@H](O)[C@H](OS(=0)(=0)0) training
[C@H]20S(=0)(=0)0)[C@H](OS(=0)(=0)O)[C@H]10S(=0)(=0)0
0 CC10C1P(=0)(0)O training
0 CCCclc20C(=CC(=0)c2cc3C(=0)C=C(N(CC)c13)C(=0)0)C(=0)0 training
0 Nclnc(CC(=0)Nc2ccc(CCNC[C@H](O)c3ccece3)cc?)cesl training
0 Cclnnc(SCC2=C(N3C(SC2)C(NC(=0)Cn4cnnn4)C3=0)C(=0)[0-])s1 training
0 NCC10OC(OC2C(N)CC(N)C(OC30C(CO)C(O)C(N)C30)C20)C(N)CC10 training
0 S=C1N=CNc2nc[nH]c12 training
0 CN1CCC23C4CCC(=0)C20c5¢(0)cec(CC14)c35 training
0 CN1CCC23C40c5¢(0)cec(CCLC2(0)CCCA4=0)c35 training
0 OC(COclcccc20C(=CC(=0)c12)C(=0)[O- trainin
1)COc3ccecc40C(=CC(=0)c34)C(=0)[O-] 9
0 CN(C)clcec(ccl)C2CC3(C)C(CCC3(0)C(=0)C)CACCC5=CC(=0)CCCH=C2 training
0 CC12CCC3C(CCclcc(0S(=0)(=0)0)cce34)C1CCC2=0 training




CC[C@H]10C(=0)[C@H](C)C(=0)[C@H](C)[C@@H](C[C@@H]20[C@H

0 1(©)C[C@@H]([C@H]20)N(C)C)[C@@](C)(C[C@@H](C)C(=0)[C@@H]( training
C)[C@H]3N(CCCCn4cne(c4)c5ecenc5)C(=0)0[C@]13C)0C
0 Cclcee(Sc2ceeccc2N3CCNCC3)e(C)el training
0 COclccc2CC3N(C)CCC45C(0clec24)C(=0)CCC350 training
0 CN[C@@H]1CCc2[nH]c3cce(cc3c2CL)C(=0)N training
0 CN(CCOclccc(NS(=0)(=0)C)ccl)CCc2ccc(NS(=0)(=0)C)cc2 training
CCClCCC[C@H](O[C@H]2CCC([C@@H](C)O2)N(C)C)C(C)C(=0)C3=C]
0 C@HJ4[C@@H]5C[C@@H](C[C@H]5C(=C[C@H]4[C@@H]3CC(=0)01) training
C)0[C@@H]60[C@@H](C)[C@H](OC)[C@@H](OC)[C@H]60C
0 CC(C)C(=0)OCC(=0O)[C@@]120C(O[C@@H]1C[C@H]3[C@@H]4CCC5= training
CC(=0)C=CJC@]5(C)[C@H]4[C@@H](O)C[C@]23C)C6CCCCCH
0 C[N+]1(CC2CC2)CC[C@]34[C@H]50c6ec(O)ccc(C[C@@H]1[C@]3(0)CCC -
5=0)c46 training
0 C[C@@H](clcnc[nH]1)c2ceee(C)e2C training
0 CCOC(=0)c1ncn2c1CN(C)C(=0)c3cc(F)ccec23 training
0 CCCCC[C@](C)(O)C=C[C@H]1[C@H](O)C[C@H](O)[C@@H]1CcC=CCCC -
C(=0)0 training
0 CCN1CCCC1CNC(=0)c2cc(c(N)cc20C)S(=0)(=0)CC training
0 COclccc2CC3CACCC(O)C50c1c2C45CCN3C training
0 CCCCC(=0)0[C@@]l([C@@H](C)C[C@H]2[C@@H]3CCC4=CC(=0)C=C training
[C@l4(O)[C@@]3(A[C@@H](O)CI[C@]12C)C(=0)CO
0 COclce(cc(OC)cl0)c2[o+]c3cc(O)ec(O)c3cc20 training
0 OC[C@H]10[C@H]([C@H](O)[C@@H](O)[C@@H]10)c2ccc(Cl)c(Ce3cec( training
O[C@H]4CCOC4)cc3)c2
0 CCNC(=0)CCCC=CC[C@H]1[C@@H](O)C[C@@H](0O)[C@@H]1C=C[C@ training
@H](0)CCc2cccec?
1 CN(C)CCCN1c2cceeec2Sc3ccec(Cl)ecl3 validation
1 CN(C)[C@H]l[C@@H]2C[C@@H]3Cc4c(ccc(0)c4C(=C3C(=0)[C@]2(O)C validation
(=C(C(=0)N)C1=0)O)O)N(C)C
1 CC(Cclccec(0)c(0)cl)(NN)C(=0)0 validation
1 NC(=0)clncn(n1)C20C(CO)C(0)C20 validation
1 CCCN(CCC)CCclcccc2NC(=0)Cc12 validation
1 COclccc(CC(C)NCC(0O)c2cec(0)c(NC=0)c2)ccl validation
1 CCN(CC)C(=0)\C(=C\clce(0)c(O)c(c)[N+](=0)[O-D\C#N validation
1 COclcce(ccl)C(CN(C)C)C2(0)Cceee2 validation
1 CC(C)nlc(C=CC(O)CC(O)CC(=0)O)c(c2cce(F)ec2)c3ceeeccl3 validation
1 NCCCCC(NC(CCclcccccl)C(=0)O)C(=0)N2CCCC2C(=0)0 validation
1 CNI1CCC[C@@H]1Cc2c[nH]c3cce(CCS(=0)(=0)c4cceceed)cec23 validation
1 CC1=CN(C20C(CO)C=C2)C(=0)NC1=0 validation
1 COCCclccc(OCC(O)CNC(C)C)ecl validation
1 COclcc(Cc2cnc(N)nc2N)cc(OC)c1OC validation
1 ClclccccclCN2CCe3scec3C2 validation
COclcce2neec([C@@H](O)[C@@H]3C[C@@H]4CCN3C[C@@H]4C=C)c2 I
1 ol validation
1 CCC[C@H](N[C@@H](C)C(-O)C)I\;é[(i(g))l—é]ZCCCC[C@H]2C[C@H]1C(-O) validation
1 CC(C)CN(C[C@@H](O)[C@H](Cclccececcl)NC(=0O)O[C@H]2CO[C@H]30C validation
C[C@@H]23)S(=0)(=0)c4ccc(N)ccd
1 NC(=0)Cclccee(C(=0)c2ccecc2)cIN validation
1 CC(CCclcceccl)NCC(O)c2cec(0)c(c2)C(=0)N validation
1 NC1=NC(=0O)N(C=C1F)[C@@H]2CS[C@H](CO)O2 validation
CC[C@H]10C(=0)[C@H](C)[C@@H](OC2CC(C)(OC)C(O)C(C)O2)[C@H]
1 (CO)[C@@H](OC30C(C)CC(C30O)N(C)O)[Ca@@](C)(C[C@@H](C)C(=0)[C validation
@H](©)[C@@H](O)[C@]1(C)0)OC
1 CC(C)nlc(\C=C\[C@@H](O)C[C@@g](O)CC(=O)O)c(chcc(F)ch)chccccl validation
1 CCOC(=0)[C@H](CCclcccccl)N[C@@H](C)C(=0)N2CCC[C@H]2C(=0)0 validation




CC(C)(S)C(N)C(=0)O

validation

1
1 OC(=0)clcc(ccclO)N=Nc2cce(cc2)S(=0)(=0)Nc3ceeen3 validation
1 CCC[C@@]1(CCc2ccccc2)CC(=C([C@H](CC)c3ccee([N- validation
1S(=0)(=0)c4ccec(cn4)C(F)(F)F)c3)C(=0)01)[O-]
1 COclccce(cl)C2(0)CCCCC2CN(C)C validation
1 CC(=0)S[C@@H]1CC2=CC(=0)CC[C@]2(C)[C@H]3CC[C@@]4(C)[Ca@ validation
H](CC[C@@]45CCC(=0)05)[C@H]13
1 CCOC(=0)C(CCclccecccl)NC(C)C(=0)N2C3CCCCC3CC2C(=0)0 validation
COWN=C(/C(=0O)N[C@H]1[C@H]2SCC(=C(N2C1=0)C(=0)0)COC(=0)N)\c A
1 300603 validation
1 CC1CC2C(CCC3(C)C2CCC3(0C(=0)C)C(=0)C)C4(C)CCC(=0)C=C14 validation
1 OCCN1CCN(CCCN2c3ccece3Scacee(Cl)ec24)CCL validation
0 COC[C@@H](NC(=0)C)C(=0)NCclcccccl validation
0 CCCNS(=0)(=0)Nc1lnenc(OCCOc2ncc(Br)en2)clc3cec(Br)ce3d validation
0 CN1CCN2C(C1)c3ccecece3Ceéceccecc24 validation
0 [O-]C(=0)P(=0)([O-D[O-] validation
0 COclcee(cclC23CC4CC(CC(C4)C2)C3)c5ecchee(ceec6c5)C(=0)0 validation
0 COC(=0)CCc1c(C)c2ce3nc(cca[nH]c(ccbne(ccl[nH]2)c(CCC(=0)0)c5C)C(= validation
C4C)C=C)C6=CC=C([C@@H](C(=0)0C)[C@@]36C)C(=0)0OC
0 NCCCC(N)(C(F)F)C(=0)O validation
0 CCOC(=0)Nclcec(NCe2cce(F)cec2)ccIN validation
0 CCN(C(=0)C)clccce(cl)c2cenc3c(cnn23)C#N validation
0 OCclce(ccclO)C(O)CNCCCCCCOCCCCe2ececc? validation
0 C[N+](C)(C)CC(O)CC(=0)O validation
0 CN1CCc2cccc3c2C1Cc4ccc(0)c(0)c34 validation
0 Clclcecc(c1)N2CCN(CCCN3N=C4C=CC=CN4C3=0)CC2 validation
0 CC(N)COclc(C)ceeeclC validation
0 Cl[Ce@@H](0)[C@@H]1[C@H]2[C@@H](C)C(=C(N2C1=0)C(=0)0)S[C@ validation
@H]3CN[C@@H](C3)C(=0)Nc4ceee(c4)C(=0)0
0 CN(C)CCC=Clc2cccec2COc3cccccll validation
0 COclcc(cc(OC)c1OP(=0)(0)0O)[C@H]2[C@@H]3[C@H](COC3=0)[C@H]( validation
0OC40C5COC(C)OC5C(0)CA40)c6cc70COC7cc26
0 COCCCN1CCC(CC1)NC(=0)c2cc(Cl)c(N)c3CCOc23 validation
0 CC12CC(0)C3(F)C(CCC4=CC(=0)C=CC34C)C1CC(0)C2(0)C(=0)CO validation
0 CCOclce(cecclOC)[C@H](CS(=0)(=0)C)N2C(=0)c3cccc(NC(=0)C)c3C2=0 validation
0 Cc1c(C)c20C(C)(COc3cec(CCASC(=0)NC4=0)cc3)CCc2¢(C)c10 validation
0 CC(C)OC(=0)Ccce=CC[C@H]i[C@@H](O)C[C@@H](O)[C@@H]1C=C validation
C(0)COc2ccec(c2)C(F)(F)F
0 CC1=CC(=0)N(0)C(=C1)C2CCCCC2 validation
0 CC1=C(CC(=0)0)c2cc(F)ccc2C1=Cc3cce(cc3)S(=0)C validation
0 C(C1=NCCN1)c2ccce3cccce23 validation
0 Cclncc2CN=C(c3cceccc3F)cdec(Cl)ceccdnl?2 validation
0 C[C@@H]1O0[C@@H]1P(=0)(0)[0O-] validation
0 COC(=0)C1=C(C)NC(=C(C1c2ccccc2[N+](=0)[0-])C(=0)0C)C validation
0 CC1C(0O)CCC2(C)CLCCr3(C)c2c(O)crac(=c(cce=Cc(Cc)c)c(=0)o)c(cc validation
34C)0OC(=0)C
0 CCC12CC(=C)C3C(CCC4=CC(=0)CCC34)C1CC[C@@]2(O)CH#C validation
0 CC\C=C/C\C=C/C\C=C/C\C=C/C\C=C/C\C=C/CCC(=0)O validation
0 Oclccc2CC3N(CC4CCC4)CCC5(CCCCC350)c2cl validation
0 CC12CCC3C(=CCc4cc(0S(=0)(=0)0)ccc34)C1CCC2=0 validation
0 NC(=0)CS(=0)C(clcccecl)c2ccecc? validation
0 Cclcce(cel)C(=0)c2cec(CC(=0)[O-)n2C validation
0 NC(CCC(=0)N)C(=0)O validation
0 Cclc(nn(c2cec(Cl)ec2Clcle3cce(Cl)ee3)C(=0)NN4CCCCC4 validation
0 CN1C(=0)N(C)c2nc[nH]c2C1=0 validation
0 OCC(0)C(O)C(0)C(O)CO validation
0 CCCCCCC(C)(C)clec(0)c2C3CC(=0)CCC3C(C)(C)Oc2cl validation




C[C@@H](O)[C@@H]1[C@H]2[C@@H](C)C(=C(N2C1=0)C(=0)0)S[C@

0 H]3CC[C@H](N3)C(=0)N(C)C validation
0 CCCC(=0)OCOC(=0)C1=C(C)NC(=C(C1lc2cccc(Cl)ec2CHC(=0)0C)C validation
0 Nclcce(cel)S(=0)(=0)c2cec(N)ce2 validation
0 OC[C@H]LO[C@H](O[C@]2(CO)O[C@H](CO)ICR@H](O)[C@@H]I20)[C|  \iiation
@H](O)[C@@H](O)[C@@H]10
0 FC(F)Oclcee(cclOCC2CC2)C(=0)Nc3c(Cl)ence3Cl validation
0 Cclcee(cecl)S(=0)(=0)NC(=0)NN2CC3CCCC3C2 validation
0 CC(N1CCC(=C)CCL)C(O)(Cn2cncn2)c3cec(F)cc3F validation
0 NC(=0)cloc2cce(cc2c1)N3CCN(CCCCcedc[nH]c5cec(cc45)C#HN)CC3 validation
0 CNCCC=C1c2ccccc2CCc3ccececl3 validation
0 C[C@@H]1C[C@H]2C3CCC4=CC(=0O)C=C[C@]4(C)[C@@]3(Ch[C@@H] validation
(O)C[C@2(O)[C@@]1(O)C(=0)CCI
0 CCC(=0)0OC1(C(C)CC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(0)CC12C)C(=0 A
e validation
0 CC1CC2C3CCC4=CC(=0)C=CC4(C)C3(CIC(O)CC2(C)C1(O)C(=0)CO validation
0 COclcc2c(Ne3cee(Br)cc3F)ncnc2cc1OCCACCN(C)CCA validation
0 O=[N] validation
0 CCclcc2CC(Cc2cclCCINCC(0)e3cec(0O)cANC(=0)C=Cc34 validation
0 COclccc(CC2¢3cc(0C)c(OC)cc3CCIN+]2(C)CCC(=0)0CCCCccoc(=0)CC| validation
N+]4(C)CCc5cc(0OC)c(OC)ce5C4CcHecc(OC)c(OC)e6)cclOC
0 CCclcccc2c3CCOC(CC)(CC(=0)0)c3[nH]c12 validation
0 OC(CC=0)C=0 validation
0 [O-]C1=NC(=0O)N(C1)N=Cc2oc(cc2)c3ccc(cc3)[N+](=0)[O-] validation
0 CC1(C)O[C@@H]2C[C@H]3C4CCC5=CC(=0)C=CC5(C)[C@H]4C(O)CC3( validation
C)[C@@]2(01)C(=0)CO
0 CC(=0)[C@@]1(0O)CC[C@H]2[C@@H]3CCC4=CC(=0O)CC[C@]4(C)[C@H validation
13CC[C@]12C
0 OC(C(=0)OC1CC2CCC(C1)[N+]23CCCCI)(c4cccecd)cheeceeh validation
0 CCCCclncc(C=C(Cc2cccs2)C(=0)0)n1Cc3cec(cc3)C(=0)0 validation
0 CC(C)clceec(C(C)C)c1OCOP(=0)(JO-D[O-] validation
0 CC1(C)O[C@@H]2C[C@H]3[C@@H]4CCC5=CC(=0)C=C[C@]5(C)[C@@ validation
14(FIC@@H](0)CIC@I3(C)[C@@]2(01)C(=0)CO
0 Cclnc2¢c(CCN(C(=0)c3ccc(NC(=0)cdccecccdebecceeeh)ec3)cbeccec26)[nH] 1 validation
0 COclccc2cccc(CCNC(=0)C)c2cl validation
0 OC(=0)CC(0)(CC(=0)0)C(=0)0 validation
0 CC(C)(C)NCC(0O)COclccec2CC(O)C(0)Cel12 validation
0 CC(N)C12CC3CC(CC(C3)C1)C2 validation
0 OC(=0)CCCN1CCC(CC1)OC(c2cce(Cl)ecc2)c3cececen3 validation
0 COC(=0)CCC(=0)CN validation
0 CCl(C)OC2CC3C4CC(F)05-CC(—O():((3)CCS(C)C4C(O)CC3(C)C2(01)C(—O) validation
0 OCCOC[C@H]10[C@H](OCCO)[C@H](OCCO)[C@@H](OCCO)[C@@H] —
10CCO validation
0 CC1Nc2cc(Clc(cc2C(=0)N1c3cccce3C)S(=0)(=0)N validation
0 CS(=0)(=0)clcec(C(=0)Nc2cec(Che(c2)c3cccen3)c(Clcl validation
0 COclce(ccclOCCCN2CCC(CC2)c3nocdcc(F)cec34)C(=0)C validation
0 COCCCOclcc(C[C@H](C[C@H](N)[C@@H](O)C[C@@H](C(C)C)C(=O)N validation
CC(C)(C)C(=0)N)C(C)C)ccclOC
0 CN1C(=0)CN=C(c2ccccec2)c3cc(Cl)eecl3 validation
0 NC(CCCN=C(N)N)C(=0)O validation
0 CC(C)C(=0)Nclcce(c(cl)C(F)(F)F)[N+](=0)[O-] validation
0 CCclc(C)c2cc3nc(ceanc(cc5[nH]c(cc1[nH]2)C(=C5C(C)O)C)C(=C4CCC(=0) validation
0)C)c(CCC(=0)0)c3C
0 Cclc(Br)c(O)c(Br)cc1C2(0S(=0)(=0)c3cccec23)cdcc(Br)c(O)c(Br)caC validation
0 CC(=0)NC1C(OC(=CCIN=C(N)N)C(=0)O)C(O)C(O)CO validation
0 CNC(=0)CN(CCN(CCN(CC(=0)[0-])CC(=0)NC)CC(=0)[0-])CC(=0)[O-] validation
0 C[N+]1(C)CCC(C1)OC(=0)C(0)(C2CCCC2)c3ccece3 validation




0 0OC(=0)CCCCCCCC(=0)0 validation
0 CN(C)C(=N)N=C(N)N validation
0 CC(C)NCC(O)clce(O)ec(O)cl validation
0 C[C@@H](Cclcc2CCN(CCCO)c2¢(c1)C(=0)N)NCCOc3ccecc30CC(F)(F)F validation
0 Oclccecece(cl)c2c3CCce(n3)c(cdccec(0)cd)c5ece([nH]5)c(c6eeece(O)eb)c7cec(n7) validation
¢(c8C=Cc2[nH]8)c9ccec(0)c9
0 [O-]C(=O)CN(CCN(CC(=0O)[O-])CC(=0)[O-])CCN(CC(=0)[O- validation
NC(COCclcceecl)C(=0)[O-]
0 NCCO validation
0 OC[C@@H](O)[C@@H](CO)NICCN(CC(=0)[O-])CCN(CC(=0)[O- validation
J)CCN(CC(=0)[O-])CC1
0 CCOC(=0)0O[C@@]1(CCC2C3CCC4=CC(=0)C=C[C@]4(C)C3[C@@H](0) validation
C[C@]12C)C(=0)OCCI
0 NC(=NCclcccc(l)c1)N validation
0 CC12CCC3C(CCc4cc(O)ece34)C1CCC20 validation
0 CNclccc(cclF)c2nc3cec(O)cc3s2 validation
0 OC(=0)clec(ccclO)c2ecc(F)ec2F validation
0 Clcleec([C@@H]2CSC(=C(C#N)n3cenc3)S2)c(Cl)cl validation
0 clcic(chc(chc(che(cneicl validation
0 Cclcee(C)ec(OCCCC(C)(C)C(=0)0)cl validation
0 Cclen[nH]cl validation
0 CN1CC(CC2C1Cc3c[nH]c4cccc2c34)C(=0)NC5(C)OC6(0)C7CCCNT7C(=0) validation
C(Cc8ccccc8)N6C5=0
0 CN(C)C(=0)Cclc(nc2cec(C)enl2)c3ece(C)eecld validation
CC(C)CCCC(C)CCre(e)ceeel(cyCle2e(C)ec(0OC(=0)CCC(=0)0CCo)c(C) —
0 validation
c(C)c201
0 CCN(CC)CC(=0)Nclc(C)ececlC validation
0 CC(C)(C(=0)0)clcec(ccl)C(O)CCCN2CCC(CC2)C(0)(c3ccecece3)cdceccecd validation
0 [O-]IN+](=0)OCCNC(=0)clccencl validation
0 CCOP(=0)(OCC)C(C)NC(=O)N(CCCI)N=0 validation
0 COc1nc(C)nc(CHcINC2=NCCN?2 validation
0 OP(=0)(JO-D[O-] validation
0 CCOC(=0)C1=C(C)NC(=C(C1lc2cccc(Cl)c2Cl)C(=0)0C)C validation
0 CC(=0)NC(CS)C(=0)0O validation
0 COclcc(CNC(=0)CCCCC=CC(C)C)ccclO validation
CC1CC2C3CCC4=CC(=0)C=CC4(C)C3(CI)C(0)CC2(C)CL(OC(=0)c50ccch) —
0 validation
C(=0)CClI
0 Clclccc(C(Cn2cenc2)OCc3cscac(Cl)ceec34)c(Clcl validation
0 Nclncnc2clc(nn2C3CCCN(C3)C(=0)C=C)cdcec(Ocheceec5)ccd validation
0 CC(=0)C1CCC2C3CCC4=CC(=0)CCC4(C)C3CCC12C validation
0 COCC(=0)Nclc(l)c(C(=0)NCC(O)CO)c(1)c(C(=0)N(C)CC(O)CO)cll validation
CCC(=0)OC1(C(C)CC2C3CC(F)C4=CC(=0)C=CC4(C)C3(F)C(0)CCc12C)C( I
0 validation
=0)SCF
0 Brclecc2NC(=0)CN=C(c3cceen3)c2cl validation
0 CC(C(=0)O)clceec(Oc2cceec?)cl validation
0 COclccc2C[C@H]3[C@@H]4CCC(=0)[C@@H]50c1c2[C@]45CCN3C validation
0 [O-]C(=0)[0O-] validation
CC[C@@]12C=CCN3CC[C@@]4([C@H]13)[C@@H](N(C)c5cc(OC)c(cc45)
0 [C@]l6(C[C@@H]7C[C@@H](CN(C7)Cc8c6[nH]c9ccccec89)C(C)(F)F)C(=0) validation
0C)[C@](0)([C@@H]20C(=0)C)C(=0)0C
COclcccc2C(=0)c3c(0)c4CC(O)(CC(OC5CC(N)C(0)C(C)05)cac(0)c3C(=0 _—
0 validation
)c12)C(=0)C
0 Oclccc2CC3N(CCACC4)CCC56C(0c1e25)C(=0)CCC360 validation
0 CCCCCCCCCCNCC=C validation
0 CN1C(=0)C(O)N=C(c2ccccc2)c3cc(Cl)eeccl3 validation
CCOclnc2ccec(C(=0)OC(C)OC(=0)OC3CCCCCI)c2nlCeaccc(ccd)cheeeees _—
0 validation
c6nn[nH]n6
0 CNC(=C[N+](=0)[O-])NCCSCclcsc(CN(C)C)nl validation




0 CCNC(=0)N(CCCN(C)C)C(=0)C1CC2C(Cc3c[nH]c4ccec2c34)N(CC=C)C1 validation
0 Clclecc2N(C3CCN(CCCN4C(=0)Ncheeeeecd5)CC3)C(=0)Nc2cl validation
0 COclccc2c(OC3C[C@@HJ4[C@@H](C3)C(=0)N(C)CCCC\C=C/[C@@H]5 validation
CC5(NC4=0)C(=0)NS(=0)(=0)C6CCB)cc(nc2c1C)c7nc(cs7)C(C)C
0 NC(=O)N[C@@H](CCC(=0)0)C(=0)0 validation
0 CCCCC(F)(F[C@@]1(O)CC[C@@H]2[C@@H](CCCCCCC(=0)0)C(=0)C[ A
C@H]201 validation
0 Oclcec2c(0c3cec(0)cece3C240C(=0)cbececedb)cl validation
0 C[C@]12CC[C@H]3[C@@H](CC=CAC[C@@H](O)CC[C@]34C)[C@@H]1 A
validation
CC=C2c5ccenc5
0 [O-][N+](=0)OCC(CO[N+](=0)[O-])O[N+](=0)[O-] validation
0 NCCCC(O)(P(=0)(0)O)P(=0)(0)O validation
0 COCCNC(=0O)CN(CCN(CCN(CC(=0)[O-])CC(=0)NCCcOC)CC(=0)[O- lidati
1)CC(=0)[O-] validation
0 CCC(=0O)OCL([C@H](C)C[C@H]2[C@@H]3C[C@H](F)C4=CC(=0O)C=C|[C validation
@]A(C)C3(R)[C@@H](O)C[C@]12C)C(=0)SCF
0 C(N1CCCNCCNCCCNCC1)c2ccc(CN3CCCNCCNCCCNCC3)cc2 validation
0 NC(=N)clccc(OCCCCCOc2ccc(cc2)C(=N)N)ecl validation
0 CN1C(=0)N(CCCCC(=0)C)C(=0)c2clncn2C validation
0 Fclceecc1C2=NCC(=S)N(CC(F)(F)F)c3cee(Clce23 validation
0 CCC(CO)NC(=0)C1CN(C)C2Cc3c[nH]c4ccec(C2=C1)c34 validation
0 CC1CC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(O)CC2(C)C1C(=0)CO validation
0 OC(=0)C(=0)Nclcc(cc(NC(=0)C(=0)0)c1CI)C#N validation
0 CCCCCN(C)CCC(O)(P(=0)(0)O)P(=0)(O)O validation
0 [O-]C(=0)CN(CC(=0)[0-])c1sc(C(=0)[0-])c(CC(=0)[O-])c1C#N validation
0 [O-]C(=0)CN(CCN(CC(=0)[O-])CC(=0)[0-])CCN(CC(=0)[O-])CC(=0)[O-] validation
0 CC10C(CC(N)C10)0OC2CC(0O)(Cc3c(0)caC(=0)c5eccee5C(=0)cac(0)c23)C _—
(=0)C validation
0 CC(0O)(P(=0)(0)O)P(=0)(0)O validation
0 CC(C)(C)NC(=0)C1CCC2C3CCCANC(=0)C=CC4(C)C3CCC12C validation
0 CCOclcc(CC(=0)NC(CC(C)C)c2ccecc2N3CCCCC3)ececlC(=0)0 validation
0 CC(CIN+](C)(C)C)OC(=0O)N validation
0 C[C@@H]1CCN(CCN1C(=0)c2cc(C)cecec2n3ncen3)cdocsccc(Cl)ecsnd validation
O[C@H]10[C@H](COS(=0)(=0)0)[C@@H](O[C@@H]20[C@H]([C@@H
0 1(0)[C@H](O)[C@H]20S(=0)(=0)0)C(=0)0)[C@H](O)[C@H]LNS(=0)(= validation
0)O
0 Cclccee(cclCe2cec(s2)c3ccc(F)eec3)[C@@H]40[C@H](CO)[C@@H](O)[C@ validation
H](O)[C@H]40
0 [O-][N+](=0)clccc2NC(=0)CN=C(c3cccec3Cl)c2cl validation
0 CC(C)Cclcee(ccl)C(C)C(=0)0 validation
0 CCCSclcce2nc(NC(=0)OC)[nH]c2cl validation
0 CCN(CC)clcee(cecl)C(=C2C=CC(=[N+](CC)CC)C=C2)c3cc(ccc3S(=0)(=0) validation
0)S(=0)(=0)O
0 N#Cclcee(ccl)C(c2cee(cc2)C#N)n3cnen3 validation
0 CC(C)COCC(CN(Cclcceecl)c2cceccc2)N3CCCC3 validation
0 Cclncc[nH]1 validation
0 CC(CCCC(C)(C)0O)C1CcCr2C(=CC=C3CC(0)CC(O)C3=C)CCCC12C validation
0 CCCCN1CCCCC1C(=0)Nc2c(C)cecc2C validation
0 CN1CC(=O)N2[C@H](Cc3c([nH]c4cccce34)[C@H]2¢5ccc60COc6c5)C1=0 validation
0 COC(=0)C=CC(=0)0 validation
0 CC(C)(C)NCC(O)cleec(O)ee(O)cl validation
0 C[C@]12CC[C@H]3[C@@H](CC(=C)C4=CC(=0O)C=C[C@]34C)[C@@H]1 I
CCC2=0 validation
0 CNI1C[C@@H]2C(C1)c3cccce30cdccc(Clec24 validation
0 CC(C)N(CC[C@H](c1cceeel)c2ee(CO)ecc20C(=0)C(C)C)C(C)C validation
0 COclcce2e(cl)c(CC(=0)0)c(C)n2C(=0)c3cec(Clyee3 validation
0 CC(C)N(CCC(clcceecl)c2cec(C)ecc20)C(C)C validation
0 CNC(=0)clcccceclSc2cece3c(C=Ccdcccend)n[nH]c3c2 validation




O[C@H]1CO[C@R@H]2[C@@H](CO[C@H]12)O[N+](=0)[O-]

validation

0
0 CCC12CCC3C(CCC4=CC(=0)CCC34)C1CCC2(O)CH#C validation
0 C[C@H](O)C1C2[C@@H](C)C(=C(N2C1=0)C(=0)0)S[C@@H]3CN[C@@ validation
H](C3)C(=0O)N(C)C
0 CC(C)[N+]1(C)C2CCC1CC(C2)OC(=0)C(CO)c3ccece3 validation
0 CCC(=O)NC[C@@H]LC[C@@H]1c2cccc30CCc23 validation
0 CCC(=0O)NCC[C@@H]1CCc2ccc30CCc3c12 validation
0 OCCCC(=0)O validation
0 FC(F)OC(F)C(F)(F)F validation
CC1CC2C3CCC4=CC(=0)C=CC4(C)[C@@]3(F)C(O)CC2(C)[C@@]1(0)C( I
0 —o)ccl validation
0 S=P(N1CC1)(N2CC2)N3CC3 validation
0 CC1C(NC(=0)C(=NOC(C)(C)C(=0)0O)c2csc(N)n2)C(=0)N1S(=0)(=0)O validation
0 CC1CNCCc2ccc(Cl)ccl2 validation
0 OC1CCC2(0)C3Cc4cec(0)c50C1C2(CCN3CCHCCCE)cA5 validation
0 NC(=NC(=0)Cclc(Cl)ccecclCI)N validation
0 CCOCCnlc(nc2ceccc12)N3CCCN(C)CC3 validation
0 COclccec2[n-]e(nc2¢1)S(=0)Ce3ncc(C)c(0C)c3C validation
0 CC(N(O)C(=O)N)clcc2cececc2sl validation
0 CCCCCCCN(CC)CCCC(0O)clcec(NS(=0)(=0)C)ccl validation
0 CC1(C)N=C(N)N=C(N)N10CCCOc2cc(Chc(Chcc2Cl validation
0 CNC(=0)clcce(cclF)N2C(=S)N(C(=0)C2(C)C)c3cec(C#N)e(c3)C(F)(F)F validation
COC12CCC3(CC1C(C)(O)C(C)(C)C)C4Cc5eec(0)c60C2C3(CCNACCTCCT) N
0 56 validation
0 CN1C(=0)C=C(N2CCCC(N)C2)N(Cc3ccccc3C#N)C1=0 validation
0 Cclonc(c1C(=0)NC2C3SC(C)(C)C(N3C2=0)C(=0)[O-])c4c(Cl)cceccACl validation
0 CNNCclcce(ccl)C(=0)NC(C)C validation
CCCCC(=0)0O[C@@]1(CCC2C3CCC4=CC(=0)CCC4(C)C3Cc(0)Ccc12C)C(= N
0 0)CO validation
0 OC(clcceecl)(c2cceecc2)C34CCIN+](CCOCe5eccece5)(CC3)CC4 validation
0 CN1C2CC(CC1C30C23)OC(=0)C(CO)c4cceecd validation
0 CC(C)(C)NCC(O)clcee(0O)e(CO)cl validation
0 CCOC(=0)N1CCC(=C2c3ccc(Cl)cc3CCe4ceenc24)CCl validation
0 NC(=Nc1nc(CSCCC(=NS(=0)(=0)N)N)cs1)N validation
0 NS(=0)(=0)clcc2c(NCNS2(=0)=0)cc1Cl validation
0 CC(C)NICCN(CC1)c2cce(OCC3COC(Cndcenend)(03)c5cec(Cl)ecs5Cl)ec2 validation
0 CCCC(C)(COC(=0)N)COC(=0)NC(C)C validation
0 ClCC1Co1 validation
0 FC(F)(F)C(F)(F)C(F)(F)F validation
0 CC12CCC(=0)C=C1CCC3C4CCC(O)(C(=0)CO)C4(C)CC(0)C23 validation
0 CN(C)CCclc[nH]c2cce(Cn3cnen3)ccl?2 validation
0 CC(C(=0)0)clcec(s1)C(=0)c2cceec? validation
0 COclcec(CNe2ne(ncc2C(=0)NCce3ncccn3)N4ACCC[C@H]4CO)cclCl validation
0 CC(O)CN1CCN(CC(=0)[O-]))CCN(CC(=0)[0-])CCN(CC(=0)[O-])CC1 validation
0 CC(C)C(C)C=CC(C)C1CCC2C(=CC=C3CC(O)CC(0)C3=C)CCCC12C validation
0 CCCCCC(0)C=CC1C(O)CC(0)C1CC=CCCCC(=0)0 validation
0 C[C@@H]1C[C@H]2[C@@H]3C[C@H](F)C4=CC(=0)C=C[C@]4(C)[C@ validation
@]3(R[C@@H](O)CIC@]2(C)[C@@]1(OC(=0)c50ccc5)C(=0)SCF
0 Clcleec(COC(Cn2cenc2)c3ccc(Cl)ee3Che(Cl)cl validation
0 CN(C)[C@H]1[C@@H]2CC3C(=C(0)c4c(O)ccccd[C@@]3(C)0)C(=0)[C@] validation
2(0)C(=C(C(=0)NCNCCCC[C@H](N)C(=0)0)C1=0)0
0 CC(C)(C)NCC(O)clcec(O)c(CO)nl validation
0 OP(=0)(0)C(CI)(CI)P(=0)(0)O validation
0 0S(=0)(=0)CCS validation
0 COclcc2nc(nc(N)c2cc1OC)N3CCN(CC3)C(=0)cdocccd validation
0 CCCC1CC(N(C)C1)C(=0O)NC(C(C)CHC20C(SC)C(OP(=0)(0)O)C(O)C20 validation
0 0O=C(CCCclcccccl)OCC(COC(=0)CCCc2ccccc2)OC(=0)CCCc3cccece3 validation
0 CCL1CCN(CCIN(C)c2nenc3[nH]ccc23)C(=0)CCHN validation




0 CCOC(=0)clcee(ncl)CHCc2ccc3SCCC(C)(C)e3c2 validation
0 C[N+]1(C)C2CC(CC1C30C23)0C(=0)C(0O)(c4cces4)chbeceess validation
0 Clcleccc2C(=C3CCNCC3)c4nceccdCCc2cl validation
Nclnc(N)c2nc(CC(CC#C)c3cce(cc3)C(=0)N[C@@H](CCC(=0)O)C(=0)0)c _—
0 neanl validation
0 CCC1C(Cc2cncn2C)COC1=0 validation
0 CN(Ccchcececl validation
0 CC12Cc3cnoc3C=C1CCC4C2CCC5(C)CA4CCC5(0)C#C validation
CC1CCN(C(C1)C(=0)0)C(=0)C(CCCN=C(N)N)NS(=0)(=0)c2cccc3CC(C) S
0 CNE23 validation
0 NC(=0)C(C1CCN(CCc2ccc30CCc3c2)Cl)(cdcecececd)cseccees validation
0 Cclcee(ccl)c2eec(nn2c3cec(ce3)S(=0)(=0)N)C(F)(F)F validation
CC#CCnlc(nc2N(C)C(=0)N(Cc3nc(C)cdceecec4n3)C(=0)c12)NSCCC[C@@ _—
0 validation
H](N)C5
0 CC(C(=0)0)clccce(cl)C(=0)c2cccec? validation
0 0O=C(OC1CC2CC3CC(C1)N2CC3=0)c4c[nH]c5cceee45 validation
0 NCC(CC(=0)O)clcce(Cl)ecl validation
0 CCCCCCOC(=0)CCC(=0)CN validation
0 Cclnnc2CN=C(c3cccce3)cdec(Cl)ecee4nl2 validation
0 Oclccc2CC3N(CCACC4)CCC56C(0clce25)C(=C)CCC360 validation
0 Clclcee(s1)C(=0)NCC2CN(C(=0)02)c3cce(cc3)NACCOCC4=0 validation
0 CC(O)C(=0)Ncle(DHe(C(=0)NC(CO)CO)c(Ne(C(=0)NC(CO)CO)cll validation
0 COclcceccc1OCC(O)CN2CCN(CC(=0)Ne3ce(C)eecec3C)CC2 validation
CCC(C)[C@H]10[C@]2(CC[C@@H]1C)CC3C[C@@H](C\C=C(/C)\[C@@
0 H](O[C@H]4C[C@H](OC)[C@@H](OC5C[C@H](OC)[C@@H](O)[C@H]( validation
C)O5)[C@H](C)04)[C@@H](C)\C=C\C=C\6/CO[C@@H]7[C@H](O)C(=C[
C@@H](C(=0)03)[C@]670)C)02
0 COclcec(CC(C)(C)NCC(0)c2ce(0)ecc3NC(=0)C0Oc23)ccl validation
0 Brc1c(NC2=NCCN2)ccc3ncencl3 validation
0 C\C=C(\C)/C(=0)O[C@H]1C(=C[C@@]23[C@H](C)C[C@@H]4[C@H](IC validation
@H](C=C(CO)[C@@H](O)[C@]120)C3=0)C4(C)C)C
0 CC(C)OC(=0)CCCC=CCCLC(O)CC(O)CLCCC(O)CCc2cccec? validation
0 CC(=0)OC1CC2CCC3C(CCC4(C)C3CC(CA0C(=0)C)[N+]5(C)Cccees)c( validation
C)CC1[N+]6(C)CCCCCh
0 0=C(0O0C(=0)clcccecl)c2eccecc? validation
0 CN1CCCClc2ccenc2 validation
0 CC1CC2C3CCC(0)(C(=0)C)C3(C)CC(O)C2(F)C4(C)C=CC(=0)C=C14 validation
0 CC(C)(C(=0)clccencl)c2ceenc2 validation
0 Cc1[nH]enclCN2CCc3c¢(C2=0)c4cccccdn3C validation
0 CN(C)CCCOcl1nn(Cc2cccec?)c3cccecl3 validation
0 COC1C(0O)C(0)C(0OCC20C(0OC3C(0)C(0)C(C)OC3Co)C(0)Cc(0)Cc20c40C validation
(CO)C(OC)C(0)C40CCO)OCLICO
0 CCCCCCCC(=0)CCCLC(O)CC(0)C1CC=CCCCC(=0)0 validation
0 CN1CCC23C40c5¢(0)cec(CC1C2C=CC40)c35 validation
0 CCI1CN(CCC1(C(=0)0)c2cccec2)C3CCC(CC3)(CH#N)c4ece(F)ccs validation
0 COc1c20C(=0)C=Cc2cc3ccocl3 validation
0 OCCN(C(=0)CO)clc()e(C(=0)NCC(O)CO)c(1)c(C(=0)NCC(O)CO)cll validation
0 OC12CC3CC(C1)CC(CI)(C2)NCC(=0)N4CCCCACHN validation
0 CCOWN=C(/C(=0O)NC1C2SCC(=C(N2C1=0)C(=0)0)Sc3nc(cs3)cacc[n+](C)c validation
c4)\c5nsc(NP(=0)(0)[O-])n5
o | CIC@@HILCCIC@@]23CCC(=0)[C@HI2[CARIL(C)IC@R@HICIC@@ICN |  oyidation
C=C)[C@@H](O)[C@@H]3C)OC(=0)CSCAC[C@H]5CC[C@@H](C4)N5C
0 0O=C1N(C=C(C=Clc2ccccc2C#N)c3cccen3)cdcccccsd validation
0 FC(F)OC(CI)C(F)(F)F validation
0 CC(=0)N(CC(O)CO)clc()c(C(=0)NCC(O)CO)c()c(C(=0)NCC(O)CO)cll validation
CC[C@@H]1C=C(C)C[C@H](C)C[C@H](OC)[C@H]20[C@](O)([C@H](C)
0 C[C@@H]20C)C(=0)C(=0)N3CCCC[C@H]3C(=O)0[C@@H]([C@H](O)[ validation

C@@H](0)CC1=0)C(=C[C@@H]ACC[C@H](CI)[C@@H](C4)OC)C




0 COclc(N2CC3CCCNC3C2)c(F)ec4C(=0)C(=CN(C5CCE)c14)C(=0)0 validation
0 Cclnnc2CN=C(c3cccce3Cl)cdcec(Cl)cec4nl? validation
0 Cclonc(c1)C(=0O)NNCc2cccec? validation
0 Cclc(c2cee(0)cec2)n(Ce3ccc(OCCNACCCCCC4)ce3)chece(0)ecls validation
0 CC#CC1(0)CCC2C3CCC4=CC(=0)CCC4=C3C(CC12C)c5ccc(cc5)N(C)C validation
0 CC(C)c1nc(CN(C)C(=O)NC(CCN2CCOCC2)C(=0)NC(CCC(Cc3cceecec3)NC( validation
=0)OCc4cncs4)Cebececees)esl
0 CNCC[C@@H](OclcceeclC)c2ccecce? validation
0 NC(CCC(=0)0O)C=C validation
0 NC12CC3CC(CC(C3)C1)C2 validation
CCCC(=0)OC1(C(C)CC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(=0)Cc1r2C)C( I
0 -0)cel validation
0 CC(C)(C)NCC(O)COclccececclC2CCCC2 validation
0 CCCN(CCclcces1)C2CCc3c(0)cecec3C2 validation
0 CN(C)CC(clcee(O)ecl)C2(O)CCCCC2 validation
0 COC1C(CC2CN3CCc4c([nH]c5¢cc(0C)ceecd5)C3CC2C1C(=0)0C)0C(=0)C= validation
Ccbee(0C)c(0OC)c(OC)ch
0 Cclee(C)e(C=C2C(=0)Nc3ceeecc23)[nH] L validation
0 O=C(O[C@H]1CN2CCC1CC2)N3CCc4cccccd[C@@H]3c5cccech validation
0 CCCCN(CccC)CCC(O)clec2e(Chee(Chec2c3cec(cecl3)C(F)(F)F validation
0 Cclncc(COP(=0)([O-])[O-])c(CN(CCN(CC(=0)[O-])Cc2c([O- validation
De(C)ncc2COP(=0)([O-][O-])CC(=0)[O-])c1[O-]
0 CCC(=0)O[C@@]1([C@@H](C)C[C@H]2[C@@H]3CCC4=CC(=0)C=C[C validation
@lAQ[Ce@]3(ChH[C@@H](O)C[C@]12C)C(=0)CO
0 CCOclccceclO[C@H]([C@@H]2CNCCO2)c3cccec3 validation
0 CCclccc(CCOc2ccc(CC3SC(=0)NC3=0)cc2)ncl validation
0 Cclcec(cc1)N(CC2=NCCN2)c3ccec(0)ce3 validation
COCCOC(=0O)NCCCC[C@H](NC(=0)OCCOC)C(=0O)NCCCCCCCOP(=0)(C I
0 0 validation
0 Fclcee(ccl)C(CCCN2CCC(CC2)N3C(=0)Nc4ceccec34)c5ece(F)ech validation
0 CCCCCC(0)C=CC1C(0)CC20C(=CCCCC(=0)0)CC12 validation
0 CCN(CC)CCOC(=0)C1(Ccceelcaceeee? validation
0 CC(C)(C)clee(c(NC(=0)C2=CNc3ccccc3C2=0)cc10)C(C)(C)C validation
0 CCC(=0)N(C1CCN(CCc2ccccc2)CC1)c3cccec3 validation
0 CCC(=0O)N(clcceeecl)C2(COC)CCN(CCe3cccs3)CC2 validation
C[C@@]1(COc2cce(cc2)N3CCC(CC3)Oc4ccc(OC(F)(F)F)ced)Cnsec(nc501) _
0 validation
[N+](=0)[O-]
0 CC(C)(C#N)clcee(Cn2cnen2)ce(cl)C(C)(C)CHN validation
0 COC(=0)C1=C(C)NC(=C(Clc2cccc3nonc23)C(=0)0C(C)C)C validation
0 CCCC10OC2CC3C4CCC5=CC(=0)C=CC5(C)CAC(O)CC3(C)C2(01)C(=0)C validation
0 CclncenlCC2CCce3c(C2=0)c4ccccc4n3C validation
0 COclcc2c(CCNC23CSCAC5CHN(C)C(Cc7ec(C)e(OC)c(0)ec67)C(O)NSC(CO validation
C3=0)c8c90C0cIc(C)c(OC(=0)C)c48)cclO
0 CC(0)C(C)C10C1CC2COC(CC(=CC(=0)OCCCCCCCCC(=0)0)C)C(0)C20 validation
0 CN(C)CCC=C1c2cccec2COc3ecc(CC(=0)0)ccl3 validation
0 CCCCCCCC(=0)NC(CN1CCCC1)C(0O)c2ccc30CCOC3c2 validation
0 CC1=C(C=C(C#N)C(=0O)N1)c2ccncc2 validation
0 CC(Cclcccccl)N(C)CCHC validation
CCC[C@H](NC(=0O)[C@@H]1[C@H]2CCC[C@H]2CN1C(=0)[C@@H](NC
0 (=0)[C@@H](NC(=0)c3cnccn3)C4CCCCC4)C(C)(C)C)C(=0)C(=0)NC5CC validation
5
0 COclccc2CC3CA4CCCCC4(CCN3C)c2cl validation
0 COC(=0)C1=C(C)NC(=C(C1lc2ccccc2[N+](=0)[0-])C(=0)OCC(C)C)C validation
0 CCN1CCN(C(=0)NC(C(=0O)NC2C3SC(C)(C)C(N3C2=0)C(=0)[O- validation
Jc4cceec4)C(=0)C1=0
0 COclcc(Br)c(CIN+]2(CCOCCC3CCC4CC3C4(C)C)CCOCC2)cclOC validation
0 CC1CC2C3CCC4=CC(=0)C=CC4(C)C3(F)C(0)CC2(C)C1(O)C(=0)CO validation




CO[C@@H]10[C@@H](COS(=0)(=0)0)[C@H](O[C@@H]20[C@@H]([C

@H](OC)[C@@H](O)[C@@H]20S(=0)(=0)0)C(=0)[O-)[C@@H]([O- validation
DIC@@H]INOS(=0)(=0)0

CCOclcceccclOCCN[C@@H](C)Ce2cee(0C)c(c2)S(=0)(=0O)N validation

CC10C(CC(0)C10)0C2C(0)CC(OC3C(0)CC(Ocacces(Cyc(cecescsec( validation

0)C7(C)C(CCCH70)C8=CC(=0)0C8)C4)OC3C)OC2C




Table S2 The optimized parameters for SVM and kNN models

Parameters for SVM

Fingerprint Parameter for KNN
C g k
Estate 13 0.55 19
ExtendFP 19 0.003 21
FP 17 0.0005 7
MACCS 10 0.55 3
KRFP 9 0.005 9
Pubchem 5 0.009
SubFP 3 0.3 11




