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SMILES representation for generated compounds.

0=C(N[C@H]1C[C@@H]1clcec(C(F)(F)F)cc1)NICCN(S(=0)(=0)c2ccc(C(F)(F)F)cc2)CCl
COclcec(CN(Cc2ccc(-c3cec(C(=0)0)cce3)cc2)Cc2cec(C(C)(C)C)ec2)ecl
COclccc(CN(Cc2ccec(-c3cec(C(=0)0)cc3)cc2)c2cec(C(=0)0)cc2)ccl
O=C(N[C@@H]1C[C@H]1clccc(O)ccl)Nclcec(Cl)ecl
CclcccccINC(=0)Nclcec(S(=0)(=0)Nc2cecc(N3CCN(C)CC3)cc2)ccl
CC(C)[C@H](CC(=0)NO)C(=0O)N[C@@H](CC(C)C)C(=O)N[C@ @H](Cclcccccl)C(=0)N[C@ @H](Cc1
cceeel)C(=0)N[C@ @H](CC(C)C)C(=0)N[C@ @H](CC(C)C)C(=0)0
0=C(0)clccc(NC(=0)c2nc3ccccc3[nH]2)ccl
Cclcc(C(=0)Nc2cec(F)ec2)ec(-c2cec(C(=0)0)cc2)cl

0O=C(clcccecl)clcec(O)c(O)cl

COclcec(-c2nc(Nc3cec(F)c(Cl)e3)c3¢(n2)CCNC3)ccl
COclccc(-c2cc(=0)oc3ccececc23)ccl

0=C(0O)clccc(Oc2ccec(Cl)ec2)c(Cl)cl
O=C(N[C@@H]1C[C@@H]1clccceel)cleec(Cl)ccl
0O=C(0O)clccc(N2CCN(c3cecdc(c3)0C04)CC2)ccl
CN[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3cdc(c5c6cececccbn2c5¢31)C(=0)NCA
CN(C)C(=0)Nci1ccc2c(c1)S(=0)(=0)clcccccIN2
C[C@@H](NC(=0)[C@H](Cclcccccl)NC(=0)[C@H](Cclc[nH]c2ccececl12)NC(=0)[C@H](Cclcceecl)
NC(=0)[C@H](Cclcccccl)NC(=0)[C@H](Cclcccecl)NC(=0)[C@@H](C)C(N)=0)C(N)=0
COclcc2c(cc10C)C(=0)cdc(-c3ccecc3)n[nH]c1-2
COclccc([C@H]2C[C@H]3[C@@H](O)CC[C@H]3C2)ccl
CNC(=0)clccc2c(c1)[nH]clcceecl2

O=C(N[C@@H]1C[C@@H]1clcccccl)NICC[C@ @H](c2ccc(Cl)cec2)[C@@H]1C(F)(F)F
COclcec(C(=0)Nc2ccec(Cl)ec2)cclCl
COC(=0)C(=0)N1CCN(C(=0)c2cce(-c3cccdc(c3)CC(=0)04)cc2)CCl
COclccc2c(cl)nc(Nclcee(C(=0)0)ccl)clcecececclC2
CN(C)C(=0)clccc2c(cl)[C@]1(C)CC[C@@H](C2)[C@@H]1C(=0)0
CNC(=0)Oclccc2c(cl)[C@]1(C)CCN(C)[C@@H]IN2C

COclccc2[nH]cc(C)c2cl

COclcc2c(cc10C)C(clccceccl)N(C)C(=0)C2
0O=C(clcccccl)N1CCC2(CC1)0C(=0)clcc(0)ccc102
COclcec(C(=0)Nc2ccec(Cl)c(Cl)c2)ccl

COclcc2c(cc10C)C(=0)N(CC(=0)0)C2=0
C[C@]120[C@H](C[C@]1(0)CO)n1c3cccecc3c3cdc(c5cbeccccbn2c5¢31)CNC4A=0
CC(C)[C@H](NC(=0)[C@H](Cclcccccl)NC(=0)clcee(-c2ccecec2)ccl)C(=0)0
COclcec(C(=0)N2CCN(c3ccedc(c3)0C04)CC2)ccl
COclccc(S(=0)(=0)NC(=0)c2c(Cl)cc(Cl)cc2Cl)cca
COclcccccINICCN(CCCNC(=0)c2cc(0C)c(0C)c(0C)c2)cCa
CNC[C@@H](O)[C@H](clccececl)N(C)C

NC(=0)clccc(Oc2ccccc2)ccl
CN(C)C(=0)c1cce(S(=0)(=0)N2CCN(Cc3cccédc(c3)0C04)CC2)ccl
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0O=C(Nclccc2ccccc2cel)S(=0)(=0)clcecc2eccec2cl

0=C(0O)clccc(0)c(O)c1

CN(C)C(=0)ci1ccc2c(c1)[nH]clccc(C#N)ccl2
CC(=O)N[C@@H]1CC[C@H](C(=0)0)CC1
CC(=0)N1CCN(c2ccc([N+](=0)[0-])cc2)CCl
CC(C)(C)c1cce(S(=0)(=0)Nc2ccc3c(c2)0C03)ccl

0O=C(0O)clccc(-c2cceec2)ecl
COclcc2c(cc10C)C(=0)cic(-c3cnc[nH]3)c[nH]c1-2

CC(C)(C)clcecc2c(c1)0C02

0=C(0O)c1ccc(-c2ccc(O)cc2)ccl
O=C(N[C@@H]1C[C@@H]1clccc(OCc2ccccc2)ccl)N1Cc2ccccc2Cl
CC(C)(C)NC(=0)clccc(Oc2cceec2)cecl
COclccc(-n2¢c(=0)n(-c3ccc(Cl)cec3)c3cc(C(=0)NS(C)(=0)=0)ccc32)ccl
CO[C@@H]1[C@H](N(C)C(=0)c2cccec2)C[C@H]20[C@]1(C)nlc3cccecc3c3cic(c5cbeccecbn2c5c3]
)C(=0)NC4

Cclcc(C(=0)Nc2cee(-c3cceee3)cc2)nc2eccecl2
NC(=0)clccc(Oc2cen(Cc3cecdc(c3)0C04)nc2)ccl
C[C@@H]INC(C)(C)CO[C@@]1(O)clccc(Cl)c(Cl)cl
COclccc(NC(=0)Nc2ccc(Cl)c(Cl)c2)c(Cl)c1
CC(=O)N[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3cdc(c5cbeccee6n2c5¢31)C(=0
)NC4

0=C(0O)clccc(Oc2cec(-c3ccc(C(F)(F)F)ce3)cc2)cecl
CC(C)C[C@H](NS(=0)(=0)c1ccccc1)C(=0)0

COclccee(NC(=S)Nc2ceee(Cl)e2)cl

COclcccc(N2CCN(Cc3cecec3)CC2)cl

CC(=O)N[C@ @H](CC(=0)0)C(=0)N[C@H](Cclcccccl)C(=0)N[C@H](Cclcceeccl)C(=0)0
0=C(0O)clccc(Oc2cec(Oc3cccee3)cc2)ccl
COclcecc2c(c1)C(=Cclcec(C(=0)0)cc1)C(=0)N2C
COC(=0)clcce2c(c1)NC(=0)/C2=C(\Nclccc(F)ccl)cleccecl
O=C(Ncl1nc(-c2ccc(OC(F)(F)F)cc2)cs1)cinc(C(F)(F)F)nc(N2CCOCC2)ciCl
COclcc2c(cc10C)CN(Cclceeccl)C2

COclccc(S(=0)(=0)c2cceec2)ecl

0=C(0)clccc2c(c1)C(=0)N(Cclcecccl)C2
COclcc(Nec2nc(Sc3cec(NC(=0)CN4CCOCC4)cc3)nc(N3CCNCC3)n2)cc(OC)c10C
0O=C(O)clccc(OC(F)(F)F)ccl

COclcec(-c2ccc(CSc3nc(-c4cccecd)c[nH]3)cc2)ccl
O=C(N[C@@H]1C[C@H]1clccceel)clcec2c(c1)0C02
COclccec(CNC(=0)Nc2ccc(Cl)ce2)cl

Cccccececcccccccececececcc

0O=C(NCclccccel)cleec(C(F)(F)F)ccl
CCN(CC)C(=0)[C@H]1CC[C@H]2[C@@H]3C[C@@H]4C[C@@](O)(C4)[C@H]3CC[C@@]21C
COclccc2oc(=0)c(0)c(0)c2cl

O=c1[nH]c(=0)n([C@H]2C[C@ @H](c3cccic(c3)0C04)02)c2cccccl2
N#Cclcecc(-c2noc(-c3cccdc(c3)0C04)n2)ccl
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O=C(N[C@@H](Cclcccccl)C(=0)N1CCC[C@H]1clcccecl)clcccecl
COclccc2nc(N3CCN(Ccdcecc(Cl)c(Cl)c4)CC3)[nH]c2c1
0O=C(Nclccc(Cl)ccl)clceec(Cl)c(Cl)cl

0=C(0)clccc2c(cl)[nH]clcec(Cl)ccl2
CC[C@H](C)[C@H](NC(=0)[C@H](Cclc[nH]c2cceec12)NC(=0)[C@ @H]1CCCN1C(=0)[C@ @H](N)C
CCN=C(N)N)C(=O)N[C@ @H](Cclc[nH]c2cccccl12)C(N)=0
CC(C)(C)NC(=0)clccc(OCCCSc2nc(-c3cceecec3)no2)ccl
NC(=0)clsc(-c2cces2)ncl-clecc2c(c1)0C02
CN(C)clcecc(C2CCN(Cc3cec(Cl)ec3)CC2)ccl
0O=C(clcccccl1)N1CCC(Nc2nenc3cceec23)CCl
COclcc2c(cc10C)/C(=C/clccc(Ne3cceee3)ccl)C(=0)NC2
Cclcec(C(=0)Nc2cecec(CNC(=0)c3ccecc3)c2)ccl
COclcc2c(cc10C)-c1[nH]c3cceceec3c1C2
COclcecc2c(c1)C(=0)Nclcec(-c3cceee3)cclC2
COclcec(CNC(=0)c2ccc3c(c2)c(C)c(C)n3C)ccl
O=C(N[C@@H](Cclcccecl)C(=0)cdnc(-c2cceec2)c(-c2cecec2)[nH]1)clcccecl
C[C@H]1INC(C)(C)CO[C@@]1(O)clcec(Cl)c(Cl)cl
COclcc2c(cc10C)-cinc(Ne3cec(F)ce3)nccl1CC2
COC(=0)clcccc(NS(=0)(=0)c2cec(Cl)cc2)cl
NC(=0)clcc2c(Oc3ccc([N+](=0)[0-])cc3)cncc2sl
COc1lcc2c(cc10C)C(=0)N(CC(=0)Nclcceecl)C2=0
O=c1n(CCN2CCN(Cc3ccc(Cl)cec3)CC2)n(C2CCN(C(=0)c3ccecee3)CC2)n1C(Cl)clecc(Cl)ecl
Cclcec(-c2noc(C)n2)c(-c2cec(NS(C)(=0)=0)cc2)nl
C[C@@H](NC(=0)clccc(C(F)(F)F)ccl)C(=0O)N[C@H]1CCC(=0)N(c2ccc(C(F)(F)F)cc2)C1
CC(C)c1nc(C(=0)Nc2cec(C(F)(F)F)cc2)oc1C(C)(C)C
COC(=0)clccec(CNC(=0)c2cc(-c3cceee3)ccc2C(=0)Nc2cec(Cl)ec2)cl
Cclc(CHN)ccecl-clnoc(-c2cec(C(F)(F)F)cc2)nl
CC(C)clcc(NC(=0)[C@H]2CCN(c3ccc(C(F)(F)F)cc3)CC2)nc2cececcl2
Cclccec(NC(=0)c2cec(N3CCOCC3)cc2)cl
Cl[C@]12CC[C@@H](C[C@@H]10C)n1c3ccccc3c3cdc(c5cb6eccecc6n2¢5¢31)CNC4=0
CclccecccINC(=0)clecc(N2CCCCC2)ccl

Cclcec(-c2ccc(C(F)(F)F)cc2)ncl
COclccc(NC(=0)[C@@H]2CCCN2C(=0)[C@@H](c2cceec2)c2cccec2)ecl
O=C(N[C@@H]1CC[C@H](O)CC1)clccc2c(cl)C(=0)Ccec2

C[C@]12CC[C@ @H]3c4ccc(O)ccaCC[C@H]3[C@@H]1CC[C@@H]20
CN1CCN(c2ccc(Nc3ncencdcc(-c5cec(F)ec5)ncc34)cc2)CCl
Nclncc(-c2cec3c¢(c2)0C0O3)ncl-clecc2c(c1)0CO2
CC(C)(C)clccc(NC(=0)Nc2ccc(C(=0)0)cc2)ccl
CC(C)NC(=O)clccc2e(cl)[C@@]1(C)CC[C@H](O)[C@@H]1N2C
COc1cc(NC(=0)C(C)(C)C)ccc1C(=0)Ncicec(Cl)ecl
NC(=0)clcccc(OC[C@H]2CN3CCC[C@@H]3C2)c1
NC(=0)clccc(-c2cceecc2Cl)ecl
COclccc([C@H]2C[C@H](O)[C@@H](O)[C@H]20)cc1
0O=C1NC(=0)C(c2ccc3ccecc3c2)C1=0
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NC(=0)clccc(Nc2ncee(-c3cecclc(c3)NC(=0)C4=0)n2)ccl
COclccc(-c2ccc(CC(=0)0)cc2)ccl

0O=C(Nclccc(Oc2cccec2)ccl)clenc2ceccec2cl
CN(C)C(=0)ci1ccc(Oc2ccccc2Cl)c(Cl)c1
COclcc2c(cc10C)C(0)C(=0O)N(C)C(=0)clcec(C(F)(F)F)cc1S2(=0)=0
Nclncc(C(=0)Nc2cec(S(N)(=0)=0)cc2)s1
CN(C)C(=0)clccc2c(=0)n(Cc3ceececc3)c(=0)c2cl

C[C@@H]1N(C)CCN1clcccccldl
COclcce(-c2c(-c3cccee3)nc(C)n2-c2ccc(Cl)cc2)ccl
COC(=0)clccc2e(c1)[C@@]1(C)CCN(C(=0)c3cccec3)[C@@H]1C2
COclccc2c(c1)C(C(=0)Nclcec(Cl)ecl)C(=0)N2
NS(=0)(=0)clccc(-c2ccc(N3CCNCC3)cc2)ccl
CC(C)(C)C(=O)N[C@@H](Cclc[nH]c2cccecl2)C(=0)N[C@ @H](Cclcccecl)C(=0)0
COclccc(-c2n[nH]c3c2C(=0)c2ccc(-c4cccecd)cc2-3)ccl
COclcec(C2=C(c3ccc(F)ce3)c3cececece3N(C)C2=0)ccl
CC(C)(C)cann(-c2ccc(F)cc2Cl)c2c1C(=0)Ccce2
CC(C)[C@H](NC(=0)[C@H](Cc1c[nH]c2ccceccl12)NC(=0)0Cclcccecl)C(=0)0
O=C(Nc1nc2cccec2sl)clcececcl
CC(C)[C@H](NC(=0)[C@H](Cclcccccl)NC(=0)[C@H](Cclccceccl)NC(=0)[C@H](Cclcccccl)NC(=0)
OCclcccccl)C(=0)0

COclccc(S(=0)(=0)N2CCN(C(=0)c3cccéc(c3)0C04)CC2)ccl
CC(C)[C@H](NC(=0)clcceecl)C(=0)N[C@H]1C[C@H]20[C@](C)([C@@H]10C)n1c3ccccc3c3cic(c
5c6ceecebn2c5¢31)C(=0)NC4

0O=C(Nclcccccl)N1CCC(N2CCce2)ccl
Cclccc(-c2sc(C(F)(F)F)nc2C(=0)c2ccc(Cl)cc2)ccl
CC(C)(C)clenc(N2CCN(c3ccc(C(F)(F)F)cc3)CC2)s1

COC(=0)clccc2[nH]ncc2cl

0O=C(Ncl1nc(-c2ccccc2)nsl)clcec(N2CCCCC2)ccl
0=C(0)clccc(OCCN2CCN(c3ceec(Cl)e3)CC2)ccl
COclcc(NC(=0)C(C)(C)C)ccclC(=0)Nciccec(Cl)c(Cl)cl
NC(=0)clccc2c(c1)C(=Nclcec(S(N)(=0)=0)cc1)C(=0)N2
C[C@H]1CC[C@@H](NC(=0)Nc2ccec(C(F)(F)F)c2Cl)CCa
Nclncnc(N2CCC(Nc3nenc4[nH]cc(-c5cec(C(F)(F)F)cc5)c34)CC2)nl
C[C@]12CC[C@H]3[C@@H](CC[C@H]4CCCC[C@@]43C)[C@@H]1CC[C@@H]20
Nclnc2cccec2ce(=0)[nH]1

COclcec(Nc2ncec(-c3cccde(c3)NC(=0)C4=0)n2)ccl
COC(=0)clccec(-c2nc(NC(C)=0)c(NC(C)=0)o2)c1
COclcec(-c2c(C)noc2-c2ccec3nc(N)n(C)c3c2)ccl
COclccc(CNC(=0)c2cc(-c3cecdc(c3)0C04)n[nH]2)ccl
COclcc2c(cc10C)-c1[nH]nc(-c3ccc(N4CCOCC4)cc3)c1C2
Cclccc(-c2cc(C(F)(F)F)ccc2C(=0)Nc2cec(-c3cceee3)cc2)ccl
NC(=0)clccc2nc(-c3ccc(NC(=0)cdccc5¢(c4)0CO5)cc3)[nH]c2cl
C[C@@H](NC(=0)[C@H](Cclcccccl)NC(=0)[C@H](CC(C)C)NC(=0)[C@H](Cclccceccl)NC(=0)0C(C)
(c)c)c(e)c
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C[C@@H]1C[C@H]2[C@@H]3CCCA4=CC(=0)CC[C@]4(C)[C@@H]3CC[C@@]21C
COclcec(C(=0)Nc2cee(-c3cceee3)cc2)ccl
COclccc(-n2nnnc2C(=0)c2ccc(-n3cncdceccecd3)cc2)ccl
COclccc(S(=0)(=0)N2CCN(C(=0)N3CCN(C)CC3)CC2)ccl
CclccceclOclcecec(-c2cccec2)ncl
COclccc(S(=0)(=0)N2C[C@@H](OC)[C@@H](OC)C2)ccl
0O=C(Nclccc(Cl)cc1)N1ICCN(Cc2cccec2)CCl
0O=C(Nclnc2ccccc2sl)clcec2c(c1)NC(=0)C2
CC(C)[C@H](NC(=0)[C@H](Cclccececl)NC(=0)OCclcceecl)C(=0)0
CcleceeclS(=0)(=0)N1CCN(C2CCCCC2)cCl
CC(C)[C@H](NC(=0)cl1ccc(-c2ccecec2)cc1)C(=0)0
0O=C(Ncl1nnc(-c2cccec2)sl)cleccecl
NC(=0)clccc(Nc2nccc(-c3cccdc(c3)0C04)n2)ccl
COclcec(CNC(=0)c2cc3c(cc20C)C(=0)N(C)C3=0)ccl
CC(C)(C)NC(=0)c1ccc(NS(=0)(=0)c2ccc(C(F)(F)F)cc2)ccl
CN1CCN(c2ccc(-c3cnc4[nH]c5¢(F)cceec5¢4c3)cc2)CCl
NC(=0)clccc2c(cl)nc(NCclcec(Cl)ccl)clec(C(N)=0)ccclC2
COclccc2c(cl)[C@H]1CC[C@H](C2)N1C
0=C(0O)clccc(Nc2ncec(-c3cceee3)n2)ccl
0O=C(Nclccc(-c2cceec2)cc1)NICCC(Oc2ccc(Cl)ec2)CCl
NC(=0)clcnc(-c2ccc3c(c2)CNC3=0)[nH]1
CNC(=0)[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3clc(c5cbeeccee6n2c5¢31)C(=0
)NC4
C[C@]12CC[C@H]3[C@@H](CC[C@H]ACCC(=0)CC[C@@]43C)[C@@H]1CC[C@@H]20
COclcc(Nc2ncc3cec(F)ece3n2)cecclF
COclcec(Cl)c(Cl)c1C1c2c(c(OC)c10C)n(C)n2C(=0)clccc(F)ccl
COclcc2c(cc10C)C(=0)C(C(=0)Nclccececl)C(=0)N2
COclcecc2c(c1)C(=0)C(CC1CCN(Cc3cceec3)CCl)C2
COclcc2c(cc10C)C(=0)C(C)(C)CCC2NC(=0)clcee(-c2cec(C(=0)0)cc2)ccl
0=C(0O)clcccc(Nc2nc3cecc(C(F)(F)F)c3c(=0)[nH]2)c1
CCCCCcceeecec(=0)Nececccccec(=0)oc(c)c
Ccccecececcccceccccccceccecccccccc(=0)o
COclcec(C[C@]2(c3cceee3)[C@@H](c3cccee3)N[C@@H](C)C2)ccl
COclccec(C(=0)Nc2ccec(C(F)(F)F)c2)c1
COclccc(NC(=0)NCCc2ccccc2)ccl
COclcec(CN(C(=0)c2cec(N(C)C(F)(F)F)cc2)C(C)(C)C(=0)0)cc1
COclccc2c(c1)C(=0)C(C)(C)N2clcec(S(N)(=0)=0)ccl
COclcc(NC(=0)[C@@H](C)NC(=0)c2cccec2Cl)cccl C(F)(F)F
COc1cc(N2CCN(C(=0)0C(C)(C)C)CC2)ccclS(C)(=0)=0
Cclcc(C(=0)Nc2ceec(C(F)(F)F)c2)cc(N2CCC(N3CCOCC3)CC2)n1
COclcce2c(c1)C(=0)/C2=C\clccc(C(=0)0)ccl
COclcc2c(cc10C)C(=0)N(Cclcccecl)CC2
0=C(0O)clcccecl-clcec2e3[nH]nce3c(=0)n(CC(F)(F)F)c2cl
COclccc2c(c1)C(=0)/C(=C/clcce(S(N)(=0)=0)cc1)02



209. 0O=C(Nclccc(N2CCN(C(=0)c3cec(Cl)c(Cl)c3)CC2)cc1)NICCOCCa
210.  O=C(Nclccc(Cl)c(Cl)c1)clcce(NS(=0)(=0)c2cces2)ccl

211.  O=C(Nclccc(Cl)c(Cl)cl)clcec(Cl)c(Cl)cl

212.  Cclcc(-c2ccc3c(c2)OC[C@@H](c2cccec2C(F)(F)F)[C@@H](O)[C@@H]30)cccl1C(F)(F)F
213.  COclcec(NC(=0)/C=C2\C(=0)Nc3ccececc32)ccl

214.  COclcc2c(cc1C(=0)Nclcccecl)C(=0)N2

215.  0=C(NC1CCN(Cc2ccc(C(F)(F)F)cc2)CC1)cleee(F)ccl

216.  COclcccccINICCN(C(=0)c2c(-c3cceec3)[nH]c3cccec23)CCl

217.  COclcccccINICCN(CCCNC(=0)c2nc(C)n(-c3cceec3)c2C)CCl

218.  0=C(0)clccc(C(=0)0Cc2cceec2)ccl

219. CC(C)(C)clccec(NC(=0)Nc2ccec(C(F)(F)F)c2)c1

220. 0=C(O)clccc(C(F)(F)F)ccl-clccc2c(c1)0C02

221.  COclccc(C(=0)N2CCC(CNC(=0)c3c(Cl)cc(Cl)cc3Cl)CC2)ccl

222.  COclcce(S(=0)(=0)Nc2cec(Cl)c(Cl)c2)ccl

223.  CC(C)(C)clccc(NC(=0O)Nc2cec(C(F)(F)F)cc2)ccl

224. O=C(N[C@@H]1CC[C@H](N2CCCCC2)C1)ciccc(-c2nc3ceecc3s2)ccl
225.  O=C(N[C@@H]1COCC[N+]1)clccc(F)ccl

226.  COclccc(-c2nc(NC(=0)c3ccc(N(C)C)cc3)c3cec(F)ecec3n2)ccl

227.  N#Cclccc(C(=0)Nc2ccecc2-c2cccec2)cecl

228.  CC(C)(C)clcecccINC(=0)C1cCC1

229. 0O=C(NC1cCcccCC1)cicec(-c2cceec2)ecl

230.  COclccc(NC(=0)Nc2cec(C(F)(F)F)cc2)ccl

231.  COclccc2c(c1)C(=0)c(ccicceccl)e

232.  0=C(Nclccc(Cl)cc1)N1CCC(C(O)(c2ccc(Cl)cec2)c2ecc(Cl)ec2)CCl

233. 0=C(0)clcc(-c2cencec2)cc(NC2CCN(CCO)CC2)nl

234.  CclcccccIN1CCC(CNC(=0)c2ccecc2Cl)CCl

235.  0=C(Nclccc(Cl)cc1)N1CCC(Nc2ncec(-c3ccecec3)n2)CCl

236.  COclcc(Nc2nce3e(n2)C(=0)/C3=C\c2cceccc2)cc(0C)c10C

237. CC(=0)N1CCN(C(=0)N2CCccC2)CClcicec(Cl)cclcl

238.  0=C(0)C1=C(c2ccccc2)C(=0)N(Cc2cccec2)C1=0

239.  0=C(Nclccc(-c2cceec2)ccl)[C@H]1CCCN(Cc2ceecc2)Cl

240. COclccceclC(=0)Nclcccccl

241.  COclcc(N2CCN(C)CC2)cc(Nc2nee(Br)c(N[C@H](C)C(=0)0)n2)cl
242.  0=C(Nclccc(C(F)(F)F)ccl)[C@H]1C[C@@H]2[C@@H](O)[C@@H](O)[C@H]201
243.  COclccc(NC(=0)Nc2cecec(C(F)(F)F)c2)ccl

244.  COclcc(Nc2nc(Nc3cec(Cl)c(Cl)e3)nc(Nec3cec(N4CCN(C)CC4)cc3)n2)cenl
245.  0=C(Nclcccccl)N1CCN(Cc2cccec2)CCl

246.  COclccc(S(=0)(=0)N2CCN(C(=0)C3CC3)CC2)cc1

247. C[C@]12CC[C@H]3[C@@H](C[C@@H](O)C4ACCA)C[C@@H]3[C@@H]1CCC2=0
248.  COclccc2c(c1)C(C)(C)C2

249.  COclccceccINC(=0)CN1CCN(c2nc3ccececc3s2)CCl

250. COclcc2c¢(cc10C)C(=0)C(C(=0)0)C(=0)N2

251.  N#Cclccc(NC(=O)Nc2ccc(C(F)(F)F)cc2)ccl

252.  COclcec2c(c1)NC(=0)/C(=C/clcec(N(C)C)cecl)C(=0)N2



253.
254,
255.
256.
257.
258.
259.
260.
261.
262.
263.
264.
265.

266.
267.
268.
269.
270.
271.
272.
273.
274.
275.
276.
277.
278.
279.
280.
281.
282.
283.
284.
285.
286.
287.
288.
289.
290.
291.
292.
293.
294,

COclccce(-c2cc3c(c(=0)n2-c2ccc(F)cc2)CNC3)ccl
O=C1NC(=0)c2cc(-c3ccc(O)cc3)ccc2N1clcec(Cl)ccl
CC(C)(C)OC(=O)N[C@@H]1CCC[C@H]INC(=0)OCclccccclC(F)(F)F
COclcc(Nc2nec(C(=0)Nc3ccec(C(F)(F)F)c3)s2)cccINICCN(C)CC1
COclccec(C(=0)Nc2cccecc2C(=0)Nc2cec(C(=0)0)cc2)cl
COclcec(Nc2nce3c(c2)NC(=0)/C3=C\c2ccc(OC)cc2)ccl
COclcec(C[C@H](C)NC(=0)c2cceec2)ccl
COclccc(-c2nn(CC(=0)0)c3cec(F)cc23)cc10C
NS(=0)(=0)clccc(C(=0)NCc2ccc(C(F)(F)F)cc2)ccl
COclcccccINICCN(C(=0)c2cc3ceccc3[nH]2)CCl
COclcc(C(=O)N[C@@H]2CC[C@H](C(=0)0)CC2)cccl0C
CC(C)(C)cInc(C(=0)Nc2nc(C(F)(F)F)cs2)cs1
CC(C)C[C@H](NC(=0)[C@H](Cclccececl)NC(=0)[C@@H]1CCCN1C(=0)[C@H](CCCNC(=N)N)NC(=0
)[C@H](CCCN)NC(=0)[C@ @H](N)Cclcceecl)C(N)=0
0=C(0)c1ccc(Cl)cc1S(=0)(=0)Ncilccc(Cl)ecl
0=C(0)C1=C(c2ccc(Oc3ccc(Cl)ce3)cc2)CcCCl
COclcecc2c(c1)C(=0)C(C)(C)C(=0)N2c1cccecl
0=5(=0)(c1ccc(Cl)cc1)C1CCN(S(=0)(=0)c2ccecc2)CCl
0=C(0O)clccc(C(=0)Nc2ccc(C(F)(F)F)cc2)ccl
O=C(Nclccc(Cl)c(Cl)c1)N1CCCC1
CCCS(=0)(=0)c1ccc(CN(Cc2cec(0C)c(0C)c2)CC2Ccccel)eca
0O=C(0O)clccc(NC(=0)Nc2cec(C(F)(F)F)cc2)ccl
O=C(N[C@@H]1C[C@H]20[C@ @H](n3cnc4cccccd3)[C@@H](O)[C@@H]2[C@@H]10)clcccecl
COclcc(Nc2nce(Br)c(Nc3cec(C(=0)0)cc3)n2)cccINICCN(C)CCa
0=C(N[C@H]1CC[C@H](N2CCCC2)[C@H](0)C1)clcee(F)ecl
COclccc2c(c1)C(=0)N(C)/C2=C\clccc(/C=C/C(=0)0)ccl
COclcec(C(=0)Nc2cec(-c3cec(0C)cc3)cc2)cecl
COclccec(C(=0)Nc2ccccc2C(=0)Nc2ccec(C(=0)0)c2)cl
Cclcc(C(F)(F)F)cccl-clenc2c(c1)0C0o2
0=C(0O)clccc(Nc2nc3cc(Cl)cece3s2)ccl
COclcc(Ne2nce3e(n2)C(c2ccececc2C(F)(F)F)CC3)cecc1C(N)=0
COclcecc2c(cl)[C@]1(C)CCN(C(=0)OoCc(C)(C)C)[C@@H]IN2C
O=C(N[C@@H](Cclccceccl)C(=0)N1CCC[C@H]1clcceecl)C(=0)N1CCC[C@H]1clccccecl
COclcc(-c2cnc(N)s2)cc(C(=0)0)c1
CC(C)(C)clccc(NC(=0)c2cceec2)ecl
CC(C)(C)clccc(NC(=0)Nc2cece(-c3enc(N)nc3)cc2)ccl
COclcc(-c2ccc(OC)ec2)cc(-c2ceeec2)cl
COclcce(-c2cec(C(=0)0)c(C)c2)ccl
0=C(0O)clcc(-c2cccec2)ec(-c2cceec2)cl
CCCCCCCCCCCCCCCNC(=0)[C@@H]10[C@@H](C(=0O)N[C@H]2CCC(C)(C)C2)[C@H](O)[C@H]10
NS(=0)(=0)clccc(NC(=0)c2cceec2)ecl
COC(=0)clccec(NC(=0)C2(N)CCN(c3ceec(Cl)ec3)CC2)ca
CC(C)(C)OC(=0)Nc1ccc(S(=0)(=0)Nc2cccec(Cl)c2)ecl



295.

296.
297.
298.
299.
300.
301.
302.
303.
304.
305.
306.
307.
308.
309.
310.
311.
312.
313.
314.
315.
316.
317.
318.
319.
320.
321.
322.
323.
324.
325.
326.
327.
328.
329.
330.
331.
332.
333.
334.
335.
336.
337.

CC(C)C[C@H]1INC(=0)[C@H](Cc2ccccc2)NC(=0)[C@H](Cc2ccccc2)NC(=0)[C@H](Cc2ccececc2)NC(=
O)[C@H](Cc2ccccc2)NC1=0
C[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3cdc(c5c6eccccon2c5¢31)C(=0)NC4A
Cclcec(-c2cec(C(=0)Nc3cec(C(=0)N(C)C)cc3)cc2)ccl
COC(=0)clcce(Sc2enc(C(=0)N3CCN(clcccecd)CC3)o2)ccl
O=c1[nH]c2cccecc2[nH]1

O=C(Nclcc(-c2ccc3c(c2)0C03)ccc1O)clcec(F)ecl
0O=C(NO)c1ccc2c(Nc3cece(Cl)eec3)nenc2cl
C[C@]12CC[C@H]3c4cc(Cl)cccaACCIC@H]3[C@@H]1CC[C@ @H]2NS(=0)(=0)clceccccl
CC(C)C[C@H]10[C@@H](0)[C@@H](O)[C@H](O)[C@H](O)[C@H](O)[C@H]10
COclccc(-c2nc3nc(-cdcec(0C)ccd)oc3n3cenc23)ccl
COclccc2[nH]cc(CCN3CCC(c4ccceccd)CC3)c2cl
0=C(O)C[C@H]1[C@@H](O)CO[C@H]1[C@@H](O)CC[C@@]1(0)CC[C@@H](O)[C@H]10
COclccc(C(=0O)N[C@@H]2C[C@@H](0)[C@@H](O)[C@@H]20)ccl
Cclcc(-c2cc(C(F)(F)F)nc(-c3ccclc(c3)0C04)n2)nc(-c2cec(Cl)c(Cl)ec2)nl
COclcce(-n2nnnc2C)ccl-clecc(S(=0)(=0)N2CCCCCC2)ccl
CC(C)(C)clccc(S(=0)(=0)N2CCN(c3ccec(C(F)(F)F)c3)CC2)ccl
CC(C)(C)clenc(C2CC2)ncl
COclcec(-c2nc(C(=0)Nc3cec(0C)ce3)[nH]c2-c2cec(OC)cc2)ccl
0=C1INC(=0)/C(=C/c2cnn3c(N4CCNCC4)cc(-c4ccc(C(F)(F)F)ccd)cc23)N1
CS(=0)(=0)clccc(NC(=0)NC2CCCCC2)ccl
CC(C)(C)OC(=0)N1CCC(c2cc(-c3cccanc(-c5nnc(N)o5)[nH]c4c3)ccc2CHN)CCL
COclccc(S(=0)(=0)N2CCN(C(=0)c3ccc(C(F)(F)F)cc3)CC2)ccl
CN1C(=0)[C@]2(C)Oc3cccec3N(C)C12

0O=C(Nclccc(-c2cceec2)ccl)clecc(O)ecl
CC(C)(C)OC(=0)N1CC=C(c2c[nH]c3ncc(Cl)cc23)CCl
O=C(Nclcc(-c2cccec2)nenl)clcccecd

COclcc(-c2cencc2)cc(C(=0)0)cl
0=C(0)clccc(Nc2ncece(-c3cccc(N4CCOCC4)c3)n2)ccl
COclcec(C(=0)Nc2ccc(C(=0)0)cc2)c(0c2cec(Cl)ec2)cl
0=C(0O)c1ccc(-c2cce(-c3cec(F)ec3)cc2)ccl
COclccc(NC(=O)N[C@@H]2Cc3cccecec302)ccl
COclcc2c(cc10C)C(=0)C1=C(C(=0)0)C(C(=0)N(C)C)ccac2
0=C(0)clccc(C2CC2)ccl-clecc2e(c1)CCCC2
0=C(0O)clccc(-c2ccc3c(-c4cccecd)c[nH]c3c2)ccl
CN1CCN(c2ccc(-c3c(-c4cccecd)c[nH]c3-c3cceecc3)cc2)CCl
O=C(N[C@@H]1C[C@@H](O)[C@H]10Cclccc(F)ccl)clcec(Cl)ecl
O=C(N[C@@H]1CC[C@H]10Ccl1cccccl)clcccecd
O=C(N[C@@H]1C[C@H](O)CC[C@@H]10Cclcccccl)clceeccl
0O=C(Nclccc(F)cc1)Nclncec(Cl)e(Nec2nenc3ceccee23)nl
O=C(NCC#Cclccc2nenc(Nc3ceec(F)e3)c2cl)clceec(F)cl
O=C(N[C@@H]1CNC[C@H]10)clccc2c(cl)[nH]clcceecl2
O=C(N[C@@H](Cclcccccl)C(=0)Nclceeecl)cleceecl
COclcce(-c2nc([C@H]3CC[C@H](NC(=0)C4CCCCCA)CC3)c(C(F)(F)F)[nH]2)ccl



338.
339.
340.
341.
342.
343.
344,
345.
346.
347.
348.
349.
350.
351.
352.

353.
354.
355.

356.
357.
358.
359.
360.
361.
362.
363.
364.
365.
366.
367.
368.
369.
370.
371.
372.
373.
374.
375.
376.
377.
378.
379.

0=C(0)clccc2c(cl1)C(clcecececl)CCC2
CC(C)(C)clccc(C(=0O)NCCCN2CCN(c3ncdcccecds3)CC2)ccl
CC(C)(C)OC(=0)clcce(-c2ccc(C(F)(F)F)nc2)ccl
O=C(N[C@@H]1C[C@H](O)CN1)clcc(F)c(F)c(F)c1
Cclcc(-c2ccc(F)c(F)c2)c(-c2cec(F)c(C(F)(F)F)c2)ol
COclcc2c(cc10C)C(=0)N(C)C(=0)N2

O=c1[nH]c(=0)[nH]c2ccccc12

CN1CCN(c2ccc(C(=0)Nc3ccc(Cl)cc3Cl)cc2)CCl
CC(C)(C)c1ccc(S(=0)(=0)N2CCN(c3ncdcccccd[nH]3)CC2)ccl
COclcc(C(=0)Nc2nce(-c3cec(C(=0)0)cc3)s2)ceciCl
CN1CCN(c2ccc(C(F)(F)F)cc2)CC1

CCcccceeccccccccececceP(=0)([o0-)0OIN-]
COclcc2c(cc10C)C(=0)N(C)clcec(-c3cec(C(F)(F)F)cc3)cc1C2
0=C1CC2(CCCC2)[C@@H](0)[C@@H]10
CC(C)[C@H]INC(=0)[C@H](CC(=0)O)NC(=0)[C@H](Cc2ccccc2)NC(=0)[C@H](Cc2cccecc2)NC(=0)[
C@H](Cc2cccec2)NC(=0)[C@H](Cc2ccccc2)NC1=0
COclcec(-c2cc(C(=0)0)ccc2Cl)ccl
CC(C)(C)clcecc(NC(=0)c2cec(-c3ccececec3C(=0)0)cc2)ccl
CC(C)C[C@H](NC(=0)[C@H](Cclccececl)NC(=0)[C@H](CC(=0)0)NC(=0)[C@H](Cclcccecl)NC(=0)
OCclcccccl)C(=0)0

CC(C)(C)clccc(-c2ceceecc2C(=0)0)ccl
0O=C(NC1CC1)clccc(Nc2ncc3ccec(Cl)ee3n2)ccl
COclcec(C(=0)Nc2ccc(C(F)(F)F)cc2)cc1C(=0)Nclccc(C(F)(F)F)ccl
Cclcc(C(F)(F)F)cc(C(F)(F)F)c1C(=O)N[C@@H]1CCCC[C@H]1Ncl1cceecl
CC(C)(C)OC(=0)N[C@H](Cclccceel)C(=0)N[C@ @H](CCCN=C(N)N)C(=0)0
CC(C)C[C@@H]10[C@@H](c2cccec2)[C@H](O)[C@@H]10
Cclee(Cl)ee(Cl)c1C(=0)N[C@H]1CC[C@ @H](CO)01
O=C(N[C@@H]1CC[C@H](O)[C@H]10C(=0)[C@H](Cclcccccl)NC(=0)OCclcccecl)C(F)(F)F
0O=C(0O)clcce(-c2ccc3c(c2)0CO3)ccl

COclcc2c(cc10)CCC2=0
CC(C)(C)OC(=0)N[C@@H]1C[C@H](Oc2ccc(-c3ccceec3C(=0)0)cc2)C[C@H]10
CC(C)(C)OC(=0)clccc(NC(=0)[C@H]2CC[C@H](NC(=0)[C@H]3C[C@@H](N)CC3)CC2)cc1
0O=C(Nclccc(Oc2ccc(0)cc2)ecl)clcccecd
0O=C(clccc(Cl)cc1)NICCN(C2CCCCe2)cca
CCCCCCCCCCCCCCCCCCCCP(=0)(0)0
0=C(0O)clccc(Cc2cc(Cc3cecce3)[nHIn2)ccl
COclcc(NC(=0)[C@@H](Cc2ccc(OC)cc2)NC(=0)c2cceec2)cend
COc1cc(N2CCC(N(C)C)CC2)cccINcIncc(Cl)c(Cl)cacl
COclcec(S(=0)(=0)Nc2ccc(C(F)(F)F)cc2)ccl
COclcc(Nc2c(C#N)enc3ec(0C)c(0)cc23)cc(0C)c10C
COclcc(COc2ccc([C@@H](0)C(=0)0)cc2)cc(C(=0)0)c10
CC(C)(C)OC(=0)N[C@@H](Cclc[nH]c2cceec12)C(=0)N[C@ @H](C(=0)0)C(C)C
COclccc(NC(=0)c2ecncc(N)n2)cclCl

clccc2¢(N3CCNCC3)ncec2cl



380.
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411.
412.
413,
414,
415.
416.
417.
418.

CC(=O)N[C@@H]1CC[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3clc(c5c6eccceccbn2c5¢31)C(=
O)NC4

O=C(N[C@H]1CC[C@H](c2ccccc2)CC)clcec(N2CCOCC2)ncl
COclcc(C(=0O)Nc2ccc([N+](=0)[O-])c([N+](=0)[0-])c2)c(OC)c(OC)c10C
Cclenc(C(=0)Nc2cc(C(F)(F)F)cc(C(F)(F)F)c2)c(C)cl

CC(=0O)N[C@@H](CC(C)C)C(=0O)N[C@ @H](Cclcccecl)C(=0)N[C@@H](CC(C)C)C(=0O)N[C@@H](C
C(C)C)c(=0)o

COc1lcec(S(=0)(=0)N2CCN(C(=0)0Cc3ccc(Cl)ce3)CC2)ccl
COclcce(S(=0)(=0)N2CCC(Oc3cec(Cl)cec3)CC2)ccl
0O=C(0)[C@H](Cclcccecl)[C@H](O)C(=0)N(Cclcce(Cl)ccl)CiCCl
0O=C(Nclcc(-c2ccc(0)cc2)nc2ecececl2)cleccccl
CC(=0O)N[C@@H](Cclcccecl)C(=0)N[C@@H](Cclcceecl)C(=0)N[C@ @H](CC(C)C)C(=0)0
COC(=0)[C@H](Cclcccccl)NC(=0)[C@H](Cclc[nH]c2ccececcl12)NC(=0)[C@H](Cclc[nH]c2cceccl2)
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COclccc(-c2ccc(N3CCC(C(=0)0)CC3)cc2)ccl
0O=C1c2ccccc2C(=0)N1CCICCN(Cc2cec(C(F)(F)F)cc2)CCa
COclccec(-c2cc(COc3ceclc(c3)0C04)c(CO)c(0C)c20C)cl
Cclnnc(N2CCC(N3CCN(C)CC3)CC2)c(N2CCN(C(=0)Nc3ccec(Cl)e3Cl)cc2)nl
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C[C@@H]10C(=0)n2c(C#N)cnc2Nc2ccc(Cl)cc2S(=0)(=0)N1C
C[C@H]1C[C@@H](NC(=0)c2ccc(OC(F)(F)F)c(C(F)(F)F)c2)[C@H](c2ccc(Cl)cc2)C1
COclccec(NC(=0)[C@H](Cc2cccecc2)NC(=0)[C@H](Cc2cccecc2)NC(=0)OCc2cccec2)cl
0=C(0)clccc2c(O)ccec2clO

CC(C)[C@@H](Oclccccel)C(=0)N1CCCCCl
Cclcc(C(=0)N[C@@H](Cc2cccec2)C(=0)N[C@H](Cc2ccecec2)C(=0)N[C@H](C(=0)0)C(C)C)cc(0)ca
0]

COclcc(NC(=0)c2ccec(-c3ceclc(c3)0C04)c2)cc(0C)c10C
COclcc(-c2cc(N3CCN(C)CC3)ccc20)ccc10CCo
0O=C1Nc2c(Cl)cccc2C(=0)Nc2cec(Cl)c(Cl)c21
Cclccc(NC(=0)c2ccc(C(C)C)ec2C(=0)Nc2cccec2C(C)C)ccl
COclcec(C(=0)Nc2ccec(C(=0)Nc3ccec(C(=0)0)c3)c2)ccl
COC(=0)clcc(Cn2c(=0)n(Cc3cceccc3)c3ccecc3c2=0)cenl
CC(C)[C@H](O)[C@H](C)NC(=0)[C@H](CC(C)C)NC(=0)[C@H](CC(C)C)NC(=0)[C@H](Cclcccccl)N
C(=0)oc(c)(c)C

C[C@]12CC[C@@H]3c4ccc(O)ccaCC[C@H]3[C@@H]1CCC2=0
COclcec(C[C@H]2CC[C@H](NC(=0)c3ccc(C(C)(C)C)cc3)CC2)ccl
COc1cc(N2CCN(C3CCCCC3)CC2)c2nen(C3CCCCC3)c2cl
CCCN(CCC)C(=0)C(C)(C)NC(=0)0OCclcccecd

CC(=0O)N1CCC(NC(=0)C2(NC(=0)[C@ @H](Cc3cccec3)NC(=0)c3cccec3Cl)CC2)CCl
CCCNC(=0)cl1ccc(C(=0)Nc2ccec([N+](=0)[0-])c2)ccl
COc1c(N)ncncIN1CCC(c2nc(-c3cec(F)c(C(F)(F)F)c3)cn2CCN2CCCC2)CCl
CN(C)C(=0)C1CCN(Cc2ccc(OC(=0)Nc3cceec3)cc2)CCl
Cclcc(N2CCOCC2)cecl-cinc2eccec2[nH]
CN(C)C(=0)c1ccec(-c2ccc(N3CCN(c4ncnc5cccecd5)CC3)nc2)cl
COclcc(-c2ccc(NC(=0)C3CC3)cc2)ccc10CCNICCOCCL

CC(=O)N[C@ @H](Cclcceecl)C(=0)N[C@H](Cclcceecl)CP(=0)(0)0
COclcec(Cc2c(0)c(0)c(0)c(0)c20)ccl

CC(=O)N[C@ @H](Cclcccecl)C(=0)N[C@H](Cclcececcl)C(=0)0
CC(C)[C@@H](O)[C@H](Cclccc(Cl)c(Cl)c1)clcec(C2CC2)ccl
CCN(CC)CCNC(=0)c1c(C)[nH]c(/C=C2\C(=0)Nc3ccc(F)cec32)c1C
N[C@@H]1C[C@H]20[C@@](C)([C@@H]10C)n1c3ccccc3c3clc(c5c6cccccbn2c5¢31)C(=0)NC4
COclccc(S(=0)(=0)N2CCN(Cc3cccec3)CC2)ccl
COclcc(C(=0)N2CCC(C(=0)0)CC2)cccl-cleec(OC)ccl
CN(C)CCCNC(=0)c1cc(-c2ccc(Oc3cccce3)cc2)[nH]nl
CN1CCN(c2ccc(-c3c[nH]c4cccce34)cc2)CCl
CNC(=0)c1c(C)c2ccecc2n1CC(=0)NCICCN(CCCc2c[nH]c3cceec23)CCl

Supplementary Table S1. SMILES representation for generated compounds.



Graph representation of all the generated molecules
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Supplementary Figure S2. Graph representation for generated compounds.
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ROC curves and corresponding AUC for the structures of
Insulin-like growth factor 1 receptor (IGF-1R) and
Vascular endothelial growth factor receptor 2 (VEGFR2).

=
o

o
©

o
o

©
N

o
o

=
o

o
©

o
o

©
N

o
o

S

—— Binders vs randomly selected, AUC=0.73
—— Binders vs generated for other targets, AUC=0.7
—— Generated vs randomly selected, AUC=0.7

False Positive Rate

C

—— Binders vs randomly selected, AUC=0.76
—— Binders vs generated for other targets, AUC=0.67
—— Generated vs randomly selected, AUC=0.75

0.4 0.6 0.8 1.0
False Positive Rate

0.0 0.2

‘True Eositivg Rate‘

e

T

—— Binders vs randomly selected, AUC=0.7
—— Binders vs generated for other targets, AUC=0.66
—— Generated vs randomly selected, AUC=0.68

False Positive Rate

d

‘True F"ositivg Rate‘

—— Binders vs randomly selected, AUC=0.78
—— Binders vs generated for other targets, AUC=0.64
—— Generated vs randomly selected, AUC=0.76

0.0

0.2

0.4 0.6 0.8 1.0

False Positive Rate

Supplementary Figure S3. ROC curves and corresponding AUC
for the following structures:
(a) structure of IGF-1R with PDB code 4D2R
(b) structure of IGF-1R with PDB code 201]9
(c) structure of VEGFR2 with PDB code 4ASE
(d) structure of VEGFR2 with PDB code 2P2H




ROC comparison of known binders versus generated

molecules and corresponding AUC for the structures of

Insulin-like growth factor 1 receptor (IGF-1R) and

Vascular endothelial growth factor receptor 2 (VEGFR2).
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Supplementary Figure S4. ROC comparison of known binders versus
molecules generated for IGF-1R and VEGFR2 and
corresponding AUC for the following structures:

(@) structure of IGF-1R with PDB code 4D2R
(b) structure of IGF-1R with PDB code 201]9

(c) structure of VEGFR2 with PDB code 4ASE
(d) structure of VEGFR2 with PDB code 2P2H



