Table. S7. The detailed information of the 400 FLT3 compounds used as out-of-sample data

SMILES Active (True) Active (Pre.)
CCCCNcelnee(C(=0)NCc2ccec(0C)c2)ec(N[C@H]2CC[C@H](0)CC2)nl 1 0
CCCCNeclnee(C(=0)NCc2cec(-n3enc(CO)c3)cc2)c(N[C@H]2CC[C@H](0)CC2)nl 1 0
O=C(Nclcec(C(=O)N2CCNCC2)ccl)cln[nH]c2cceec12 1 0

Clelcee2nec(-c3ccecc(NCA4CCNCC4)n3)n2cl
CN[C@@H]1CC20C([C@@H]10C)nlc3ccecec3c3cde(cScoececcon2¢5¢31)C(=0)NC4
CCOclec(Ne2nee3ecednen(C(C)C)ecde3n2)ncc IN1CCOCCI
CC(C)nlenc2ece3enc(Nedec(OCCSCCS)e(NSCCNCCS)end)nc3ce2 ]
CCOclece(Ne2nee3ece4nen(CC)ede3n2)ncc IN1CCN(CC)CCI
CN[C@@H]1CC20[C@@](C)Y[C@@H]10C)n1c3ccece3c3cde(cScoeccececon2e5e31)C(=0)NC
4
CL.O=CINc2ccc(F)ecc2/C1=C1/Nc2ceecee2/C1=N\OCC(=0)N1CCNCCI
CL.O=CINc2ccecc2/C1=C1/Nc2ccecec2/C1=N\OCC(=0O)N1CCNCCI
CL.O=CINc2cece(Cl)ec2/C1=C1/Nc2ceccc2/C1=N\OCC(=0)N1CCNCCl
CL.O=C(CO/N=C1C(=C2/C(=O)Nc3cccce32)/Ne2eeeee2/)N[C@@H]1CCNCI
CL.O=C(CO/N=C1C(=C2/C(=0)Nc3ccccc32)/Ne2cceec2/1)N[C@H]1CCNCI
COclce(Ne2nee3ece4nen(C(C)C)ede3n2)ncc INTCCN(C)CCl
COclce(Ne2nee3ec(C)ednen(C(C)C)ede3n2)ccc INICCOCCI
CL.O=CINc2cce(Br)ec2/C1=C1/Nc2cecee2/C1=N\OCC(=0)N1CCNCCI
CN[C@H]1C[C@@H]20[C@](C)([C@H]10C)nlc3cccec3c3cde(cScoececcon2e5¢31)C(=0)N
C4
O=C1Nc2cce(F)ce2/C1=C1/Nc2cceec2/C1=N\OCCNICCNCC1
CCCCNcelnee2e(-c3ccc(CN4CCN(C)CC4)ce3)en([C@H]3CC[C@H](0)CC3)e2nl
CNI1CCN(C(=0)CO/N=C2C(=C3/C(=0)Nc4ccc(F)cc43)/Ne3eceee3/2)CC1.Cl
CNI1CCN(C(=0)CO/N=C2C(=C3/C(=0)Nc4cce(Cl)cc43)/Ne3eecee3/2)CC1.Cl
C[C@@H]1CN(Cc2cc(Ne3nee(Clye(-c4e[nH]c5ce(CO)eced5)n3)cc(C3CC3)e2)C[C@H](C)N1
Cclece2e(-c3nc(Nedec(CSCCS)ee(CNSC[C@@H](CON[C@@H](C)CS5)c40)ncc3Cl)c[nH]c2cl
Ccelece(S(=0)(=0O)n2cc(-
c3nc(Nedee(CNSC[C@@H](CON[C@@H](C)CS)cc(C5CCS5)ed)nce3Cl)c3ccc(CO)ce32)cel
CCCCNcelnee(-c2cec(CNCC34CC5CC(CC(C5)C3)C4)en2)e(N[C@H]2CC[C@H](0)CC2)nl
C1.O=CINc2cce(I)cc2/C1=C1/Nc2ceecc2/C1=N\OCC(=0)N1CCNCCl
COclec(Ne2ncee3ecednen(C(C)C)ede3n2)ncc IN1CC2(COC2)C1
CCl1(c2cec3nce(-c4ccec(N[C@H]SCNC[C@@H]5C(F)(F)F)n4)n3c2)CCl
CNI1CCN(C(=0)CO/N=C2C(=C3/C(=0)Nc4cccce43)/Ne3eeeee3/2)CC1.Cl
CC(C)(C)cleec2ncee(-c3ccec(NCACCCS(CNCS5)C4)n3)n2cl
CO[C@H]1CNC[C@@H]1Nclccce(-c2ene3cce(C4(C)CC4)en23)nl
CC(C)(O)clece2nee(-c3ccce(N[C@HJACNC[C@@H]4F)n3)n2cl
F[C@H]1CNC[C@@H]1Nclccee(-c2enc3cce(C4CC4)en23)nl
FC(F)(F)[C@H]1CNC[C@@H]1Nclccec(-c2enc3cec(C4CC4)en23)nl
FC(F)clcee2ncee(-c3cccc(N[C@H]ACNC[C@@H]4F)n3)n2cl
FC(F)clcee2ncee(-c3cccc(N[C@H]4CNCC45CCS)n3)n2cl
CNC(=O)clcen2e(-c3cccc(N[C@HJACNC[C@@H]4F)n3)cenc2cel
Nclnce(-c2enn(C3CCNCC3)c2)ccl-clnc2cece(-c3ceceen3)c2ol



CCclnc(C(N)=0)c(Nc2ece(N3CCC(N4CCN(C)CC4)CC3)c(OC)e2)eccINCICCOCCI
CCl1(c2cce3ncee(-c4eecc(NCS5CCCOH(CNC6O)CS)nd)n3¢2)CClL
FC(F)Oclcee2nee(-c3ccec(NCA4CCC5(CNCS5)C4)n3)n2cl
FC(F)Oclcee2nec(-c3ccece(NCA4CCS5(CNCS)C4)n3)n2cl
COclce2ncee(-c3ccce(N[C@HJ4CNC[C@@H]4F)n3)n2ccl-clenn(C)el
COclee2ncee(-c3cccc(N[C@HJACNC[C@@H]4F)n3)n2ccl-clenn(C(F)F)cl
CC(C)(O)clen2e(-c3ccec(N[C@H]4CNCC[C@@H]4F)n3)enc2cc 1 CO
FC(F)[C@H]ICNC[C@@H]1Nclccee(-c2enc3cec(C4CC4)en23)nl
clec(N[C@H]2CNCC23CC3)ne(-c2enc3cce(C4CC4)en23)cl
FC(F)cleee2nec(-c3ccec(N[C@H]4CNC[C@@H]4C(F)(F)F)n3)n2cl
NCICCC(n2cc(-c3cce(F)ee3)c3enc(NCCCCO)ne32)CCl
CNI1CC(NC(=0)CO/N=C2C(=C3/C(=0)Nc4cccec43)/Ne3eceee3/2)C1.CL
CCl1(c2cee3nce(-cdcccc(NC5CCH(CNC6)C5)n4)n3c2)CCl
FC(F)(F)C1(c2cce3ncee(-c4eccc(N[C@H]SCNCC56CC6)n4)n3c2)CCl
F[C@H]ICNC[C@@H]1Nclccee(-c2enc3cec(OC(F)(F)F)en23)nl
OC[C@H]1CNC[C@@H]1Nclccee(-c2enc3cec(OC(F)F)en23)nl
COclce2nee(-c3cccc(N[C@H]J4CNC[C@@H]4C(F)(F)F)n3)n2ccl-clenn(C(F)F)cl
COclcen2ce(-c3ceccc(N[C@H]4CNC[C@@H]4F)n3)cnc2cl
CC1(C)CNC[C@@H]1Nc1ccee(-c2enc3cec(C(F)F)en23)nl
FC(F)clcee2nee(-c3cccc(NC4CC5(CNC5)C4)n3)n2cl
F[C@H]1CNC[C@@H]1Nclccee(-c2ene3ee(Cl)cen23)nl
CCOclcc(Ne2nee3cecednen(C(C)C)ede3n2)ncc IN1CC2CC(C1)N2
COclece2ncee(-c3ccce(N[C@HJACNC[C@@H]4C(F)(F)F)n3)n2ccl-c1lenn(CC(C)(C)O)cl
COclee2nee(-c3cccc(N[C@H]JACNC[C@@H]4F)n3)n2ccl-clenn(C2CC2)cl
Nelne(Ne2eee3e(c2)CC[C@@H](N2CCCC2)CC3)nnl-clec2e(nnl)-clececc I CCC2
[C-T#[N+]clcece(Ne2nee(-c3cecc(CN4CCCC4)en3)ec(N[C@H]3CC[C@H](0)CC3)n2)ccl
CC(C)(O)cleee2nee(-c3nc(N[C@H]4CNC[C@@H]4F)c(F)cc3F)n2cl
CC(C)(O)cleec2nee(-c3nc(N[C@H]J4CNCC[C@@H]A4F)c(F)cc3F)n2cl
FC(F)(F)C1(c2cce3nce(-c4ccec(NC5CCH(CNC6)C5)n4)n3c2)CC1
FC(F)(F)C1(c2cce3nec(-c4ccce(NC5CCCH(CNC6H)C5)n4)n3c2)CCl
FC(F)Oclcee2nec(-c3ccce(N[C@HJ4CNC[C@@H]4C(F)F)n3)n2cl
Cnlce(-c2en3c(-c4cccc(N[C@H]SCNC[C@@H]5F)n4)enc3cc2CO)enl
COclce2nee(-c3ccce(N[C@HJACNC[C@@H]4C(F)(F)F)n3)n2ccl-clenn(C2CC2)cl
C[C@H]ICNC[C@@H]1Nc1ccee(-c2ene3cec(C(F)F)en23)nl
FC(F)clcec2nee(-c3ccec(NC4CNCC4(F)F)n3)n2cl
CC(C)Oclcen2e(-c3nc(N[C@H]4CNC[C@@H]4F)c(F)cc3F)enc2cl
NC(=0)clcen2e(-c3ccce(N[C@HJ4CNC[C@@H]4F)n3)enc2cl
CCCCNclnce(-c2cce(C3(N4CCOCC4)CCCC3)en2)e(NC2CCC(O)CC2)nl
NCI1CCC(n2cce(-c3cce(F)ee3)c3enc(NCCC4CC4)nc32)CCL
O=C1Nc2cce(Br)cc2/C1=C1/Nc2cceec2/C1=N\OCCN1CCNCC1
O=C(Nclcce(Oc2nene3n[nH]ec23)cel)Nelcee(Cl)e(C(F)(F)F)cl
CCN1CCN(c2cene(Ne3nec4eceSnen(C(C)C)e5c4n3)cc20C)CCL
O[C@H]1CC[C@H](Nc2nc(Ne3cece(F)ee3)nce2-c2cec(CN3CCCC3)en2)CCl
Cclece2e(-c3nc(Nedee(CNSC[C@@H](CON[C@@H](C)C5)ec(C5CCS)c4)nec3Cl)c[nH]c2cl



CL1.O=C(CO/N=C1C(=C2/C(=0O)Nc3ccccc32)/Nc2cecec2/1)NCICCNCC1
CL.O=C(CO/N=CI1C(=C2/C(=0O)Nc3ccc(Cl)cc32)/Nc2cceee2/1)NC1ICCNCC1
COclec(Ne2nee3ecednen(C(C)C)ede3n2)ncc IN1C2CCCICNC2
CC(C)(C)clee(NC(=O)Ne2cece(-
c3cn4de(n3)se3nc(OCCNSC[C@@H]6C[C@H]5CN6)cce34)cc2)nol
CN1CCN(Cc2cce(-c3en(C4CCC(O)CC4)cdnc(NCCC5CCS)nce34)cc2)CClL
Cclece2e(-c3nc(Nedee(CNSC[C@@H](CON[C@@H](C)CS5)ec(C5CCS)cd)nec3F)c[nH]c2cl
CL.O=CINc2ccc(F)cc2/C1=C1/Nc2cecec2/C1=N\OCCC(=0O)N1CCNCC1
COclec(Ne2ncee3ecednen(C(C)C)ede3n2)ncc INICC2CCCICN2
CCCCNeclncce(-c2¢c(NC(C)C)nen2)c(NC2CCC(0O)CC2)nl
O[C@H]1CC[C@H](Nc2nc(Ne3cece(Br)ee3)nee2-c2ecc(CN3CCCC3)en2)CC1
CCCCNclnce2c(-c3ccc(CN4CCN(C)CC4)ee3)en(C3CCC(O)CC3)e2nl
CCCCNclncc2e(-c3cee(S(=0)(=0)N4CCC(F)(F)CC4)ce3)en(C3CCC(0)CC3)e2nl
O=C1Nc2cce(Cl)ec2/C1=C1/Nc2cceec2/C1=N\OCCN1CCNCCl1
CLNCICCN(C(=0)CO/N=C2C(=C3/C(=0)Ncdccc(Cl)cc43)/Ne3ceeeee3/2)CCL
CCOclcc(Ne2ncee3ecednen(C(C)C)ede3n2)ncc INICCN(C)CCL
O[C@H]1CC[C@H](Nc2nc(Ne3ceee(Cl)ee3)nee2-c2cec(CN3CCCC3)en2)CCl
CNclnce2c(-¢3ccc(N4CCN(C)CC4)ee3)nn(CC3CCCC3)c2nl
CNICC[C@@H](NC(=0)CO/N=C2C(=C3/C(=0)Nc4cccced3)/Ne3eeeee3/2)C1.Cl
C[C@@H]1CN(Cc2cc(Ne3ncee(Cl)e(-c4c[nH]eSce(Cl)eced5)n3)ec(C3CC3)c2)C[C@H](C)N1
COclce(Ne2nee3eccdnc(C)n(C(C)C)ede3n2)ncc IN1CCOCCI
OC1CCC(Nc2nc(Ne3cencee3)nee2-c2cceen2)CCl
Cclece(Ne2nee(-c3cecc(CN4CCCC4)en3)e(N[C@H]3CC[C@H](0)CC3)n2)ccl
CCCCNclnce2e(-c3cec(N4CCN(C)CC4)cee3)en(C3CCC(0)CC3)e2nl
Cclece2e(-e3nc(Nedee(CNSC[C@H](COIN[C@H](C)C5)cc(C5CCS)cd)nec3Cl)c[nH]c2cl
CCCCNclnce(-c2cce(C3(N4CCOCC4)CCC3)en2)c(NC2CCC(0)CC2)nl
CCCCNclncc2e(-c3cee(S(=0)(=0)N4CCOCC4)c(F)e3)en([C@H]3CC[C@H](0)CC3)c2nl
Cclee(Ne2nee3nee(=0)n(-c4ccc(N)ced)e3n2)ecc INTCCN(C)CCl
COclcee2e(cl)/C(=C1/Ne3cceee3/C1=N\OCC(=O)NICCNCC1)C(=O)N2.Cl
CL.O=CINc2ccc(OC(F)(F)F)cc2/C1=C1/Nc2ccecc2/C1=N\OCC(=O)N1CCNCCl
CCCCNclnce2c(-c3ccc(C4(NSCCOCC5)CC4)ce3)en(C3CCC(0)CC3)e2nl
C[C@@H]1CN(Cc2cc(Ne3ncee(Cl)e(-c4c[nH]cScececd5)n3)cc(C3CC3)c2)CCN1
CCCCNclncee(-c2cce(C=C3CCNCC3)en2)c(N[C@H]2CC[C@H](O)CC2)nl
O=C1Nc2cce(I)cc2/C1=C1/Nc2ccecc2/C1=N\OCCN1CCNCCI1
Cclee(Ne2ee(N3CCN(C)CC3)ne(C=Cc3ccece3)n2)[nH]nl
Cnlce(-c2enc3e(-c4ese(C(=O)N[C@@H]5CCCC[C@@H]5N)c4)enn3c2)enl
CNICC[C@H](NC(=0)CO/N=C2C(=C3/C(=0O)Nc4dccccc43)/Ne3eceee3/2)C1.CL
COclce(Ne2nece3eccd4nen(C(C)C)ede3n2)nec INICCNC(C)(C)CL
COclee2nee(-c3cccc(N[C@H]JACNC[C@@H]4F)n3)n2ccl-c1enn(CC(C)(C)O)cl
FC(F)clcee2nec(-c3ccec(N[C@H]4CNC[C@@H]4C(F)F)n3)n2cl
CC(C)Oclcen2e(-c3ence(N[C@H]4CNC[C@@H]4F)n3)cnc2cl
F[C@H]ICNC[C@@H]1Nclccee(-c2ene3cc(OC(F)(F)F)cen23)nl
C#Cclece(Ne2nee(-c3cceen3)c(NC3CCC(0)CC3)n2)ccl
CCCCNeclnce(-c2ccc(CN3C4CCC3CC4)en2)c(N[C@H]2CC[C@H](0)CC2)nl



CCCCNclnce(-c2cce(C=C3CCN(C(C)C)CC3)en2)c(N[C@H]2CC[C@H](0)CC2)n1
CCCCNclnec2e(-c3cce(F)ee3)en(C3CCC(N)CC3)e2nl
OC1CCC(n2cc(-c3ccc(CN4CCOCC4)ce3)c3enc(NCCC4CC4)nc32)CCL
CCCCNclncc2e(-c3ccc(NCACCCNCC4)ee3)en(C3CCC(O)CC3)e2nl
CCI1CCC(n2c3cncec3c3enc(Nedeec(NSCCNCC5)end)ne32)CCL
Cclec(NC(=0)Nc2ccee(-c3cencd[nH]ne(C)e34)ce2)ccc INICCOCCI
Cclcc2oc(-c3cc(-c4enn(C5CCNCCS)cd)enc3N)nc2ec 10
CCN1C(C)(C)CC(Oc2cee(C(=0)Ne3cce(NC(=0)Ncedee(C(C)(C)C)ond)ee3)nc2)CC1(C)C
CCCCNCclnce(-c2cec(CNC3CCC3)en2)c(NC2CCC(0)CC2)nl
CN1CCN(Cc2cce(-c3en(C4CCC(0O)CC4)cdnc(NCCCCO)nce34)cc2)CClL
COclcec2e(cl)/C(=C1/Ne3eceee3/C1=N\OCCNICCN(C)CC1)C(=0O)N2
COclcec2e(cl)/C(=C1/Ne3eceee3/C1=N\OCCN1CCN(C)CC1)C(=0)N2.Cl
CLNCICCN(C(=0)CO/N=C2C(=C3/C(=0)Nc4ccccc43)/Ne3eceee3/2)CC1
COclec(Ne2ncee3cecednen(C(C)C)ede3n2)ncc INICC2(CNC2)C1
CCCCNclnee(C(=0)Ne2cec(CCN3CCN(C)CC3)ee2)e(N[C@H]2CC[C@H](0O)CC2)nl
CCCCNclnece(-c2ccc(CNC3CCCC3)en2)c(NC2CCC(0)CC2)nl
CCCCNclnce(-c2cc(NC3CCCCC3)nen2)c(NC2CCC(0)CC2)nl
CCCCNclncee2e(-c3cec(S(=0)(=0)N4CCOCC4)ce3)en([C@H]3CC[C@H](0)CC3)c2nl
CL.O=C(CO/N=C1C(=C2/C(=0O)Nc3ccc(F)cc32)/Nc2cceec2/1)NCICCNCC1
CCCCNclnce(-c2¢c(NC(C)(C)C)nen2)c(NC2CCC(0O)CC2)nl
O[C@H]1CC[C@H](Nc2nc(Ne3cecee(F)e3)nee2-c2cec(CN3CCCC3)en2)CCl
Cclece2e(-e3ne(Nedee(CNSC[C@@H](C)NC(C)(C)C5)ec(C5CCS)cd)nec3Cl)c[nH]c2cl
Cclece2e(-e3nc(Nedee(CNSC[C@@H](C)N[C@@H](C)CS)ec(C5CCS)c4)nce3Cl)c[nH]c2¢10
CCCCNclncee(-c2ccc(CN3C4CCCC3CC4)en2)e(N[C@H]2CC[C@H](O)CC2)nl
CNICCN(CCO/N=C2C(=C3/C(=0)Ncdccc(Cl)ce43)/Ne3ceeeee3/2)CCl
CCCCNclnee(C(=0)Nc2cec(CN3CCN(C)CC3)ec2)e(N[C@H]2CC[C@H](0)CC2)n1
CLNCICCN(C(=0)CO/N=C2C(=C3/C(=0)Nc4ccc(F)cc43)/Ne3ceeee3/2)CCL
CCCCNclnce(-c2ccc(CNC3CCCCC3)en2)e(NC2CCC(O)CC2)nl
CCCCNclnce(-c2ccc(CN(CC)CC)en2)e(N[C@H]2CC[C@H](0)CC2)nl
COclcec(Ne2nee(-c3cec(CN4CCCC4)en3)e(N[C@H]3CC[C@H](0)CC3)n2)cel
CCCCNeclnce(-c2cc(Cl)c(CN3CCCC3)en2)e(N[C@H]2CC[C@H](0)CC2)n1
CCCCNCclncce(-c2cene(N)n2)e(N[C@H]2CC[C@H](O)CC2)nl
O=C1Nc2cccec2/C1=C1/Nc2cceecc2/C1=N\OCCN1CCNCCl1
CL.O=CINc2cccec2/C1=C1/Nc2ececc2/C1=N\OCCNICCNCCI1
CL.O=CINc2ccc(F)ce2/C1=C1/Nc2ceeec2/C1=N\OCS(=0)(=O)N1CCNCCl1
CCCCNclnee(C(=0)Nc2cec(CN3CCOCC3)ce2)c(NC2CCC(0)CC2)nl
CCCCNeclncce(-c2ccc(CNC3CC4CCC(C3)N4C)en2)c(N[C@H]2CC[C@H](0)CC2)nl
CCCCNclncee(-c2ncc(CN3CCN(C)CC3)s2)c(N[C@H]2CC[C@H](0)CC2)nl
CCCCNclnce2e(-c3ccc(CN4CCOCC4)cc3)en(C3CCC(O)CC3)e2nl
CCCCNclnce(-c2cec(C(=O)NC3CCN(C)CC3)en2)c(NC2CCC(0)CC2)nl
CCCCNeclncece(-c2cc(NCCC)nen2)c(NC2CCC(0)CC2)nl
CL.O=CINc2cccec2/C1=C1/Nc2ccecc2/C1=N\OCCC(=0)N1CCNCC1
CCCCNclnce(-c2ncc(CN3CCCC3)s2)c(NC2CCC(0)CC2)nl
CCCCNeclncce(-c2cce(C3(N4CCOCC4)CC3)en2)c(NC2CCC(0)CC2)nl



CCCCNeclnec2e(-c3ccc(CN4CCCN(C)CC4)ee3)en(C3CCC(0)CC3)e2nl
NCCO/N=C1C(=C2/C(=0)Nc3ccc(C(=0)0)cc32)/Ne2eecee2/1
O=C1Nc2cce(C(=0)0)cc2/C1=C1/Nc2cceec2/C1=N\OCCNICCNCC1
CNI1CCN(CCO/N=C2C(=C3/C(=0)Nc4ccc(C(=0)0O)cc43)/Ne3eceee3/2)CCL
CCCCNclnce2ce(-c3cec(S(=0)(=0)N4CCOCC4)ce3)nn([C@H]3CC[C@H](0)CC3)c2nl
CCCCNclnce(-c2ec(NC)nen2)c(N[C@H]2CC[C@H](O)CC2)n1
CCCCNclnce(-c2nc(C(N)=0)cs2)c(N[C@H]2CC[C@H](O)CC2)n1
CNICCN(S(=0)(=0)c2cce(-c3en(C4CCC(0)CC4)cdnc(NCCCS5CC5)nec34)c(F)c2)CCl
CC#CCOclcc(Ne2nee3ecednen(C(C)C)ede3n2)ncc INICCNCCL
CCCCNclnce(-c2cecc(CNCe3cence3)en2)c(NC2CCC(0)CC2)nl
CCCCNclnce(-c2cc(NCC)nen2)c(N[C@H]2CC[C@H](0)CC2)nl
0=S(=0)(clcce(-c2en(C3CCC(O)CC3)c3nc(NCCCA4CC4)nce23)c(F)c1)N1CCOCC1
CN1CCN(CCO/N=C2C(=C3/C(=0)Nc4ccc(F)cc43)/Ne3ceeecec3/2)CCl
OCCCCNclnce2e(-c3cec(CN4CCOCC4)ce3)en(C3CCC(0)CC3)e2nl
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