Table S2. Detailed information of the top 24 Murcko scaffolds ranked after analyzing 2,601 FLT3

inhibitors
SMILES Frequency
nlc2c(ncclclen[nH]cl)cee(c2)Nceleeeeel 252
nlc2c(cncl/C=C/clcceccl)ccec2 77
nlc2c(neclclen[nH]cl)cee(c2)N(cleceecl)CCICCI 60
nlc2c(neclclen[nH]el)cee(c2)N(clccececl)CCCN1CCCC1 42
O=C(Nclcce(ccl)elc2e([nH]c1)nenc2)Nelnocel 30
O=C(cl[nH]c2c(cl)ccee2)cl[nH]c2c(c1)ccec2 24
nlc2c(neclclen[nH]el)cee(c2)N(clcceecl)CC#HCelneeeel 23
nlc(c2c(c3clcecle3en[nH]1)CCCC2)clen[nH]cl 23
O=C(Nclcce(ccl)clc2e(onc2)cccl)Nelceeecel 23
S(=0)(=0)(N/N=C/clc2nccen2nel)cleccecl 23
O=C(Nclcce(cel)ele2e([nH]nc2)ceel)Ncleeeeel 20
nlc(Ne2ne3n(cde(c3en2)eencd)C2CCCCC2)eec2c1 CCNC2 19
O(clcee(eel)cle2e(n(c1)C1CCCCCl)nenc2)clecccecl 17
nlc2c(neclclen[nH]el)cee(c2)N(clccececl)CCN1CCCCC1 17
O=CINc2¢(/C/1=C/c1[nH]cccl)cce(c2)NC(=O)NC(=O)clcccccl 17
O=CINc2¢(/C/1=C/c1[nH]cccl)cce(c2)NC(=0O)Nclcceeel 16
O1lc2ce(c3ne(nec3)Ne3cec(CNC/C=C/CCl)cee3)ccc2 15
O=C(Nclcce(cel)Oclnenc2clen[nH]2)Ncleceeel 14
nlc2c(necclclen[nH]cl)cee(e2)N(clecececl)CCN1CCCCI 13
O=C(Nclcce(ccl)N1CCOCCT)cle2ne(N[C@H]3CNCCC3)cen2ncel 13
S(=0)(=O)(NCCNC(=0)CCclcce(ecl)clenc2e(cl)cc[nH]2)clcececl 12
O1CCN(CC1)CCCNclInc(nc2clcecc2)/C=C/clecccec] 12
nlc(nceclelen[nH]c1)Nelcee2e(ccl)CNCC2 12

olc(nnelcleec(ccl)clen[nH]c1)NCclen2c¢(ccl)ncc2 12






