Table S1. Detailed information of the top 24 plain rings ranked after analyzing 2,601 FLT3 inhibitors

SMILES Frequency
clceeeel 2524
nl[nH]ccel 1064
nlc2c(neel)ccecc2 654
nlcceecl 428
N1CCNCCI1 363
N1CCCCC1 240
nlcncccl 216
ci1cccecect 203
O1CCNCC1 177
nlc2c(cnel)ccec2 165
cicci 137
N1CCCCl1 132
olncccl 132
nlc2[nH]ccc2encl 126
[nH]1c2c(cel)ecec2 116
O=CINc2¢(C1=C)cccc2 108
slcceel 87
nlc2c(cccl)ceec2 85
nl[nH]c2¢(cl)ccee2 83
[nH]1lccecl 79
nlc2n(ncc2)cecl 76
nlc2n(cel)ccec2 64
Cl1CcCCcCl1 63

slc2nenec2ecl 56






