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

SMILES Frequency 

c1ccccc1 2524 

n1[nH]ccc1 1064 

n1c2c(ncc1)cccc2 654 

n1ccccc1 428 

N1CCNCC1 363 

N1CCCCC1 240 

n1cnccc1 216 

C1CCCCC1 203 

O1CCNCC1 177 

n1c2c(cnc1)cccc2 165 

C1CC1 137 

N1CCCC1 132 

o1nccc1 132 

n1c2[nH]ccc2cnc1 126 

[nH]1c2c(cc1)cccc2 116 

O=C1Nc2c(C1=C)cccc2 108 

s1cccc1 87 

n1c2c(ccc1)cccc2 85 

n1[nH]c2c(c1)cccc2 83 

[nH]1cccc1 79 

n1c2n(ncc2)ccc1 76 

n1c2n(cc1)cccc2 64 

C1CCCC1 63 

s1c2ncncc2cc1 56 

 

  




