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

inhibitors 

SMILES Frequency 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)Nc1ccccc1 252 

n1c2c(cnc1/C=C/c1ccccc1)cccc2 77 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)N(c1ccccc1)CC1CC1 60 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)N(c1ccccc1)CCCN1CCCC1 42 

O=C(Nc1ccc(cc1)c1c2c([nH]c1)ncnc2)Nc1nocc1 30 

O=C(c1[nH]c2c(c1)cccc2)c1[nH]c2c(c1)cccc2 24 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)N(c1ccccc1)CC#Cc1ncccc1 23 

n1c(c2c(c3c1ccc1c3cn[nH]1)CCCC2)c1cn[nH]c1 23 

O=C(Nc1ccc(cc1)c1c2c(onc2)ccc1)Nc1ccccc1 23 

S(=O)(=O)(N/N=C/c1c2ncccn2nc1)c1ccccc1 23 

O=C(Nc1ccc(cc1)c1c2c([nH]nc2)ccc1)Nc1ccccc1 20 

n1c(Nc2nc3n(c4c(c3cn2)ccnc4)C2CCCCC2)ccc2c1CCNC2 19 

O(c1ccc(cc1)c1c2c(n(c1)C1CCCCC1)ncnc2)c1ccccc1 17 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)N(c1ccccc1)CCN1CCCCC1 17 

O=C1Nc2c(/C/1=C/c1[nH]ccc1)ccc(c2)NC(=O)NC(=O)c1ccccc1 17 

O=C1Nc2c(/C/1=C/c1[nH]ccc1)ccc(c2)NC(=O)Nc1ccccc1 16 

O1c2cc(c3nc(ncc3)Nc3cc(CNC/C=C/CC1)ccc3)ccc2 15 

O=C(Nc1ccc(cc1)Oc1ncnc2c1cn[nH]2)Nc1ccccc1 14 

n1c2c(ncc1c1cn[nH]c1)ccc(c2)N(c1ccccc1)CCN1CCCC1 13 

O=C(Nc1ccc(cc1)N1CCOCC1)c1c2nc(N[C@H]3CNCCC3)ccn2nc1 13 

S(=O)(=O)(NCCNC(=O)CCc1ccc(cc1)c1cnc2c(c1)cc[nH]2)c1ccccc1 12 

O1CCN(CC1)CCCNc1nc(nc2c1cccc2)/C=C/c1ccccc1 12 

n1c(nccc1c1cn[nH]c1)Nc1cc2c(cc1)CNCC2 12 

o1c(nnc1c1ccc(cc1)c1cn[nH]c1)NCc1cn2c(cc1)ncc2 12 

 

 

  




