
Table S10. Detailed information of the Murcko scaffolds ranked after analyzing 68 selected FLT3 

inhibitors 

SMILES Frequency 

s1c(SCc2nc3n(c(=O)c2)cccc3)nnc1NC(=O)Nc1ccccc1 25 

O=c1n(nc(cc1)N1CCC(CC1)C(=O)Nc1ccccc1)c1ccccc1 10 

O=c1n(nc(cc1)N1CCN(CC1)C(=O)COc1ccccc1)c1ccccc1 3 

s1c(SCc2nc3n(c(=O)c2)cccc3)nnc1NC(=O)Nc1cc2OCCOc2cc1 2 

O=C(Nc1ccc(cc1)N1CCOCC1)c1ccc(cc1)Nc1nnc(cc1)c1ccccc1 2 

O=c1n(ncn2c1cc(c2)C(=O)NCc1ccccc1)CC(=O)Nc1ccccc1 2 

s1c(SCc2nc3n(c(=O)c2)cccc3)nnc1NC(=O)Nc1cc2OCOc2cc1 2 

s1c2ncn(c(=O)c2cc1c1onc(n1)c1ccccc1)CC(=O)Nc1ccccc1 2 

O=c1n(ccn2c1cc(n2)c1ccccc1)CC(=O)Nc1ccccc1 2 

s1c2ncccc2cc1c1nnc([nH]1)SCC(=O)Nc1ccccc1 2 

O=C(Nc1ccc(cc1)CCc1nc2c([nH]1)cccc2)Nc1ccccc1 2 

O=c1n(ncn2c1cc(c2)C(=O)NCc1ccccc1)CC(=O)Nc1cc2OCCOc2cc1 1 

s1c2nc(c3ccccc3)ccc2c2c1c(=O)n(cn2)CC(=O)Nc1ccccc1 1 

s1c2nc([nH]c(=O)c2c2c1CCCC2)CCC(=O)N1CCN(CC1)C1CCCCC1 1 

O=c1n(nc(cc1)N1CCN(CCC1)C(=O)COc1ccccc1)c1ccccc1 1 

O=c1n2c(nn1CC(=O)Nc1ccccc1)ccc(c2)C(=O)NCc1ccccc1 1 

O=C(Nc1ccc(cc1)CCc1nc2c([nH]1)cccc2)c1n[nH]c2c1COc1c2cccc1 1 

s1c(nnc1n1c(ccc1)CNc1ccccc1)N1CCC(CC1)C(=O)NCCCNc1ccccc1 1 

S(c1ccccc1)CC(=O)N1CCN(CC1)c1nn(c(=O)cc1)c1ccccc1 1 

O=c1n2c(nn1CC(=O)Nc1ccccc1)ccc(c2)C(=O)Nc1ccccc1 1 

s1c(nn2c1nc(c2)c1ccccc1)N1CCC(CC1)C(=O)Nc1ccccc1 1 

O=c1n2c(nn1CC(=O)NCCC1=CCCCC1)ccc(c2)C(=O)Nc1ccccc1 1 

S1/C(=N/c2ccccc2)/NC(=O)/C/1=C/c1ccc(cc1)OCC(=O)Nc1ccccc1 1 

O=c1n2nc(c3ccccc3)ccc2nn1CC(=O)Nc1ccccc1 1 

 

  




