
Table S4. Detailed information of the top 24 Murcko scaffolds ranked after analyzing 844 FLT3 

inhibitors at the MV4-11 cell level 

SMILES Frequency 

O=C(Nc1ccc(cc1)c1c2c(n(c1)CCN1CCNCC1)ncnc2)Nc1nocc1 3 

O=C(Nc1ccc(cc1)CN1CCNCC1)c1n[nH]cc1Nc1ncnc2c1cccc2 1 

s1c2ncnc(c2cc1)Nc1c(n[nH]c1)C(=O)Nc1ccc(cc1)CN1CCNCCC1 1 

S(=O)(=O)(N1CCCC1)c1ccc(cc1)Nc1nc(nc2c1cncc2)Nc1ccccc1 1 

O=C(Nc1ccc(cc1)CN1CCOCC1)c1n[nH]cc1Nc1ncnc2c1cccc2 1 

O=C(Nc1ccc(cc1)c1c2c(n(c1)CCN1CCOCC1)ncnc2)Nc1nocc1 1 

O=C(Nc1ccc(cc1)Oc1ncnc2c1cn[nH]2)Nc1ccc(cc1)N1CCOCC1 1 

O=C(NC1CCCC1)c1cc2c(n[nH]c2cc1)c1nc2c([nH]1)cc(cc2)N1CCOCC1 2 

O=C(N1CCCCC1)c1cc2c(n[nH]c2cc1)c1nc2c([nH]1)cc(cc2)N1CCOCC1 2 

O=C(N1CCNCC1)c1cc2c(n[nH]c2cc1)c1nc2c([nH]1)cc(cc2)N1CCOCC1 1 

O=C(NCC1CNC1)c1cc2c(n[nH]c2cc1)c1nc2c([nH]1)cc(cc2)N1CCOCC1 1 

O=C(N[C@H]1CNCC1)c1cc2c(n[nH]c2cc1)c1nc2c([nH]1)cc(cc2)N1CCOCC1 1 

O=C(N1CCN(CC1)c1ncncc1/C=N/OCCN1CCOCC1)Nc1ccccc1 1 

s1c2nc(nc(c2cc1)Nc1c(n[nH]c1)C(=O)Nc1ccc(cc1)N1CCNCC1)c1ncnc2c1CCC

C2 
1 

O=C(Nc1ccc(cc1)n1nc(c2c1ncnc2)c1ccc(cc1)OCCCN1CCOCC1)Nc1nocc1 1 

O=C(Nc1ccc(cc1)n1nc(c2c1ncnc2)c1ccc(cc1)OCCN1CCOCC1)Nc1ccccc1 3 

O=C1Nc2c(/C/1=C/c1[nH]cc(c1)C(=O)N1CCNCC1)ccc(c2)NC(=O)NC(=O)c1c

cccc1 
1 

O=C1Nc2c(/C/1=C/c1[nH]cc(c1)C(=O)N1CCOCC1)ccc(c2)NC(=O)NC(=O)c1c

cccc1 
1 

s1c(Sc2ncnc3c2ccc(c3)OCCCN2CCOCC2)nnc1NC(=O)Nc1ccccc1 4 

S(=O)(=O)(N1CCCC1)c1ccc(cc1)Nc1c2ncc(n2nc(c1)NC1CCCCC1)c1cn[nH]c1 1 

O=C(Nc1n[nH]c(c1)c1cc2n(cnc2cc1)Cc1ccccc1)c1cnc(cc1)N1CCNCC1 1 

O=C(Nc1ccc(cc1)n1nc(c2c1ncnc2)c1ccc(cc1)N1CCOCC1)Nc1nocc1 1 

S(=O)(=O)(N1CCCC1)c1ccc(cc1)Nc1nc(nc2c1scc2C1=CCCCC1)C1=CCCCC1 1 

s1c2nc(cn2c2c1cc(cc2)OCCN1CCOCC1)c1ccc(cc1)NC(=O)Nc1oncc1 2 

 

 

 

  




