
Table S11. The predicted values and experimental test values for C1-C4 compounds 

  Predicted Experimental 

SMILES Docking score Active Inactive Active MV4-11 pIC
50

 
MV4-11 IC

50
 

(μM) 

COc1ccc(OC)c(NC(=O)Nc2nnc(SCc3cc(=O)n4ccc(C)cc4n3)s2)c1 -11.210  1  0.10  0.90  7.76  1.731 

Cc1ccn2c(=O)cc(CSc3nnc(NC(=O)Nc4cccc(C(F)(F)F)c4)s3)nc2c1 -11.605  1  0.07  0.93  7.76  1.177 

Cc1ccn2c(=O)cc(CSc3nnc(NC(=O)Nc4ccc(Cl)cc4)s3)nc2c1 -11.642  1  0.09  0.91  7.70  8.843 

Cc1ccn2c(=O)cc(CSc3nnc(NC(=O)Nc4ccc5c(c4)OCO5)s3)nc2c1 -11.474  1  0.06  0.94  7.53  7.280 

 

 

 

 

 




