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Table S1. Chemical structures of the 22 training set inhibitors for building the 3D QSAR model with 
their IC50 and pIC50 values. 
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Table S2. Chemical structures of the 9 test set inhibitors for building the 3D QSAR model with their 
IC50 and pIC50 values. 

Compound code Chemical structure IC50 (nM) pIC50 
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Figure S1. ROC curves of pharmacophore models 5M7M 01-04. 
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Figure S2. ROC curves of pharmacophore models 5MHP 01-10. 

 


