
 

 

 

 

 

 

 

 

 

 

 

 

S1 Fig. Similarity matrix, based on the Tanimoto coefficient. All compounds 

(C1 – C10), obtained from the first step of virtual screening, were used to construct 

a similarity matrix. Indicated values were calculated based on the Tanimoto 

coefficient by comparing between each set of similarity scores. The name of each 

compound was indicated in Table 1. 

 


