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Figure S1. Structural analysis and  closeups of the binding pockets and clusters of ligand poses ( in default  
stick colors)   of  top compounds at site A and B. (A) The binding pocket at Site A is situated between the 
S1 (red) and S2 (magenta) subunits. (B) A close-up of the two most common binding clusters in site A. 
Bound ligands are depicted in orange sticks.  (C) The binding pocket at Site B and two major clusters of 
binding poses. The bound ligands are shown in default colored sticks. (D) A close-up of the two most 
common binding clusters in site A. The S1 subunit is shown in red surface and S2 in magenta surface. The 
bound ligands are  shown in default colored sticks. The binding site residues that are shown are in red 
sticks and annotated with residue name/number in bold black color.  
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Figure S2. A schematic flow-chart of the virtual screening protocol used in this study. 
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Auto dock Scripts  

 

A.1 Iteration Script 

 

A.2 Output Script 

 

 A.3 Cluster Scripts 
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