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Figure S1.  Enrichment plots for PNP obtained from docking with different charge states 

assigned to the cofactor phosphate group: H2PO3
- (blue line) and HPO3

2- (green line). 
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Thrombin 
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Figure S2. Enrichment plots obtained from docking (blue line), rescoring of the top 25% (orange 

line), the top 20% (yellow line), the top 15% (cyan line), the top 10% (purple line), the top 5% 

(green line) and the top 1% (black line) of the docked database.   


