Comparison of ligand affinity ranking using AutoDock-GPU and MM-GBSA scores in the D3R Grand Challenge 4
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Fig. S1 Distribution of the calculated MM-GBSA scores for different protonation states of the receptor 4EWO. Overall, the single protonation state
(Asp32, Asp228™) resulted in lower MM-GBSA scores than the double protonation state (Asp32, Asp2287).
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Fig. S2 Distribution of the calculated MM-GBSA scores for the two receptor conformations - 4EWO and 2WF3 for the same set of 75 ligands. In general,
the receptor 2WF3 resulted in lower MM-GBSA scores than 4EWO.



