Figure S6. Minimal RMSD values of computed poses from experimental poses for active compounds.
The horizontal axis indicates the index number of active compounds in the top 1,000 shown in Figures S1–S4 and the vertical axis indicates the minimal RMSD among all the poses. For each protein, the poses obtained from molecular docking, G01, and G06 were investigated. In G06, the final MD structure was used. The red bars indicate the pose within the top-three scoring. For trypsin, HIV PR, and AChE, it was found that MD simulations could improve the binding modes and predict better binding free energies. For CDK2, however, it is suggested that MD simulations lead to structural uncertainties and an inaccurate estimation of the binding free energy.  
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