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Figure S1. Structural root mean square deviations (RMSDs) for receptor backbone atoms and ligand non-hydrogen atoms as a function of simulation time. Red line represents RMSDs of non-hydrogen atoms for co-crystal ligands. Green line represents RMSDs of backbone atoms for receptors bound to the co-crystal ligand. Blue represents RMSDs of non-hydrogen atoms for Nelfinavir. Black line represents RMSDs of backbone atoms for receptors bound to Nelfinavir.    

