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Figure S1. The RMSD fluctuation during the simulation time for both apo (black) and bound
(red) conformations. The RMSD was calculated taking in account C-a atoms of the systems.
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Figure S2. The potential energy fluctuations for both apo (black) and bound (red)

conformations during simulation time.
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Figure S3. The fluctuation in radius of gyration (Rg) for apo and bound conformations of
plasmepsin taking in account C-o atoms of flap tip residues, Val78 and Leu292.



