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Supplementary Figure 1: The hydroxypropylamine inhibitor rs370

The structure of the inhibitor rs370 and its interactions with plasmepsin II as seen in the PDB structure
1LF2 [1]. The interactions were plotted with the computer program LIGPLOT [2]
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Supplementary Figure 2: The unbinding of the inhibitor with protonated D34.

Time series of the root mean square deviation of the inhibitor’s heavy atoms, excluding the rings (due
to their symmetry), upon alignment of the protein Cα atoms to the x-ray structure (black), the minimal
distance between the catalytic aspartates Oδs (red) and the minimal distance between the inhibitor’s
hydroxyl oxygen and the catalytic dyad hydrogen bond acceptor (blue). (A) In a simulation with D34
protonated, the inhibitor starts to escape its binding site after 4.4ns of simulation time. (B) The same
progress variables, monitored along one of the simulations where D214 was protonated, are plotted as a
basis of comparison.
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