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Urb. San José s/n - Umacollo, Arequipa Perú.
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Supplementary Figures

Figure S1. Stability indicators used in this work. Plots were obtained in full MD simulations. (a)
Root mean square deviation (RMSD). (b) The total radius of gyration (RG). (c) Root mean square
fluctuation of Cα atoms. The A and B sites comprise the active site of the ND1 subunit. (d) Solvent
accessible area (SAS) of the ND1 protein in the molecular complexes.
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Figure S2. Top 10 structure complexes of the PatchDock docking results. Above figures corre-
spond to the ND1-Annocatacin B complexes. Below figures correspond to the ND1-Rotenone
complexes.

Table S1. System details in the MD simulations.
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