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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 Cav 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.
System details
. . . DPPC . Solvent . Total . Run time [h]
Protein Aminoacids molecules Ligand molecules Na ion atoms box size [nm] (Approx.)

ND1 318 (5127) 507 (25350) - 37861 (113583) 1 144061 11.70 x 11.74 x 12.98 2496

ND1 + Rotenone 318 (56127) 507 (25350) 1 (51) 43345 (130035) 1 160563 11.64 x 11.68 x 14.34 2976

ND1 + Annocatacin B 318 (5127) 507 (25350) 1 (103) 37817 (113451) 1 143982 11.62x11.66 x 13.13 2351



