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[bookmark: _GoBack]Supplementary Figure 2: Ligand deviations in different timescale of MD simulations of Complex-4.1 : (a) zero nanoseconds Green (b) 10 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (c) 20 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (d) 30 nanoseconds Green (0ns ligand) and Red (MD simulated ligand)  (e) 40 nanoseconds Green (0ns ligand) and Red (MD simulated ligand)  (f) 50 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (g) 60 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (h) 70 nanoseconds Green (0ns ligand) and Red (MD simulated ligand)  (i) 80 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (j) 90 nanoseconds Green (0ns ligand) and Red (MD simulated ligand) (k) 100 nanoseconds Green (0ns ligand) and Red (MD simulated ligand)
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