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Figure S1. Schematic representations of the active site residues for all molecular dynamics

simulations performed.
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Figure S2A. Heme RMSDs with respect to time for the 10 ns MD simulations of all WT cAOS

models 1-6.
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Figure S2B. Heme RMSDs with respect to time for the 10 ns MD simulations of all T66V cAOS

models 7-11.
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