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Figure S 1. a) 2D representation of ligand-residue interactions that occur at least 30% of simulation time at the equilibrated phase of MD simulation b) Timeline rendering of numbers of hydrogen bonds formed COX-1 and derivative 10.
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[bookmark: _Hlk61063940]Figure S 2. 2D representation of ligand-residue interactions that occur at least 30% of simulation time at the equilibrated phase of MD simulation, including COX-2 with compound 10 (a). Timeline rendering of interacting residues during the whole simulation time in COX-2 complexed with compound 10 (b).
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