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[bookmark: _Hlk149656318]Figure C.1. The RMSD (a), RMSF (b) trajectories and interaction (c) of DPP-4 (6B1E Chain A) protein-ligand (ligands: flazin, quercetin 3,4'-dimethyl ether, and 13-azaprostanoic acid). 
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[bookmark: _Hlk149042585][bookmark: _Hlk149042660][bookmark: _Hlk149042701]Figure C.2. Variation in the ligands (ligands: flazin, quercetin 3,4'-dimethyl ether, and 13-azaprostanoic acid) properties w.r.t time during the 100 ns simulation.
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