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Figure S1: Minimum distance between the ligand and the protein estimated across 

three replicates in (a) MT-I477N-BOD System (b) MT-I477N-DHF System (c) WT-

8FRR-BOD System (d) WT-8FRR-DHF System. In all cases where stable protein-

ligand association is inferred from the COM distance analysis (Fig. 6), the minimum 

protein–ligand distance is also observed to remain low. 
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