pocket and the bound ligand DOB. A green dotted line cutoff value of 0.8 highlights low RSCC

correlation coefficient (green) and B-factor values (red) are shown for all residues of the binding
values.

S16 Fig. RSCC and B-factor plots for BIAR DOB-bound binding pockets. Assessment of

local model quality for: a) 2Y00-A, b) 2Y00-B, ¢) 2Y01-A and d) 2Y01-B. Real-space
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