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Fig. S1. Structure of the DPP III complex with the inhibitor 1 obtained before (green) and after (orange) short-time heating. The zinc cations are shown as spheres.
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Fig. S2. RMSD profiles of the “lower” (4 to 335, 374 to 416, and 670 to 726) and “upper” residue (336 to 373 and 417 to 669) domains of DPP III obtained during 40.8 ns of MD simulations, in complex with inhibitor 1. 
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Fig. S3 Ligand (Tyr-Phe-NHOH) binding to human DPP III obtained after 30 ns of MD simulations. The zinc cation is shown as a magenta sphere and the ligands are shown in ball-and-stick representation.1 
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Fig. S4. Orientation and interactions of tynorphin in complex with human DPP III (PDB ID 3T6B).2 Tynorphin is shown in ball-and-stick and amino acid residues in stick representation.
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