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Figure S1. RMSD analysis of 12 heavy atoms and A) CA Il, B) CAIX and C) CA XII backbone

over the 100 ns MD simulation. The ligand color darkens over the dynamic simulation.



Figure S2. Dynamics evolution of the binding mode of 12 to A) CA 1l, B) CA IX and C) CA XII
over the course of 100 ns. Water molecules are represented as red spheres. The ligand color

darkens over the dynamic simulation.



