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Supplementary figure S1. Zinc cations are continuously bound to their putative binding site.
Distances between zinc cations and residues from their putative binding site for each condition
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studied are displayed as a function of simulation time. For each condition, cysteine residues were
used to compute distances since they are well established as zinc — binding residues. For all
conditions, zinc cations are maintained at ~2.5 angstroms from the cysteine which is compatible with
the formation of a salt bridge. Only for chainD of AQP4 is this link broken. However, another residue
of the putative zinc binding site (aspartate 179) is still in interaction with the cation.



