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Figure S6. Snapshots of O states for 9 selected amides with the NH group and the 2 (or 3)
primary waters in space-filling and other waters within a 7-A sphere (and in tunnels or pores) in
stick representation. To the left, the backbone conformation is shown for the selected O-state frame
(dark gray) and for the first C-state frame in the trajectory (light gray). To the right, the molecular
surface (1.4 A probe radius, standard vdW radii) is shown. For Gly36 and Lys41, several snapshots

(with and without water tunnels) are shown. Click on a structure to activate the interactive mode!
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