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Figure S1 Temporal course of fluctuations during the simulations. Left panel, Graph shows the time-course of root mean square deviation (RMSD) for
wild-type and mutant Cx50 hemichannels in a 100-ns simulation. Right panel, Graph shows the root mean square fluctuation (RMSF) around each amino
acid residue (aa) for wild-type and mutant Cx50 hemichannels in a 100-ns simulation. The vertical shades mark the position of the amino acid residues
belonging to the N-terminal helix (mauve) and the transmembrane domains (light mint green). Data are presented as mean (central line) + standard
deviation (shade) from three independent 100-ns simulations ran for wild-type Cx50 (green), Cx50R33E (light blue), Cx50E162R (orange), Cx50E162Q
(yellow) and Cx50R33E,E162R (purple) hemichannels





