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Figure S1: Root mean square deviation of the protein backbone from the
minimized starting structure during the 10 MMDnowat simulations.



2

Figure S2: Root mean square deviation of the protein backbone from the
minimized starting structure during the 10 MMDwat simulations.
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Figure S3: Root mean square deviation of the protein backbone from the
minimized starting structure during the simulations using the SPC/E water
model. a) simulation without crystal water molecules, b) simulation with
crystal water molecules.
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Figure S4: Root mean square deviation of the protein backbone from the
minimized starting structure during the extended 50 ns simulations. a)
simulation without crystal water molecules, b) simulation with crystal water
molecules.
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Figure S5: 2D-RMSD plots of the protein backbone during the 10 MMDnowat

simulations.
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Figure S6: 2D-RMSD plots of the protein backbone during the 10 MMDwat

simulations.
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Figure S7: 2D-RMSD plots of the protein backbone during the simula-
tions using the SPC/E water model. Left: simulation without crystal water
molecules, right: simulation with crystal water molecules.

Figure S8: 2D-RMSD plots of the protein backbone during the extended
50 ns simulations. Left: simulation without crystal water molecules, right:
simulation with crystal water molecules.
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Figure S11: Backbone dihedral angles of those Ω-loop residues that showed
changes correlated to the opening and closing movement.
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