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Figure 5: One representative time evolution of the fraction of native contacts (a) and local
contacts of residue 62 (b) at pH=7 and 350K. Again, the wild-type shows more native-like
contacts than the mutant during the 100ns MD simulation, and the Trp62 residue (wild-
type) has a lot more local contacts than the Gly62 residue (mutant). Overall, the pH=7
simulations showed similar results as the pH=2 simulations.
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