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Figure 4: Representative RMSF (root mean square fluctuation) of the Wild-type and Mu-
tant at the first 100ns MD simulation in 8M urea at pH=2. The mutant has shown a much
larger fluctuation across all residues than the wild-type. A closer look also reveals that the
disruption starts in the beta-domain region of the protein. When the simulation progresses
beyond 100ns, the wild-type also unfolds in this high concentration of denaturant, and
shows much higher RMSF fluctuations as well.
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