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(a) (b)

Figure 3: Time-evolution of the secondary structure at 900-1000ns MD simulation, (a)
Wild-type; and (b) the Trp62Gly mutant. The secondary structure α-helix is colored blue,
310 light blue, β-strand red, and coils & turns, black. Even at the end of the 1 microsecond
simulation, some of the alpha helical structure still persist, while the tertiary structures
are all destroyed much earlier.
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