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Figure 2: Comparison of the local contacts of the mutation site (residue 62) for the other
four trajectories starting from different initial configurations (total five trajectories, with
Run 1 shown in the manuscript). Run 2 and Run 3 have finished the entire 1 microsecond
simulation as Run 1, while Run 4 and Run 5 only finish 500ns each (again, they seem to
be long enough though to show the difference we are interested here). All trajectories show
a higher contact number for the wild-type than the mutant. Essentially, Trp62 plays a
key role in bridging the neighboring positively charged basic residues, which in turn help
form a nucleation core through long-range electrostatic interactions. Here, a “local contact”
(native or not) is defined the same way as a native contact, except that the distance between
Cα’s is chosen to be less than 10Å , rather than 6.5Å for a native contact. This will give
us a broader view of residues proximate to the mutation site.
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