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Figure S1: RMSF inactive (A) and active (B) structures comparing the first (purple) and second (green)
runs.

Inactive Structure Active Structure
27

un —— First Run ——
— Second Run ——

26.5 '

' 21
W4

245

‘g\,‘ ‘1",“” | w WP'

2 " " n 22 " "
0 50 100 150 200 250 0 50 100 150 200 250

Time (ns) Time (ns)

Figure S2: Radius of gyration (Rg) graphs of inactive (A) and active (B) structures comparing the first
(purple) and second (green) runs.


https://doi.org/10.62063/ecb-56

Inactive Structure Active Structure
29000 27000
First R First Run
Second Ry Second Run
28500 26500
28000 | 1 26000
| I

27500 | ‘ i | 26500 \ l
ti:zwucu | | [ '::zsuoo ] I r
< | ‘ I =%
< | 1 l | < I |
7] f J Y | ) AL 1 |
Sheesoo { \ , ' i1 | 1 24500 ' | |{ i\ L ! f

LA TR e AT A
26000 T 24000 ! l ' ' | } 1\
l. | | \ \
25500 ‘ 23500 !
25000 23000
24500 22500
0 50 100 150 200 250 0 50 150 200 250
Time (ns) Time (ns)

Figure S3: Solvent-accessible surface area (SASA) graph of inactive (A) and active (B) structures
comparing the first (purple) and second (green) runs.
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Figure S4: Secondary structure analysis of inactive and active structures for the first and second runs.



