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Figure S1: ¢ distribution varying the lag time ¢ for CAP including the three trajectories outlined in the
main text
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Figure S2: Ensemble averaged MSD (AX?2(t)) (red line) and ensembled averaged TA-MSD (6%(T, t))
(botted blu line) for CAP including the three trajectories outlined in the main text.

Supplemental Methods:
Metadynamics protocol:

After the equilibration steps in NVT and NPT ensembles as described in the main text a 600-ns long
metadynamics has been carried out employing the well-tempered protocols' employing GROMACS
2022 package? patched with PLUMED software®. The chosen collective variable was the center of mass
between the two arginines mentioned in the text. The potential hills were deposited each 500 steps with
a height of 0.7 KJ/mol and a width of 0.2 nm. The bias factor was set at 30. Two potential barriers were
placed at 0.5 and 3.0 nm to hinder the exploration of undesired portions of the conformational space.
These where a lower and upper barriers modeled as described in PLUMED manual. These barriers were
featured by an elastic constat of 250 KJ/mol and exponential of 2.
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