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Fig. S1 Quality data of 50-ns equilibration MD simulations for NDS (at the left) and DS (at the right) TRAAK models. (a) Evolution of the

potential energy, (b) evolution of the total volume of the system, (c) evolution of the temperature.

>

-1,826+05 0 5000 10000 15000 20000 25000 30000 35000 40000

Ep (kcal/mol)

-1,94E+05
t(ps)

770000
730000 \

690000

45000

-1,86E+05
-1,90E+05 memm

50000

V(A3

650000

0 5000 10000 15000 20000 25000

t (ps)

30000 35000 40000 45000

] 5000 10000 15000 20000 25000

t(ps)

30000 35000 40000 45000

50000

50000

50000

— 1,676:05 0 5000 10000 15000 20000 25000 30000 35000 40000 45000
[=]
E 72605
3
= 1776405 N RS
e wpnd -
_1,82E+05
t(ps)
740000
/700000
=
> 660000
620000
1] 5000 10000 15000 20000 25000 30000 35000 40000 45000

0 5000

10000

15000

20000

t(ps)

25000

t (ps)

30000

35000

40000

45000

50000

50000



Fig. S2 RMSD values (in A) of 50-ns equilibration MD (before the red line) and first 100-ns production MD (after the red line)
simulations for NDS (at the top) and DS (at the bottom) TRAAK models.
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Fig. $3 Root mean square fluctuation (RMSF) values (in A) per residues from the 150-ns production MD simulations for NDS (chains A and
B in black and blue, respectively) and DS (chains A and B in red and orange, respectively) TRAAK models. Cap outer and inner helices are

indicated with red and blue lines respectively.
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Figure S5. Stability of the secondary structure per residues of the cap from the 150-ns production MD simulations for DS (chains A and B
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