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Figure S1: Time evolution of unit cell dimensions (|al, |b], ||, o, 8 and ), total potential
energy and dihedral energy of unhydroxylated system.

BT = [al/10 bl = el 7 -« p -y
T = i L PR
< <
& 45 = 85
s, g
(5] <
E 3
.*Dé 30 g 80 T
15 t t t t } ! 75 { t t t } !
0 50 100 150 200 250 300 0 50 100 150 200 250 300
Time (ns) Time (ns)
-75 11.9
%‘ =
£ £
= = 11.8
S S
z z
= 3 11.7
& T 116
< 9]
= o,
& S
[=®}
=77 : : : : ‘ 11.5 : : ‘ ‘ ‘
0 50 100 150 200 250 300 0 50 100 150 200 250 300
Time (ns) Time (ns)



