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MSDs

Figures S1 and S2 show the MSD for the calculation of the diffusion coefficient for the
OPC3 and TIP4P /e models, respectively. Each MSD was divided into four segments; a
linear fit was performed on each segment, and the average was calculated to achieve greater

precision in the results.
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FIG. S1: MSD of water at a temperature of 300 K for the OPC3 model. Each MSD was
divided into four segments; a linear fit was performed on each segment, and the average

was calculated to achieve greater precision in the results.



« TIPAP/e . 19501 o TIP4P/e
1 200 ] = y = 1.27638e-03x -53.23 o =y = 1.54029e-03x -251.77
. 1800
<t 1050 owt
~ ~ 16501
% %
S 900, S 15001
750 13501
06 07 08 09 1.0 1.0 11 12 13 1.4
1e6 le6
Time (ns) Time (ns)
(a) (b)
25507 Tylpipll,zgazog;e.osx -37.85 g 31501 — Tylpipll.zsaestae-oax -369.57
S 24004 & 30001
S S
) ] a) ]
a 2250 8 2850
= =
2100 2700
15 16 17 18 1.9 1.9 20 21 22 23
le6 le6
Time (ns) Time (ns)
(c) (d)

FIG. S2: MSD of water at a temperature of 300 K for the TIP4P /¢ model. Each MSD was
divided into four segments; a linear fit was performed on each segment, and the average

was calculated to achieve greater precision in the results.



