
Supplementary figure

0 1000 2000 3000 4000 5000-2.01x105

-2.00x105

-1.99x105

-1.98x105

-1.97x105

Po
ten

tia
l e

ne
rg

y 
(k

ca
l /

 m
ol

)

Time of simulation (ps)

Fig. S1: Variation of the potential energy of the system with time of dynamic simulation.
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