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Supplementary Information

Table S1  Atomic coordinates of the initial configuration (unit: A)

Atoms X Y Z
HI 4.489 7.030 8.818
H2 6.863 4.386 10.334
H3 -0.457 7.735 5.172
H4 2.910 11.372 12.668
HS5 3.495 0.748 2.838
H6 -0.070 5.174 9.987
H7 6.476 6.947 5.519
H8 3.236 3.427 10.528
H9 3.168 8.694 4.978
HI10 5.200 2.533 13.488
HI1 1.205 9.587 2.018
HI12 4.441 10.560 9.039
HI13 1.964 1.561 6.467
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Table S2

Energetic fluctuations during the CPMD simulation in NVT ensemble at five

different temperatures (the corresponding standard deviations are shown in brackets)

Parameters

Runl Run2 Run3 Run4 Run5

362.57 412.56 462. 90 511.10 564.14

! (31.49) (35.20) (39.42) (43.56) (46.82)
0.02002 0.02004 0.03002 0.03022 0.03502
B (9.3556x104) (0.00102) (0.00124) (0.00135) (0.00143)
0.12598 0.07021 0.29256 0.14129 0.24299

For (0.01315) (0.01475) (0.01659) (0.01957) (0.01846)
-531.42719 -531.40622 -531.38305 -531.35673 -531.36429

s (0.01343) (0.01495) (0.01695) (0.01980) (0.01898)
-531.30121 -531.33601 -531.09049 -531.21543 -531.12131

o (0.00126) (0.00108) (0.00138) (0.00159) (0.00164)
-531.28119 -531.31597 -531.06047 -531.18541 -531.08629

Eit

(8.47479x10%) (3.89866x10%) (6.4857x10%) (8.21703x10%) (8.5771 x10%)




