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H-O bond length 1.8472593
H-O-H angle 1.8127570

Bohr
Rad
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0-0 bond length(Bohr)  Energy(Hartree) Force

2.2 -41.4152322391 0.13058771 -0.130568770
2.3 -41.4227097927 0.02651787 -0.02651787
2.4 -41.4217621969 -0.04058502 0.04058562
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LW, Wh, V6, VT, VB, VO, W0, V1, W2, W3, V14, W5, W
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a(A) B(GPa) AE (eV)

a 2.8526 172.8 -0.2031
v 3.4598 270.4 0.0
0 2.7667 257.6 0.3095
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