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The formation of H, " from H,

when an electron lost
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Calculation of H, " Structural Parameters based on
Hydrogen Atomic Protonized Model *

Chen Jing
(College of Chemical and Material Engineering, Yunnan University,
Kunming 650021, Yunnan, P.R.China)

[Abstract] The hydrogen atomic protonized model was introduced in present paper for calculation of H,*
structural parameters. The dynamic equilibrium between Coulomb attraction and inter-nuclei repulsion force was
discussed respectively from macro- and micro- time scale, and it is suggested that the charge barycenter, e/8,
formed at the midpoint between two nuclei by distortional electron-clouds of hydrogen atoms, could astrict a

naked proton. Three formulas deduced from above model for bond-length, bond-energy and force constant of

8 8
they are respectively R, =2au.,D.=0.109735au. and £ =0.109735au., which are satisfactorily accorded with

hydrogen molecule ion were R, =2a,,D,= (1 = i)Ze/SaO and k= (1 3 )Ze /8a3. When atomic-unit used,

the experimental values and Bishop’s most accurate calculated values (R, =1.997 735 336au.,D,=0.102 375
331au.,.=0.102 896 975au.).

[Key words] hydrogen molecule ion; bond-length; bond-energy; force constant
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