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Contrastive Studies of Potential Energy Functions for H, and HF

WU Xiao-chao' ,ZHANG Yue-jie', LI Zhi-hao', DAI Wei'?

(1. School of Physics and Electronic Information, Hubei University of Education, Wuhan 430205, China;

2. Wuhan Institute of Physics and Mathematics, Chinese Academy of Sciences, Wuhan 430205, China)
Abstract; The structural optimization for ground state of H,, HF molecule were calculated by the functional theory
QCISD method with the basis set CC-PVDZ. Then using the potential energy functions of Rydberg, Morse,
Pseudogaussian potential, Murrell-Sorbie, and Hulbret-Hirschfelder to get f,,f;,f; and w,,B,, ,,®,,x., from those
data, you will find the potential energy function of Murrell-Sorbie is good in agreement with the experimental results. So
the potential energy function of H,, HF can be expressed hy the Murrell-Sorbie.

Key words; diatomic molecules; method of least square
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