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Abstract
In this paper, the QCISD(T) method and aug-cc-pVTZ basic set are used to calculate the interactional potential of Ne atom

and halogen hydride molecule HF, in which Boys and Bernardi’s full counterpoise method is employed to eliminate the basis set

superposition error. After obtaining the interactional potential energy data in eleven directions for He-HF, the symmetric potential V;

and the anisotropic potentials Vi, V,, V3, etc. of the system are derived, by using Huxley function fitting, so as to describe well the

He-HF potential energy surface. Finally, the close-coupling method is used to calculate the total collision excitation cross section,

elastic partial wave cross section and inelastic elastic partial wave cross section.
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