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Abstract: PubMed

An ab initio potential energy surface for the Ne-CO, complex was calculated using the coupled-cluster

singles and doubles with noniterative inclusion of connected triple [CCSD(T)] with a large basis set. The
interaction energies were obtained by supermolecular approach with the full counterpoise correction for
the basis set superposition error. The CCSD(T) potential energy surface was found to have two minima

corresponding to the T-shaped and the linear structures. The two-dimensional discrete variable
representation method was employed to calculate the rovibrational energy levels of Ne-CO,,. The

calculated transition frequencies of microwave spectra are in good agreement with the experimental
values.
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