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Three-dimensional potential energy surface for He-CO
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Three-dimensional potential energy surface for the He-CO complex has been determined by fitting
high-resolution spectroscopic data including four isotopomers, He-CO, He-'*CO, He-C'®*0, He-'3C'70O,
and *He-CO. High-level ab initio calculations at the CCSD(T)-F12b/aug-cc-pv5Z level of theory were
performed to obtain initial values in the least-squares analysis. The determined 3-D potential energy
surface well reproduces the transition frequencies of IR spectroscopy for *He-CO.
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