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Theoretical Calculation of Potential Energy Function
and Spectra Data for LiH" and LiH

JIANG Wen-shi
(Dean's Office, Xichang College, Xichang, Sichuan 615013 )

Abstract: The LiH* and LiH™ molecular ions have been studied using density functional theory B3LYP method
and 6-311++G** basis set. Their analytic potential energy functions are in good agreement with the Murrel1- Sorbie
function, and the ground state is X*Y, for LiH" and LiH™ molecular ions. Their spectra data have been derived.
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