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A modified multi-reference second order perturbation theory
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Abstract: A new scheme with extended model space is proposed to improve the calculation of multi-reference
second order perturbation theory (MRPT2). The new scheme preserves the concise code structure of the original
program, and can avoid intruder states in constructions of potential energy surface, which is confirmed by a series of
comparable calculations. The new MRPT2 program is an available tool for the research of molecular excited states
and electronic spectrum.
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