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The extension of the multicomponent molecular orbital theory for the
efficient prediction of the positron binding molecular structure
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[ Abstract] We devised a connection theory between the multicomponent molecular orbital
model and the adiabatic harmonic oscillator model. The present study is devoted to the
fundamental formulation of the novel theory, and to the evaluation of its prospects for the
efficient calculation of the quantum effect of non-electron particles by a pilot application for
positronium hydride (PsH). We obtained diatomic molecular picture (Ps + H), which reasonably
agreed with previous suggestion by more exact calculation.
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