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Computational molecular spectroscopy: dipole moment of a linear
triatomic molecule in the ro-vibrationally averaged structure
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[Abstract] Ro-vibrationally averaged structure of a linear tri-atomic molecule is to be
"observed," theoretically and experimentally, as being bent. For such bent averaged structure,
the dipole moment of the A-B-A type molecule such as CO,, consisting of polar bonds, would
be of non-zero value, but actually is observed to be 0 D. The reason for seemingly
incompatible result is discussed and clarified theoretically and numerically from the view
point of computational molecular spectroscopy.
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