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Abstract: Customarily in molecular spectroscopy, the ro-vibrationally averaged structure of
the (0,0,0) state of a triatomic, linear molecule has been dealt as linear. However, the
expectation value of the bond angle over bending wavefunction for the (0,0,0) state is of
non-zero positive value, i.e., showing a bent structure. Taking FeCO as an example, the
discrepancy is discussed.
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Fig. 1 Bending potential and re-
normalized bending wavefunction
of 3T~ FeCO
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Fig, 2 Least squares fit of the
experimental and calculated
rotational constants of 33X~ FeCO
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