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The interrelationship between the scale factors obtained using Pulay’s method a from the anharmonic and the harmonized vibrational
frequencies of a light molecule and its heavy analogue is considered in terms of a Morse potential. The determination of the scale
factors from the vibrational frequencies of a light molecule is shown to result in smaller deviations of the calculated and experimental
vibrational frequencies of its heavy analogue than those of the reverse procedure. In this context the extent to which Dennison’s rule b is
satisfied is also discussed.
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