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Quantum Mechanical Calculation of the Bond Moments.
The Effects of the Polar Substituents on the Intensity of
the Absorbed Spectrums.

Nishio Hirai

The author calculated the exchange electric moments of keton and benzen
derivatives by the Linear Combination of Atomic Orbital Method. In the
case of keton derivatives, the frequencies increase in proportion to the
electronegativities of substituents, but the intensities are independent. In
the case of benzen derivatives, the frequencies v decrease in proportion to
the electronegativities 4¢ as follows,
v (10%sec™}) = 12055, 4¢ (e.u.)

And the intensities decrease in proportion to the frequencies as follows,
log emax = 14.0-0.1 v

These results are compared with the observed values.
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