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Solvatochromism of 4-(diethylamino)-4’-nitroazobenzene: explanation based on CNDO/S and
DFT calculation results (‘Chitose Institute of Science and Technology, *Graduate School of
Engineering, Hokkaido University) OTomoya Takada,' Hiroto Tachikawa®

Solvatochromism of 4-(diethylamino)-4’-nitroazobenzene was explained on the basis of
CNDO/S and DFT calculation results. Calculated dipole moments of the ground state and
excited state of the azo compound indicated that lowering of the energy of the excited state in
polar solvent caused the red-shift of absorption wavelength. The experiment and molecular
orbital calculation carried out in this work were suitable for promoting the understanding of
the solvatochromic shift mechanism of absorption wavelength.
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Fig. 1 Synthetic pathway of 4-(diethylamino) Fig. 2 Typical absorption spectra of
-4’-nitroazobenzene. 4-(diethylamino)-4’-nitroazobenzene.
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