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In this research, TD-DFT calculation of azo dyes was performed in order to predict UV-vis spectrum
of organic dyes. TD-DFT calculation with most proper conformation of the azo dyes could not reproduce
shape of the spectra and absorption maximum wavelength, probably because of vibronic structure of
the spectra. On the other hand, linear relationship was found between the result of TD-DFT and 0-0
transition energy, which was estimated from peak separation of the spectra. This indicates that
TD-DFT calculation make it possible to predict the cut-off wavelength of the absorption, which is

important in its color.
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