Vibrational structure of absorption spectrum of 2,5-bis(2-benzoxazolyl)hydroquinone
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Conclusions

The calculations performed with the ®B97X-D3 density functional for molecular vibrations and electronic transitions are found to reproduce well the
vibronic structure of the Sy-S; and S,-S, absorption bands in the spectrum of 2,5-bis(2-benzoxazolyl)hydroquinone measured in solution at room
temperature. It allows to determine normal modes that contribute significantly to the absorption spectrum. At the same time energy of the electronic
transitions is overestimated by the calculations and the overestimation is different for the Sy-S; and S-S, transitions.
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