Vibrational solvatochromism from first principles
- new insights
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ABSTRACT: Many simple semi-empirical models of vibrationalvedochromism reported so
far were able to successfully describe, in someiapeases, the vibrational response of small
infrared probes due to external environment. Howen®deling the effects of intermolecular
interactions on the vibrational frequencies is lgmging because they are quantum mechanical
in nature. In fact, the existing models are gemgnabt acceptable in some important cases
because they are strictly electrostatic.
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