Q-CHEM

A Quantum Leap Into the Future of Chemistry

Simulating Resonance Raman
Spectroscopy with the IMDHO model

Resonance Raman spectroscopy (RRS) is an optical Raman technigque in which the incident photon
energy is in resonance with an electronic fransition of the system.

RRS selectively enhances molecular vibrations that couple strongly to the electronic transition. The
signals are much stronger than in non-resonant Raman.

RRS is sensitive to excited-state dynamics.

RRS are computed with the "independent-mode, displaced harmonic oscillator" IMDHO) model.
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(A) RRS of phenoxyl radical (b) RRS of para-nitroaniline
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