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Many biological cofactors, such as light-absorbing chromophores in
photoreceptors, are intrinsically planar molecules. A protein environment, however, causes
structural distortions of the cofactor, and such structural changes can lead to a modulation of
chemical properties of the cofactor to maximize its biological activity. In this project, we have
established the spectral analysis of Raman optical activity (ROA) based on quantum chemical
calculations combined with molecular dynamics simulations. For an application of ROA to
pnotgfeceptgr proteins, we have examined the effect of excitation wavelength on the ROA spectra for
the first time.
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