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Abstract:

We  will  present  our  recent   developments   for  the  calculation  of  infrared,  [1]  Raman,  [1]  and

vibrational circular dichroism [2,3] spectra of flexible molecules in non-idle environments. [4] The

calculation of such spectra requires: 1) a realistic description of the non-idle environment and 2) a

sufficient sampling of the solvation shells and molecular conformations. We will  show how these

critical  issues can be addressed to obtain robust predictions of  liquid phase spectra.  We further

present applications of our methods to study chiral phenomena, e.g. asymmetrization and chirality

transfer  in  (ionic)  liquids,  which  can  be  used  to  develop  new  chiral  selectors  and  separation

processes. [5,6]
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