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IVR in polyatomicmoleculeshasbeenfound to be extremelyfasteven at enegiesaslow asa few hundredwavenumbers.In order
to understandhe IVR dynamicsbetterone canproceedo calculatethe fluorescencespectraandcomparewith the experimentaldata.
However, for polyatomicmoleculeswith large numberof vibrationalmodesevencalculatinga simpleFranck—Condospectrunis nota
simpletask. As afirst steptowardsthis we have calculatedhe excitationanddispersediuorescencspectraof hydroquinoneab initio,

usinga correlationfunctionapproachusinga quadraticHamiltonian.Time dependentoupledclustermethodwasusedto propogtethe
wavefunctionin time. Thecomparisorbetweerthe calculatecandexperimentakpectrawill bepresenteéndthevalidity of the method
will bediscussedis—a-vistheobseredIVR behaiour.



