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Theoreticalsimulationof the ��� stretchingbandis presentedfor aspirin(acetylsalicylic acid)andits OD derivativeat300and77K. The
simulationtakesinto accountanadiabaticcouplingbetweenthehigh-frequency O-H(D) stretchingandthelow-frequency intermolecular
O...Ostretchingmodes,linearandquadraticdistortionsof thepotentialenergy for the low-frequency vibrationsin theexcitedstateof
theO-H(D) stretchingvibration,resonanceinteractionbetweentwo hydrogenbondsin thedimer, andFermiresonancebetweentheO-
H(D) stretchingandtheovertoneof theO-H(D) bendingvibrations.Theeffectof deuterationandthetemperaturehasbeensuccessfully
reproducedby our modelcalculations.Infrared,far-infarared,Ramanandlow-frequency Ramanspectraof the polycrystallineaspirin
havebeenmeasured.Thegeometryandexperimentalfrequenciesis comparedwith theresultsof our B3LYP/6-31++G** calculations.


