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Theoreticakimulationof thev, stretchingoandis presentedor aspirin(acetylsaliglic acid)andits OD derivative at300and77 K. The
simulationtakesinto accounanadiabatiacouplingbetweerthehigh-frequeng O-H(D) stretchingandthelow-frequeng intermolecular
0...Ostretchingmodes linear and quadraticdistortionsof the potentialeneny for the low-frequeng vibrationsin the excited stateof
the O-H(D) stretchingvibration, resonancénteractionbetweertwo hydrogenbondsin thedimer, andFermiresonancéetweerthe O-
H(D) stretchingandthe overtoneof the O-H(D) bendingvibrations.Theeffect of deuteratiorandthetemperaturéasbeensuccessfully
reproduceddy our modelcalculations.Infraredfar-infarared, Ramanand low-frequeny Ramanspectraof the polycrystallineaspirin
have beenmeasuredThe geometryandexperimentafrequenciess comparedvith theresultsof our B3LYP/6-31++G** calculations.



