
THEORETICALSTUDY OF THE OH/ODSTRETCHINGREGIONSOF THE VIBRATIONAL SPECTRAOF ICE IH
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In this paperwe presentresultsof our theoreticalstudiesof the vibrationalspectraof ice Ih in the stretchingmodefrequency range.
They includesimulationof theinfraredandRamanspectrafor theOH andOD stretchingregions,theeffectsof a full rangeof isotopic
dilution on the spectra(including polarizedRamanspectra)andcomputationalmodelingof the observed influenceof eachdilution
stepon thepropertiesof vibrationallyexcitedstatesandon the infraredandRamanspectra.In our calculationswe includedeffectsof
frequency loweringdueto hydrogenbonding,andof intra- andintermolecularcouplingbetweenbonds.In thecrystallineisotopomers
thepropertiesof thevibrationallyexcitedstatesandof thespectraaredeterminedby a complex interplaybetweenthesizedistributions
of theembeddedclustersandtheinter- andintramolecularcouplings.


