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We presentthedevelopmentof a flexible, all-atompolarizableempiricalmodelfor waterthat is parameterizedusingtheresultsof first
principleselectronicstructurecalculationsfor waterclusters.Themodelemploys smearedchargesanddipolesitesandit is basedon
Thole’smethodfor describingmolecularpolarizabilities.It is fitted to ”chemicallyimportant”partsof thewaterdimerpotentialenergy
surfaceobtainedfrom highly accurateelectronicstructurecalculations.It reproducesthe temperaturedependenceof thesecondvirial
coefficient over the temperaturerange423-773K, the total binding energiesof waterclustersn=2-8 to within an accuracy of 1% or
betterwith respectto theMP2/CBS(completebasisset)estimates.Resultsof liquid propertiessuchasthediffusionconstantandradial
distributionfunctionsaswell aslatticeparametersandrelativeenergeticsfor severalformsof icesuchasIh, II andXI obtainedwith the
modelwill alsobepresente!d.


