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C. LEFORESTIER, Université Montpellier II (France), e-mail: lefores@LSD.univ-montp2.fr; R. S.
FELLERS,C. KEOSHIAN andR. J.SAYKALL Y, Departmentof Chemistry, Universityof Berkeley.

Theliquid waterpotential,i.e. theintermolecularforcesactingbetweenindividual moleculesis not yet accuratelyknown. We describe
recentattemptswhich have beenmadeat the elucidationof its primary component: the pair potentialbetweentwo moleculesonly.
Its descriptionrelieson the confrontationbetweenspectroscopicalexperimentson waterclustersproducedin molecularbeams,and
exactquantumcalculationsusingasinput thesimpleMCY potentialof Clementiandcoll. This rigid modelwasfirst fitted in orderto
reproducetheobservedtransitionsfrequenciesin thefar Infra-redspectrum.
Internalmotionsof themonomers(stretchesandbends)werethenexplicitely consideredby invoking anadiabaticseparationbetween
theslow (intermonomeric)andfast(intramonomeric)modes.This formulationallows oneto recastthecalculationsinto anequivalent
six-dimensionalproblem( � rigid monomers)on anadiabaticpotentialenergy surface.Our modelMCY potentialwasthenfitted to a
fully flexible pair potential,which leadsto verygoodagreementwith all observedfrequencies.


