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A preliminaryaccountof theDoubleRennereffect in theHOOradicalathighvibrationalexcitationwasgivenat the2003Symposium.a
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at bentgeometries.At thetwo lineargeometriesHOOandOOH (which correspondto maximaon thepotentialenergy surface)thetwo
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’ ).
To describein moredetail theeffectsof the tunnelingbetweenthetwo equivalentminima,we mustextendtheab initio calculationof
thepotential-energy anddipole-momentsurfaces.In particular, weneedto improvethedescriptionof thepotentialenergy andthedipole
momentcomponentsfor geometriesnearTS1 andTS2. Towardsthis end,we have beenrecalculatingthe geometriesat the relevant
stationarypointsandthesesurfacesat the level of core-valenceMR-SDCI with aug-cc-pCVQZ(O) andcc-pVQZ (H) basissets.We
shallreporttheprogressof this work at themeeting.

aThe58thOSUInternationalSymposiumonHigh ResolutionMolecularSpectroscopy, 2003,LectureWF12.


