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The importanceof effectsassmall asminor relativistic correctionsin theoreticalpredictionsof energy levels canbe ashigh as few
wavenumbers[1]. Two-electronrelativistic correctionsto theground-stateelectronicenergy of waterandhydrogensulphidearedeter-
minedat over 300 (250) geometries.The correctionsincludethe two-electronDarwin term of the Coulomb–Pauli Hamiltonian,and
theGauntandBreit corrections,calculatedperturbationallyusingfour-componentvariationalDirac–Hartree–Fock wavefunctions.Fit-
ted relativistic correctionsurfacesareconstructedandusedwith an accurateab initio nonrelativistic Born–Oppenheimerpotentialto
calculatevibrationalandrotationallevels. The calculationssuggestthat thesetwo-electronrelativistic corrections,which have so far
beenneglectedin rovibrationalcalculationson light molecules,have a substantialinfluenceon thero-vibrationallevels[2]. Theeffects
consideredhavemarkedlydifferentcharacteristicsfor thestretchingandbendinglevels.

[1] J.Tennyson,P. Barletta,M.A. Kosten,O.L. Polyansky andN.F. Zobov, SpectrochimicaActaA 58 (2002)663.
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