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A new potentialenergy surfaceanddipolemomentsurfacewereconstructedfor BrHI
�

by a 3-D splineinterpolationof ab initio data
at the MRCI/aVQZ level of theoryandbasisset,with ECP’s for the halogens.”Exact” vibrationalcalculationswereperformedon
this potentialenergy surfacefor BrH(D)I

�

usingtwo very differentcodes.Theasymmetricstretchandbendingmodesarefoundto be
stronglycoupled,andareshown to bein close1:2 Fermi resonance.This is verifiedby a simplede-perturbationof thewavefunctions.
The IR transitionprobabilitieswerealsoobtainedby integratingdipole momentmatrix elementsover both vibrationalandrotational
coordinates.Excellentagreementwasfoundwith therecentlymeasuredIR spectrumof BrH(D)I

�

usingtheAr-messengertechniqueby
Neumarkandco-workers.


