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Ourgoalis to computetheground-stateinteractionenergy of theiodideion with decaboranein thecomplex, B ��� H ��� I � , andto compare
with the interactionbetweenthexenonatomandB ��� H ��� in the isoelectroniccompoundB ��� H ��� Xe.Undercertainexperimentalcon-
ditionsB ��� H ��� I � is foundto bestableboth in thesolid stateandin solution. Experimentalinvestigationof this systemrevealsa C���
point symmetrywhich is consistentwith thesymmetryof theB ��� cage.Theformationof this complex, though,resultsin somepertur-
bationof theB ��� framework; theuniqueiodine is situatedat theopenendof thedecaborane,effectively restingon the four bridging
hydrogens.Theinteractioninvolvesdistanceswhichareconsistentwith vanderWaalsinteractions.Ontheotherhand,thedipolenature
of decaboraneandthechargeof iodideion areexpectedto have somecontribution in theinteractionenergy of this system.Our hopeis
to sufficiently interpetthenatureof this interactionandefficiently describetheelectronicchargetransferfrom theiodideion to B ��� H ��� ,
a consequenceof theion-dipoleinteractionbetweenthefragments.Predictionof anaccuratemolecularbindingenergy involvesuseof
anaccuratecorrelationtreatmentandadequatebasissets.Theabinitio methodsthatweapplyarerestrictedHartree-Fockself-consistent
field of theoryandsingle-referencesingleanddoubleexcitationconfigurationinteraction(CISD).Weuserelativistic coreandspin-orbit
potentialsandalsocorrelationconsistentpolarizedvalencebasissets.


