DIRECT-POTENTIAL-FIT DETERMINATION OF THE LiH (C '£+) DOUBLE MINIMUM POTENTIAL

JENNINGY. SETO andROBERT J.LE ROY, Guelph-Waterloo Centre for Graduate Work in Chemistry and
Biochemistry, University of Waterloo, Waterloo, Ontario N2L 3G1, Canada.

Empirical analysef datainvolving stateswhosepotentialenegy curveshave doubleor multiple minimatendto be fragmentaryor
approximatesincecorventionalmolecularconstanexpressionsannotdescribetheir level enegy patterns.The only accurateguantal
way of analysingsuchdatais to performdirect fits of the datato analytic expressiongor the underlying potentialenegy curves.
This paperdescribesur direct-potential-fif DPF) analysisof recentlypublished datafor the C '+ stateof LiH whichis known® to
have a shallov secondpotentialwell lying neardissociationon the inner potentialwall. The resultingpotentialhasthe “MLJ” form
V(R) = D.[1 — (R./R)" e #**]? 'wherez = (R — R.)/(R + R.) andB(z) is apower seriesin z which hassmoothmonotonic
behaiour acrosshe region wherethe potentialoscillatesto supportthe two minima®
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