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The potentialfunctionfor moleculeswith two threefoldinternalrotorsrestrictedto the lowesttermsmay definedas

V (1, 72) = (L2)[V3o(1 - cos3r) + Vos(1 - cos32) + Vi Sin3r + Vgs Sin3ra + Veo(1 - costrr) + Voe(1 - costr) + Vi sinéry + Vg
sin6ry + V33(1 - cos31)(1 - cos3) + Vi3 Sin3ry sin3re + Vis sin3r (1 - cos3r) + Vi (1- cos3r) sin3rs].

The determinatiorof the coeficientsof this function from abinitio or experimentaldatais fairly straightforwardif the internalrotor
axesarein aplaneof symmetrysuchasin CH3OCHs or CH; OSiHs. In casewith lower symmetry thisis no longerthe case.In one
example the standarddeviation of afit of enegiesobtainedfrom abinitio calculationsvasquite satisactorybut the coordinategor the
minimum of the potentialfunctionwereabout8 degreesoff andthe enegy wasabout140cm™=! lower thanthefitted optimizedenegy.
A moresatishctorysetof potentialcoeficientswasobtainedfrom the samedataafter the equationdor zeroderivativesfor minima,
maximaandsaddlepointsof the potentialenegy wereintroduced. The choiceof relative weightsfor the enegiesandthe derivatives
is critical. In orderto comparepotentialcoeficients betweentheory and experiment,the potentialfunction mustbe transformednto
standardorm wherethe coeficients V3, andVy5 vanish.



