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As describedn the precedingalks, stimulatedemissionpumping(SEP)-populationtransferspectroscop (SEP-PTSranbeenutilized

to drive and measurebarriersof conformationalisomerizationin flexible biomolecules. This techniquehasnow beenappliedto 3-

indolepropionicacid(IPA) watercomplec in orderto probetheinfluenceof thecomplexedwatermoleculeonthebarrierto isomerization
andtherelative enegiesof the conformationaminimaof IPA. The IPA monomeris known to have two obsenableconformersn the

supersoni@xpansionin which the propionicacid sidechainis gaucheon the pyrrole side (conformerA) or anti (conformerB) relative

to the indole ring. Previous work (J.R. Carng, et al., JACS 123, 5596 (2001)) indicatesthat water moleculesin IPA-(H.O), and

IPA-(H20), form H- bondedbridgesbetweerthe carboryl andthe OH groupsof the carboxylicacid. It wasalsoobsenedthatbands
belongingto theseclustersareonly slightly shiftedandpresere therelative intensitiesof the IPA monomettransitions suggestinghat

thesewaterclustergetaintherespectie IPA conformationin the presencef water In thepresenstudyclearupperandlowerboundso

theenegy thresholddor isomerizinglPA-(H2O), clusterconformerA to conformerB andconformerB to conformerA aredetermined
via SEP-PTSThis placesboundson the barriersto isomerizationin the presencef wateranddetermineghe relative enegiesof the

conformationaminima. The effect of additionof a secondvatermoleculewill alsobediscussed.



