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Abstract 

&e present contrlbutíon. we have reviewed the specbscopfc techaiques generally 
mUect interm01ecular Interactfon data on van der Waals rnolecules. with special 

experimental m d  theoretical background of the spectroscop~' of CO-H2. This 
that the poteatial eaergy surface of CO-H2 had to be recalculated by ustng 

eter fuily ab M i o  calculations wlth basis sets of pnwen quallty. Our fully ab i d &  
within the supemiolecule approach fur the potentíal energy smfaee of #e 
der Waals CO-Ha showed that the linear O-C-.-H-H stnicture corre.&poads to the 
conformation in the gmmd C O B C ' Z + I - H ~ ~ X ' ~  electronic con€iguratfon. The 

cfation energy corresponded to a D, of 4.9meV wlth at bast one vfbrational 
by this linear configuration. which agrees well with aisting specboscopic 

y w m k  CO-Hz spe-scopy; supemolecule; vmL der .Waals molecules. 

Espectroscopía de la molécula de van der Waals 
de CO-HZ 

Resumen 
presente contrlbucl6n. se han revisado las tkcnlcas espec&mcópicas generalmente 
para reco1ectar datas de fnteraccion intermolecdar en J;is moléculas de van der 
éafasis especial en los antecedentes teórlcos y urperñnentales de la espectroscopia 
Este ad is is  demuestra que la supeficle de energía potenciat de interacción de 
ser recalculada mediante ua m€todo completamente ab W, libre de parhetros 
usando ftmdones de base de reconocida calidad. Nuestros cáiculos dentro de la 

iineal O-C--43-H comesponde al conf6rmem más estable en el estado el&- 

: CO-Hz: espectmscopia: moléculas de van der Waais: supermolécula+ 

Intmducflon field, Nmertheless. in the hst decade there 
has been a bmendous increase of interest, 

study d weak molecular interac- both by acperimentdists and theoretlcfans. 
ahays ben  a very a- rtsearch 

whom wnwpondeme will be addrsssed. 






















