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COY, Department of Chemistry, The OhioState University, Columbus, OH 43210.Infrared spe
tros
opy is a powerful tool for studying mole
ular stru
ture as 
hanges in the frequen
y and intensity of infrared transitionsprovide a way to probe environment effe
ts on mole
ular systems. In this study we investigate how the frequen
y and intensity of theC=O stret
h vibration of formaldehyde and gly
ine 
hange upon the introdu
tion of alkali metal 
ations. Spe
i�
ally we fo
us on the
omplexes of Li+, Na+, and K+ with H2CO and NH2CH2COOH. There is eviden
e of small 
hanges in the harmoni
 C=O stret
hfrequen
y; however, the 
hanges in intensity are mu
h larger. For example the intensity of the C=O stret
h in H2CO�Li+ is twi
ethat in bare H2CO. The ultimate goal of this work is to determine how the sensitivity of the C=O stret
h vibration is affe
ted by theparti
ular alkali metal 
ation as well as the geometry of the 
omplex. All 
al
ulations in this study were performed using Gaussian03 atthe MP2/6-311G� level of theory/basis set.


