
,PROTON BETWEEN BENZENE AND WATER: INFRARED SPECTROSCOPY TO MODEL INTERACTIONS ATTHE OIL-WATER INTERFACEB. BANDYOPADHYAY, T. C. CHENG, and M. A. DUNCAN, Department of Chemistry, University of Geor-gia, Athens, GA 30602-2556.The proton af�nity of benzene is slightly higher (753.6 kJ/mol) than the proton af�nity of water (693.8 kJ/mol) in the isolated gas phase.It is then natural to ask about the lo
ation of the proton in the protonated benzene -water 
omplex. Another important question is theeffe
t of solvation on proton a

ommodation on this system. As benzene is non-polar and water is polar, these kinds of 
omplexes areideal systems to model mole
ular intera
tion at the hydrophobi
-hydrophili
 interfa
e. In our lab, protonated benzene-water 
omplexesare produ
ed via pulsed dis
harge in a supersoni
 expansion 
luster sour
e. The 
old, mass sele
ted ions are investigated via infraredphotodisso
iation spe
tros
opy in the range of 1000-4000 
m �1. Quantum me
hani
al 
al
ulations were further implemented to obtainthe stru
tures and vibrational frequen
ies. Infrared spe
tra of the protonated (benzene)m-(water)n 
omplexes will be dis
ussed, wherem=1-2 and n=1-4.


