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Polygyclic aromatichydrocarbongPAHS) arethe largestknown interstellarmoleculesdentifiedto date. To complementecentexper
imental studies,densityfunctionaltheory calculationswere employed to characterizehe photoionizationbehaior of benzenenaph-
thalene anthraceneandpyrenein UV-photoprocesseites. Calculationswvereperformedat the B3LYP/6-31+G** level in conjunction
with acontinuumsolvationmodelto accountor theice ervironment.TheresultsindicatethatPAH ionizationenegiesaresignificantly
reducedvhenthe moleculesareembeddedn awaterice matrix. Electronicandvibrationalspectraverecomputedor bothneutraland
ionized PAHs. For the mostpart, low-lying electronictransitionenegieswerefoundto be remarkablyunafectedby ice. PAH cations
areobsenedto belong-livedin photoprocesseides,which maybe dueto thetrappingof electronsat favoredsitessuchasOH radicals
formedby photolysisof water



