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Thefamily of Polycyclic AromaticHydrocarbons(PAHs) andtheir derivativesaredeeplyinvolvedin theinterpretationof thearomatic
infrared bands(AIBs) observed in emissionfrom many regions of interstellarspace. Among the critical points which have to be
consideredto accountfor the observed spectra,and their local variationsas observed by ISO, are the size distribution, the charge
state,andthe temperatureof the species.The last two aspectsin particulararenot easyto accessby experiment.This hasmotivated
the developmentof a theoreticalapproachdevotedto the a priori simulationof the infraredspectraof PAHs in relevant astrophysical
conditions.
Theresultsof these”tight-bindingmoleculardynamics”simulationswill bepresented,andcomparedwith :

� 1) dataobtainedby ab-initiomethods
� 2) availableexperimentaldata.

Spectrahave beenobtainedfor the seriesof small PAHs (naphthalene,azulene,fluorene,phenantrene,anthracene,pyrene,tetracene,
pentacene),aswell assomelargePAHs : coronene,ovalene,up to circumcoronene
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. Emphasiswill beput on theinfluenceof

ionizationandvibrationaltemperatureon thespectralpatterns(relative intensities,bandpositionsandbandwidths).


