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Ozonolysisof alkeness initiated by the cycloadditionof ozoneto the doublebondto form a primary ozonide(POZ).Decompositiorof
thevibrationally excited POZ is a major sourceof variousorganic pollutants. The dominantmechanistigpathway is generallybelieved
to beaconcertectleavageof the C=C andthe O—Obondsto form a CriegeeintermediatgCl) andanaldetydefollowedby unimolecular
decompostiorof the vibrationally excited Cl. We reportab initio calculationsof the etheneand propenePOZ usingDFT-BH&HLYP,
CCSD(T)andQCISD(T)methods Our resultssuggesthefavouredpathway to bethe non-concertedleavageof the POZto adiradical
oxy-peroxyintermediatdorming Cl andaldetyde. Competitive channeldor formationof OH, HO, andepoxidesarealsostudied.The
possibility of verificationof the mechanismof POZ fragmentatiorvia spectroscopicetectionof promptformationof OH andHO, is
discussed.



