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Abstract
 The photocyclodimerization mechanisms of two oxo tautomers of uracil and 6-azauracil were studied at the CC2 level of theory and cc-pVDZ basis functions. Uracil was explored in three orientations of the monomers - cis-anti, trans-syn and trans-anti, while 6-azauracil - in all four orientations. Conical intersections S0/S1 were found at the CASSCF(2,2)/6-31G* theoretical level. The study propose a photophysical mechanisms of photoformation and photodestruction of cyclodimers (CDs), which occur through the 1ππ* electron excited states (spectroscopically bright states). The photophysical relaxations (internal conversions) to the ground states are mediated by conical intersections S0/S1, which we found and discussed in the current paper.


Povzetek (Scientific paper)
[bookmark: _GoBack]Z uporabo cc-pVDZ baznih funkcij smo na CC2 teorijskem  nivoju preučevali fotociklodimerizacijske mehanizme dveh okso tautomerov uracila in 6-azauracila. Uracil smo raziskovali pri treh orientacijah  monomerov - cis-anti, trans-sin in trans-anti, medtem ko so bili za 6-azauracil računi izvedeni za vse  štiri orientacije. Na CASSCF(2,2)/6-31G* teorijskem nivoju smo ugotovili stožčasta  presečišča S0/S1 ter predlagali  fotofizikalne  mehanizme fotoformacije in fotodestrukcije ciklodimerov, ki nastajajo  preko  1ππ * elektronsko vzbujenih stan.  

