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YV 106HOI MOJIETIBHON CHCTEMOM JUTS M3YYEHHUS TOPEHHUS YIJIS SIBJSIETCS MOJICKYJIA TUPUIIMHA,
UMEIOIIAsi C OJIHOU CTOPOHBI APOMATHUYECKYIO TMPHUPOJLY, & C APYrOil ComepKaIiasi B CBOEM COCTaBe
aToM a3oTa. B rmporiecce OKUCICHUS IUPUINH MOXKET PEBPAIIATHCS B TPU PaJUKalIa: OPTO-TIHPUINI,
napa-mupuIiI U METa-TIUPHIAI, Pa3InYaroInXcs MOJ0KEHHEM pajHKajga OTHOCHTEIBHO aroma
azora (puc. 1).

OpTO-ITMPHUANIT MCTa-IIUPUANIT napa-rmupuani
Pucynox 1 — Paoukansl nupuouna

B HacTosimee Bpemst Hanbosiee n3y4eHHbIMU SIBISIFOTCS TPOLIECCHI OKMCICHUS OPTO-TTUPUINIIA
B CBSI3U C €r0 HECKOJIbKO OOJIbIIeH CTaOMIBLHOCTHIO 10 CPABHEHUIO C APYTUMH paguKkanaMu. OqHaKo
MIOJTHOE ONMCAHKE MPOoLecca TOPEHMs TAKUX MOJIEKYJ, KaK MUPUANH, HEBO3MOXKHO 0€3 MoApoOHOro
M3yYeHUs TIpollecca OKHCICHHWE BCEX €ro pagukanoB. Hamu OBUTO M3ydeHO OKHUCIIEHHE Iapa-
MUPUIUIA MOJIEKYJSPHBIM KHCIOPOJOM KBAaHTOBO-XMMHUYECKMMH METOAAMU B paMKax TEOpHUHU
¢dbyHKIMOHANA TIOTHOCTH. [lo pe3ympTaTaM TPOBENEHHOTO HCCIENIOBAaHMS OBLIM OIpEAeTICHBI
OCHOBHBIE MIYTH U NMPOJYKThl B3aUMOJCHCTBUS Mapa-MUpUINIA C MOJIEKYJISIPHBIM KHCIOPOIOM, a
TaK)XKe MOCTPOEHA MOBEPXHOCTh NoTeHIHanbHo! sHepruu (I1119) nanHoro B3aumoneiicteus. Kpome
TOro, OBUIO MPOBEJEHO CPABHEHUS JIaHHON MOBEPXHOCTH MOTEHLUAIBHOM SHEPIUU C MOTYYEHHOU
panee 1715 B3auMoAencTBuUs opTo-nupua ¢ Oa.
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The oxidation of para-pyridyl with Oz by quantum-chemical methods was studied. The main
paths and products of this reaction were determined, and the PES of this interaction was constructed.
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