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PE®EPAT

B gunmomuoit  pabore comepxutcs 11 pucynkoB, 11 Ttabmum, 74
oubmmorpaduyecknx nCTouHNKOB. KonmmuectBo crpanuiy — 45.

Knroueswvie cn08a:. A30/J1, OHTAJIBITN A OBPA3OBAHIMAI,
KBAHTOBOXMMUWYECKUNE PACUYETHI, GAUSSIAN 09, HU3OMEPUA U
TAYTOMEPHAI.

OOBeKTHI HCCIIeIOBaHUA — IPOU3BOAHBIC TeTpasona, 1,2,3-tpuazona u 1,2,4-
TpHuasosna.

[{ens paboThl — pacueT CTaHJAPTHOW SHTAJIBIIUU 00pa30BaHMs B Ta30BO (haze
MPOU3BOMHBIX  TETpPa3ojia © TPUA30J0B M  HCCICIOBAHUE OTHOCHUTEIHHOU
YCTOMYMBOCTH U30MEPOB.

Memoowl u memooono2us ucciedo8aHull.

[Tpu BeIMONHEHNH PaOOTHI KCIIONB30BAHBI CIEAYIONIME METOIBI pacueTa: C
MOMOIIBIO  PEAKIMA  aTOMU3AUMU W HW30JACCMUYECKUX  peakuuid. s
KBAaHTOBOXMMHMHYECKAX PACUETOB MCIOJIB30BAIMCh KOMOWHHPOBAHHBIE METOIBI
G3B3 u G4 B makere Gaussian 09.

Hayunas nosusna.

CoBpemennbiMu MetofamMu G3B3 u G4 pacuuTaHbl SHTAIBIUU 00pa30BaHUS
HEKOTOPHIX TPOU3BOJHBIX TETpa3ojia M Tpua3oyoB. [loka3aHo, YTO HUCIHOJBL3yeMBbIC
MOJIXO/BI TIO3BOJISIIOT C BBICOKOH TOYHOCTHIO BBIYUCIISITH DHTAJIBIUU 00pa30BaHUS
a30JI0B.  YCTAHOBJICHbI ~ OIIMOKM, JONYIICHHBIE TPHU  DKCIECPUMEHTAIBHOM
OTpeNICJICHUH BEJIWYWUH DHTAIBIMU OOpa3oBaHUS HEKOTOPBIX  IMPOM3BOJIHBIX
TETpa3oJia, u JJI STUX COCTUHEHUN PEKOMEHJOBaHbI HOBBIC 3HAYCHMUSI.

AHATAIBIA

VY mparnel 3msamyaenna 11 mamonkay, 11 Tabmim, 56 6i10misrpadiyHbIX KPBIHILL.
Konbkacup craponak — 45.

Knrouaswis CJ108bL: A30/JI, OHTAJIBIIIA ATPBIMAHHAI,
KBAHTABAXIMIYHBISA  PA3JIIKI,  GAUSSIAN 09, I3AMEPBIA |
TAYTAMEPBIA.

AO'exThl JacieaBaHHs — BBITBOPHBIS TATpasona, 1,2,3-tpelazona nbl 1,2,4-
TphlazoJa.
Mbra mpanel — pasiiik CTaHJapTHaW SHTAJbIIl aTpbIMaHHS ¥ raszaBail ¢ase

BBITBOPHBIX TeTpa3ojia 1 Tpwlazonay 09 1 pgacienBaHHe aJHOCHAM YCTOMITIBACIl
aTpbIMaHBIX 13amMepay.

Memaowt i Mmemadanoeis 0acieda8anHsy.

[Ippl BbIKAHAHHI Tpailbl BBIKAPHICTAHBI HACTYMHBIA METAJbl PA3MIKYy: 3
JanaMorai pIakiplid ataMizalibli 1 13a3CMIYHBIX plIakibiid. J[Ji1 KBaHTaBaXiMIYHBIX
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pasnikay BbIKapblcTOyBallica KamOiHaBanbld Meraasl G3B3 1 G4 § mparpamme
Gaussian 09.

Hasykosas nasisna.

CydacHbIMI MeTaJlaMi pa3JiiyaHbl SHTAJbIII1 ATPhIMAHHS HEKATOPBIX BHITBOPHBIX
TATpazojia 1 Tphlazonay. IlakazaHa, MITO BBIKAPHICTOYBAIOIIA TMAbIXOABI, SKis
JA3BAJISIONG 3 BBICOKAM JaKkiaJHACII0O BbUIIYAILL DHTANbIl aTphIMaHHS a3o07ay.
YcraHoyneHsl TaMBUIKI, JalylIdaHblsd TPbl  OKCIEPBIMEHTAIbHBIM  BBI3HAUIHHII
DHTANBIIl aTphIMaHHSA HEKATOPHIX BBITBOPHBIX TATPA30ia, 1 JJIS TITHIX 3TyUIHHSY
nparaHaBaHbl HOBBIC 3HAYIHHSI.

ABSTRACT

The work contains 11 figures, 11 tables, 74 bibliographic sources. The number
of pages is 45.

Keywords: AZOLE, ENTHALPY OF FOMATION, QUANTUM
CHEMICHAL CALULATIONS, GAUSSIAN 09, [ISOMERISM AND
TAUTOMERISM.

The objects of investigation are tetrazole, 1,2,3-triazole and 1,2,4-triazole
derivatives.

The aim of this work is to calculate the standard enthalpy of formation in the
gaseous phase of tetrazole and triazole derivatives and to study the relative stability of
isomers.

Methods and methodology of research.

When performing the work, the following calculation methods were used:
atomization reactions and isodesmic reactions. For the quantum chemical
calculations, the combined methods G3B3 and G4 were used in the Gaussian 09
package.

Scientific novelty.

Modern methods G3B3 and G4 were used to calculated the enthalpy of the
formation of certain tetrazole and triazole derivatives. It is shown that the approaches
used make it possible to calculate the enthalpies of the formation of azoles with high
accuracy. Errors in the experimental determination of the enthalpy of formation of
some tetrazole derivatives have been established, and new values have been
recommended for these compounds.
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