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OO0BEeKTOM HCCIEOBaHUS JTaHHOW pPabOTHl SBIAIOTCI KBAaHTOBOXMMHUYECKHE
pacuetsl. Ilenbp paboThl — paccyuTaTh HSHTAJBIHU OOpPa30BaHHUS IOJTHA30THCTHIX
TETEePOIMKIOB METOJ0M H30JICCMUUECKUX peakiuii. MeTomOoJorus HCClIeI0BaHuUs:
MIOCTPOEHHUE H30JCCMHYECCKUX PEaKIMid, OMIpeJeeHNe DHTAIBIUN 00pa30BaHUs
MOJIMA30TUCTBIX TETEPOLUKIOB C MOMOINIBI0 mporpamMMmbl Gaussian. AKTYyaJIbHOCTh
paboThl:  MATUYJICHHBICTIONHA30TUCTHIETETEPOIIUKILI  SABISIIOTCS 3P ()EKTUBHBIMHU
KOMIIOHEHTAaMHU  CMECEBBIX  TOIUIUB,  MUPOTEXHUYECKUX,  B3PBIBYATBHIX U
ra3oreHepUpPyIIMX COCTaBOB, MO3TOMY HEOOXOJMMO pAacCUUTATh SHTAIBIUU
oOpa3zoBaHus 3THX coennHeHud. HoBu3Ha pe3ynbTaTOB: BCE MOJTYUYECHHBIEB paMKax
TUIIOMHOM  paboThl pe3yiabTaThl MOTYT OBbITh UCIIOJNB30BaHBI MpPHU pa3padboOTKe
METOJIOB CEJIEKTUBHOM () YHKIIMOHATU3AINHN TPUA30IbHOTO [IUKIIA.

Degree work includes: 41 pages, 2 figures, 19 tables, 33 references.

Keywords: formation enthalpy, quantum chemical calculation, software package
Gaussian, the isodesmic reactions method, thermodynamic characteristics, 1,2,4-
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Object of study in this work are quantum-chemical calculations. Purpose — to
calculate the formation enthalpy of polynitrogen heterocycles by isodesmic reactions
method. Methodology of investigation: building ofisodesmic reactions, determination
of formation enthalpies of polynitrogen heterocycles using the Gaussian. Relevance of
the work: five-membered polynitrogen heterocycles are effective components of
composite propellants, pyrotechnics, explosives and gas-generating compositions, in
this you need to calculate the formation enthalpy of these compounds. The novelty of
the results all received under the thesis results can be used in developing methods for
the selective functionalization of the triazole ring.



