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B nunnomuoit pabote 33 crpanuupbl, 10 wimoctpanuii, 2 Tadbauuel, 15 ncTouHm-
KOB.

KuroueBble ¢j10Ba. TOPCUOHHBIE YIIIbI, CIEKTPbl TOPCUOHHBIX COCTOSIHUM, COO-
CTBEHHbIE 3HAYEHHUS SPMUTOBBIX MaTPHUI] OOJIBIIOTO pa3Mepa.

Pabora nocpsiieHa neciae10BaHuIo COCTOSIHUM MOJIEKYJI C ABYMS CTEIIEHSIMU CBO-
OO0MIbI C TOUKH 3pEHUsI KBAHTOBOW MeXaHUKU. C MOMOIIBIO CTAIIMOHAPHOTO ypaBHE-
Hus IpénuHrepa cornmacHo NpUHUKUNY ['aMUIBTOHA PACCUMTBIBAIOTCSA DHEPTUU CO-
CTOSIHUU IMOTEHIIUAJIbHOU SIMbI 1 MOJICIIMPYIOTCS COCTOSIHH S, COOTBETCTBYFOIINE KAXK-
JI0M SHEPTUHU. ITO MO3BOJISIET HAXOAUTh HauOOJIee BEPOSTHBIE COCTOSHUS MOJICKYJIbI
JUTSL KayKZ0TO YPOBHS SHEPTUHU U 110 3TUM JIAHHBIM MPEACKa3bIBaTh U3MEHEHUS (PU3H-
YECKUX U XUMHUYECKUX CBOMCTB COCTMHEHUS.

B pabote npuBoauTcs MmareMarudeckas MoJeb MOJIEKYIbI C IByMS TOPCUOHHBDI-
MU CTENEHSIMHU CBOOOJBI, paCCMaTPUBAIOTCS Pa3IMYHbIE CIIOCOOBI peaanu3aluu co-
CTaBJIAIOIINUX MOAEIU C LEIbI0 OINTUMU3ALINHY.

JluriomHasi paboTa BBITIOJIHEHA aBTOPOM CaMOCTOSTENBHO.



The thesis contains 33 pages, 10 illustrations, 2 tables, 15 sources.
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The thesis is about modeling molecules with two torsion degrees of freedom from
the quantum mechanics point of view. With help of stationary Schrédinger equation
with under Hamilton’s principle the energy levels of potential well are computed and
the states fof molecule corresponding to each energy level are modeled. This allows
finding most likely states of molecule on each energy level therefore allows to predict
changes in physical or chemical properties.

In this thesis mathematical model of molecule with two torsion degrees of freedom
1s constructed, and considered various ways of implementing parts of this model on
a computer with the aim of optimization.

The thesis was performed by the author himself.



