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Pedepar

MunnomMHas pabora, 46 ctpanui], 7 pucyHkoB, 10 Tabsuiy, 31 MCTOUHHK, 1
TIPUJIO’KEHUE

TUPO3NHKNHA3A (TK), BCR-ABL, MOJIEKYJ/IAPHOE MOZIEJINPO-
BAHUE (MM), BUPTYAJIbBHBIA CKPUHUHI (BC), MOJIEKYJIAPHBIN
OOKUHI, MOJIEKYJIAPHAA NIMHAMUWKA, ®APMAKO®OPHAA MO/JEJIB,
MUIIEHDB, UHI'MIBUTOP.

OOBeKT uccieJoBaHUsI — HaTUBHAs U MyTaHTHasi hopMbl Ber-Abl THpo3uHKu-
Ha3bl, a TaK)Ke UX UHTUOUTOPBI.

Llesb paboOThI — TMOMCK MOTEHIUAIBHBIX UHTUOMTOPOB Ber-Abl THpo3uHKWHA-
3bl U ero MyTaHTHOU hopmbl T3151.

MeTobl MCCe0BaHUS: U3yUeHre TeMaTUueCKoW JIuTepaTypbl U HayYHbIX WC-
C/llelOBaHWM, BUPTYya/lbHbId CKDUHWHT, MOJIEKY/SIDHbIA [OKWHT, MOJIeKYJ/ISIPHO-
JVHaMUYecKoe MO/ieJTMPOBaHKe, aHa/lu3 CaiiTa CBSI3bIBaHUSI.

Pesynbratel: B xoze paboThl MeTOAaMU MOJEKYJISIPHOTO MOZe/MPOBaHus
BbISIB/IEHbI COe/IMHeHUs], TIOTeHLMaTbHO UHrubUpyoiye obe ¢hopMbl TUPO3WHKUHA-
3b1. BbIM0/THEHO KX OIMCcaHue U OlleHKa B3auMO/IeHCTBUM ¢ OeKoM.

OO6slacT¥ TIpUMEHEeHUs: MeJUI[MHCKasi XUMUS, BBIUHUCIUTeNbHass Ouomorus,
bronHpopmMaTHKa.



Abstract

Thesis, 46 pages, 7 figures, 10 tables, 31 sources, 1 appendix

TYROSINE KINASE (TK), BCR-ABL, MOLECULAR MODELING (MM),
VIRTUAL SCREENING (VS), MOLECULAR DOCKING, MOLECULAR DY-
NAMICS, PHARMACOPHORAL MODEL, TARGET, INHIBITOR.

The object of the research is native and mutant forms of Bcr-Abl tyrosine ki-
nase, as well as their inhibitors.

The purpose of the work is search for potential inhibitors of Bcr-Abl tyrosine
kinase and its mutant form T315I.

Research methods: study of case literature and research, virtual screening,
molecular docking, molecular dynamics simulations, binding site analysis.

Results: Compounds that potentially inhibit both forms of tyrosine kinase were
identified using molecular modeling methods. Their description and assessment of in-
teractions with the protein have been performed.

Scopes of application: medicinal chemistry, computational biology, bioinfor-
matics.



