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PE®EPAT

Jummomuast paboTta, 41 ctpanuna, 9 pucyHKoB, 6 TabmuIl, 25 HCTOYHUKOB.

TEJIOMEPA3A, MOJIEKYJIAPHOE MOJEJIMPOBAHUE, MTHI MBUTOPDbI
TEJIOMEPA3BI, JOKHUHI, MOJIEKVJIAPHAA JIMHAMUMKA, KBAHTOBO-
XUMHNYECKUE PACYETDI.

OOBeKT HccnenoBaHus — KaTalUTHYeCKas CyObeINHULA TeIoOMeEpPa3bl KPacHOT O
MYYHOT'0 KYyKa.

Ienp paboThl — WACHTU(DUKALNNS TOTCHIHUATHHBIX WHTHOUTOPOB TEIOMEpa3bl
xKyka cpenu FDA-0/100peHHBIX MperapaToB.

Mertonpl uccnenoOBaHMs: HM3yYEHHE TEMAaTHYECKOM JHUTEpaTypbl M HAy4YHBIX
UCCIIEJOBAaHUM, CBSI3AHHBIX C TEJIOMEPA3od M €€ WHICMOMTOpaMH, MOJIEKYJISAPHBII
JOKUHT, MOJIEKYJISIPHO-IUHAMUYECKUE PACUEThl, KBAHTOBO-XUMHUYECKE PACUETBHI.

Pesynpratom paboThl  SABASETCS WACHTUPUIIMPOBAHHBIM PAJN  JIMJICPHBIX
coenuHeHuil u3 uyucina FDA-000apeHHBIX MpenapaTtoB, CIMOCOOHBIX 3(P(EKTUBHO
cesa3piBaThes ¢ CTE-moMeHoM Tenomepa3bl W IMOTEHIIMAIBLHO OJIOKMPOBATH €e
aKTUBHOCTh. BB MTPOBEICH MOJICKYJISIPHBIN JOKUHT C IIEJIbI0 OTOOpaTh Jy4IIIHE IO
3HAQYCHHIO OLICHOYHOHN (DYHKITUU COCTUHEHMS, PACCUNTAHBl KOHCTAHThI IHCCOIH AT
KOMIUIEKCOB. JIJIS JydImmx COCIMHEHWH OBUIM TIPOU3BENICHBI MOJIEKYJISIPHO-
JTUHAMUYECKUE U KBAHTOBO-XMMHUYECKUE PACUYEThI C €TI0 YTOUHEHHUS IMOJYUYECHHBIX
3HAYCHHH.

OO6sacTi MPUMEHEHUS: TOJYYEHHbIE PE3YJIbTaThl MOTYT OBITh MCIOJIb30BaHbI B
IEN18(S17011050:4 paborax MPaKTUYECKOT0 XapakTepa, CBSI3aHHBIX C
nepenpopuIMpoOBaHUEM FDA-0100peHHbIX IIPENapaToB, paHee HE
MCIOJIb30BABIINXCA B MPOTHUBOOIYXOJEBOM Teparuu, C 1eJIbI0 dKCIEPUMEHTATbHOM
IPOBEPKH UX HA MPOTUBOPAKOBYIO aKTUBHOCTb.



ABSTRACT

Diploma thesis, 41 pages, 9 figures, 6 tables, 25 sources.

TELOMERASE, MOLECULAR MODELING, TELOMERASE INHIBITORS,
DOCKING, MOLECULAR DYNAMICS, QUANTUM CHEMICAL CALCULA-
TIONS

The object of research is catalytic subunit of red flour beetle telomerase.

Purpose of the work is to identify potential beetle telomerase inhibitors among
FDA-approved drugs.

Research methods: study of thematic literature and scientific research related to
telomerase and its inhibitors, molecular docking, molecular dynamics calculations,
quantum chemical calculations.

The result of the work is the identification of a number of lead compounds from
among the FDA-approved drugs that can effectively bind to the CTE domain of te-
lomerase and potentially block its activity. Molecular docking was carried out in order
to select the best compounds in terms of the value of the evaluation function, and the
dissociation constants of the complexes were calculated. For the best compounds, mo-
lecular dynamics and quantum chemical calculations were performed to refine the ob-
tained values.

The scope is: obtained results can be used in further practical work related to the
repurposing of FDA-approved drugs that were not previously used in antitumor ther-
apy, in order to experimentally test them for anti-cancer activity.



