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PE®EPAT

Junnmomuast pabota, 43 ctpanuibl, 9 pucyHkos, 10 Tabnuil, 22 UCTOYHHKA.

KiawueBbie ciaoBa: BCR-ABL, mTOR, JAKI, KOMIIBIOTEPHOE
MOJIEJINMPOBAHUE JJEKAPCTB, MOJIEKYJISPHBIN JIOKUHTI,
AKCIIOHEHIMAJIbHBI KOHCEHCYCHBIVM PAHT', UTHTUBUTOP.

O0beKT Hccei0BaHUsA: TPEXMEpPHBIE CTPYKTYphl npoTennknHaz BCR-ABL,
MTOR, JAK1 u ux nmoTeHIMaaIbHbIX HHTHOUTOPOB.

Leap ucciaenoBaHusi: TMOUCK MOTCHIMAIBHBIX MHTHOUTOPOB MPOTEHHKHHA3
BCR-ABL, mTOR, JAK1.

Pe3yabtar: B X01€¢ pa®oThl ObUIM M3y4€HBI JAHHBIE O PACCMATPUBAEMBIX
MUIIEHSX U MX YK€ M3BECTHBIX MHrHOWTOpax. IIpoBeneH MONEKYJSpHBIA JOKUHT
coeauHeHuit w3 Oa3el  gaHHBIX  PubChem, comepxamux — ¢parment  2-
apWJIAMUHOMTUPUMUANHA B CTPYKTYpPE, C TPEXMEPHBIMU CTPYKTYPaMHU MOJIEKYJIIPHBIX
MUIIIEHEH U OTpPEJIEICHbl BEJIMUYMHBI CBOOOJHON SHEPTUM CBSI3bIBAHUS MOJIYUYECHHBIX
KOMILJICKCOB JIMTaH/I-PELeNTOP ¢ MOMOINBI0 oleHOuHbIX (yHkiuit Autodock Vina,
RF-Score 4, NNScore 2.0. Ilytem mojacuera SKCHOHEHIIMAIBHOTO KOHCEHCYCHOTO
paHra Ha OCHOBE JIAHHBIX OLICHOYHBIX (PYHKIUN COCAMHEHUS ObUTH PaHKUPOBAHBI U
U3 HUX OTOOpaHbl Haubosiee d(PPEeKTUBHBIC, MEKMOJICKYJISAPHBIE B3aUMOJICHCTBUS
KOTOPBIX C OelKaMU-MUIICHSIMU OBbUIM MPOAHAIM3UPOBAHBI C MCIOJIB30BAHHEM
komribtoTepHoro anropurma BINANA. B pesynbrare Obu1u onpeneseHbl MOJIEKYJbl,
o0Jaaronye NOTEHIIUATIOM HHTHOUTOPOB BCEX pacCMaTPUBAEMBIX MUIIICHEH.

Obsiactb  mpuMeHeHUsi:  pa3pabOTKa  JIEKAPCTBEHHBIX  MPEMApaToB,
OonouH(opMaTuKa.



ABSTRACT

Thesis, 43 pages, 9 figures, 10 tables, 22 sources.

Keywords: BCR-ABL, mTOR, JAK1, COMPUTER MODELING OF DRUGS,
MOLECULAR DOCKING, EXPONENTIAL CONSENSUS RANKING,
INHIBITOR.

Research object: three-dimensional structures of protein kinases BCR-ABL,
mMTOR, JAK1 and their potential inhibitors.

Research objective: identification potential protein kinases’ inhibitors BCR-
ABL, mTOR, JAKL.

Results: Information about considered targets and their already known
inhibitors were studied. Molecular docking of PubChem database compounds
containing a fragment of 2-arylaminopyrimidine in the structure with three-
dimensional structures of molecular targets was carried out and the values of free
binding energy of the obtained ligand-receptor complexes were determined using the
evaluation functions Autodock Vina, RF-Score 4, NNScore 2.0. By calculating the
exponential consensus ranking based on these evaluation functions, compounds were
ranked and the most effective ones were selected from them, which intermolecular
interactions with target proteins were analyzed using the BINANA computer
algorithm. As a result, molecules with the potential of inhibitors of all considered
targets were identified.

Application field: development of medicines, bioinformatics.



