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PEDOEPAT

NunnomHast pabora, 35 ctpaHui], 24 pucyHka, 1 Tabsuia, 9 NICTOUHNKOB

Knouesbie cioa: MAIIIMHHOE OB YUYEHUE, MOJIEKYJISIPHBIN
JECKPUIITOP, I[IPEJICKA3AHUE CBOMCTB MOJIEKY/JI, DHEPTUA
CBA3BIBAHMA, BUPYC UMMYHOIED®ULINTA YEJIOBEKA, GP120, SMILES,
RDKIT, MACCS, MORGAN.

OO0beKT Hcc/1eJOBaHuA: TUraHabl 6enka gpl120.

Iless padoThl: pa3paboTKa a/iropuTMa Tpe/icka3aHusi SHEPTUU CBSA3bIBAHUS
nmuraszoB ¢ 6ekom gp120.

METOABI HCO/IeJOBAHUA: N3YyUEHUE TEOPETUUYECKHUX NCTOYHUKOB, IIPUMEHEHNE
MeTOA0B MAIIITMHHOI'O 06yT-IEHI/IH K JOCTYITHBIM OdHHBIM.

PesyabTat: Jlyuiiiasi U3 00yueHHBIX C TIOMOII[BI0 MOJIEKY/ISIPHOTO JIeCKPHUIITOPA
Morgan mo/ieneii criocobHa [JOCTaTOUHO YBepeHHO TIpe/[CKa3biBaTh SHEPTUI0
CBsI3bIBAaHMS TUTaH/OB C 6ekoM gp120.

O6/1acTh IpuMeHeHHUs1: xeMorH(OpMaTHKa, pa3paboTKa JieKapCTB.



ABSTRACT

Diploma thesis, 35 pages, 24 figures, 1 table, 9 sources.

Keywords: MACHINE LEARNING, MOLECULAR DESCRIPTOR,
PREDICTION OF MOLECULAR PROPERTIES, HUMAN
IMMUNODEFICIENCY VIRUS, GP120, SMILES, RDKIT, MACCS, MORGAN.

Object of research: gp120 protein ligands.

Objective: developing an algorithm for predicting the free energy of ligands and
gp120 protein.

Methods of research: studying theoretical sources, applying machine learning
methods to available data.

The result: The best of the models trained using the Morgan molecular
descriptor is able to predict the free energy of ligands and the gp120 protein with
sufficient confidence.

The scope: cheminformatics, drug development.



