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PE®EPAT

Jluniomuas pabota, 51 crpanuia, 26 pucyakos, 9 tabmun, 11 dopmyn, 8 uc-
TOYHUKOB.

MAIIMHHOE OBYYEHWE, HEWMPOHHBLIE CETU, ABTOXSHKOJIEPHI,
PEKYPPEHTHBIE HEWPOHHLIE CETH, LSTM SYEWKWU , UHTUBUTOPHI
[MPOHUKHOBEHM A, MOJIEKYJIIAPHOE MOJIEJIMPOBAHUE.

OObeKT uccienoBaHusi — HA0Op BEIIECTB-IOTCHIIMAIIBHBIX WHIMOUTOPOB Oelka
gp120.

Lens paboTsl — n3ydeHue padoThl aBTodHKOIEpoB ¢ LSTM crosimu, co3nanue
aJAropuTMa UAECHTU(UKAIIMN HOBBIX MOTEHIIUAIbHBIX UHTHOUTOPOB Oenka gp120.

MCTOI[BI uccijacaoBaHusd. METOABI MAIITMHHOI'O 06yquH${, MCTOAbLI MOJICKYIIAPHO-
ro MOACIIMPOBAHUAA.

PesynbratoM pabothl siBhsieTcs uccienoBanue opranusanuu LSTM crioeB u
aBTODHKOJIEPOB, pa3paboTka ABYX alropuTMa HIACHTUPUKAIUH HOBBIX
MOTEHIIMAJIBHBIX WHTHOUTOPOB, pa3pabOTKa BapuaHTa TeHEpallMy COCAMHEHHH U3
myma. B mocnemyromeM ¢ TOMOIIBIO YKa3aHHBIX BBIIIE aJITOPUTMOB ObLIU
reHepUpOBaHbl HOBBIE MOTEHIIMABbHBIE HHTHOUTOPHI Oenka gpl20. TIpoBenen ananus
MOJTYYEHHBIX HHTUOUTOPOB, B TOM YHCJIE MOJICKYISIPHBINA JOKUHT.

Ob6nacTu npuMeHeHus: pa3paboTKa JIEKApCTBEHHBIX IMPEnaparoB, COBpEMEHHas
dhapMaKoIoTHs.



ABSTRACT

Diploma thesis, 51 pages, 26 pictures, 9 tables, 11 formulas, 8 sources.

MACHINE LEARNING, NEURAL NETWORKS, AUTOENCODERS, RE-
CURRENT NEURAL NETWORKS, LSTM CELLS, ENTRY INHIBITORS, MOL-
ECULAR MODELLING.

The object of research is a set of compounds-potential gp120 protein inhibitors.

Purpose of the work is LSTM autoencoders work research, potential gp120 pro-
tein inhibitors identification algorithm development.

Research methods: machine learning methods, molecular docking methods.

The result of the work is research of LSTM autoencoders, two algorithms of po-
tential gp120 protein inhibitors identification development, and a development of al-
gorithms generation mode with compounds generation from noise. Further, using the
algorithms stated above new potential inhibitors were generated. Then they were ana-
lyzed, in particular with molecular docking.

The scopes are: drug design, modern pharmacology.



