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Pedepar

Jlunnomuas paboma, 42 cmpanuywi, 24 pucynxa, 4 mabauywl, 2 hopmynvl, 22
UCMOYHUKA

Kniwouesvie cnosa. BUY-1, BEJIOK GP120, TIPOTHMBOBHWPYCHBLIE
IIPEIIAPATBI, MOJIEKVJISIPHBI JOKHUHI, MAIIIMHHOE OBYYEHME,
OBYUEHHUE C TTIOAKPEIUVIEHUEM, PAZPABOTKA HOBbBIX JIEKAPCTB, DE
NOVO JM3AMH.

Obvexmom uccredosanuss sBisercss 0e NOVO reHepamus TOTEHIMATBHBIX
HU3KOMOJIEKYJISIPHBIX HUHTHOUTOPOB.

IIpeomemom ucciedosanus SBISIIOTCS MOJEIU CEeTeM TiyOOKOoro oOydeHUus ¢
MOJKPEIICHUEM JIJIsl TeHEePaIllii HU3KOMOJIEKYJISIPHBIX HUHTHOUTOPOB.

L]envto pabomwr sBHIAETCS Pa3paboTKa HOBBIX, O0JIee THOKUX MO OTHOIICHUIO K
BBIOOPY MUIIICHH, MOJieeil de novo reHepali HU3KOMOJIEKYJISIPHBIX MHTHOUTOPOB
HA OCHOBE O0YYEHUS C TOJIKPEIIICHUEM.

B x00e pabomwsi Obuia BeiOpaHa OeNKOBasi MUIIEHb, MHTUOMPOBAHUE KOTOPOM
MOKET MpeNoTBPaTUTh NpoHuKHOBeHHE BU-1 B UMMyHHYIO KJIETKY X03siMHa. bbuin
MIPOAHATIM3UPOBAHBI YK€ U3BECTHBIC aPXUTEKTYPhl HEHPOHHBIX CETEH, MPUMEHSIEMBIX
B 00JIacCTM TeHepaluyd MaJlbIX MOJIEKYJ, a TaKXe PAacCMOTPEHbl MPHUHIUIBI HX
pabotel. C TNpUMEHEHHEM MOJIEKYJIIPHOTO JIOKMHIa Ha JTane oOydeHus ObLIu
pa3paboTaHbl JBE MOJEIIM MAIIMHHOTO OOYYEHHs ¢ MOJIKperuieHueM st de novo
reHepalud TMOTEHIUAIbHBIX HWHTUOUTOPOB, IMO3BOJIMBIIKME 0e€3 crenuduueckon
oOy4aromnieil  BBIOOPKHM  CT€HEpUPOBATh PNl MOTCHIMAIBHBIX  MHTHOUTOPOB
nponukHoBeHuss BIY-1.

Ilonyuennyro 6 pesynomame pabomel MoOenb MOXHO HCIONb30BaTh IS
reHepalui MaJIbIX MOJICKYJ TPU TOWCKE HOBBIX MOTEHIIMAJIBHBIX HHTHOWTOPOB
JIPYTUX OEITKOBBIX MUIIICHEH.
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The object of research is de novo design of potential low molecular weight
inhibitors.

The subject of study is models of deep reinforcement learning networks for the
generation of low molecular weight inhibitors.

The aim of this work is to develop new, more flexible target selection models
based on reinforcement learning for the generation of low molecular weight
inhibitors.

In the course of the work, a protein target was selected, the inhibition of which
can prevent the penetration of HIV-1 into the host immune cell. The well-known
architectures of neural networks used in the field of small molecule generation were
analyzed, as well as the principles of their operation were considered. Using
molecular docking at the training stage, two reinforcement learning models for de
novo generation of potential inhibitors were developed, which made it possible to
generate a number of potential HIV-1 penetration inhibitors without a specific
training sample..

The resulting model can be used to generate small molecules in the search for
new potential inhibitors of other target proteins.



