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Obvexmamu uccied08anus SBIAIOTCS METOJIbI MOUCKA HOBBIX MHTHOUTOPOB
koponasupyca SARS-CoV-2

Ilpeomemom  uccnedosanus  SIBASIETCS TEHEpalus ¥ aHAIM3  HOBBIX
UHTHONPOTOB KOpoHaBupyca SARS-CoV-2.

L]envio pabomul IBASETCA MOTYyYEHNE HOBOTO MHTUOUTOPA KOPOHABUPYCA
SARS-CoV-2, obnagaroiero Jy4dimMu o cpaBHeHHIO ¢ HaBuTokIakcom
CBOWCTBAMU.

B x00e pabomwvi 6bITM N3y4EHBI U TIPOAHATN3UPOBAHBI U3BECTHBIC AITOPUTMBI
TeHEpaIy HOBBIX COCIMHECHHI HAa OCHOBE CYIIECTBYIONIUX, & TAKXKE PACCMOTPCHBI
NPUHITMIET UX pa0oThl. [IpoBemeHa reHeparsi HOBBIX COCIMHEHHH W OTOOpAHBI
aydme o0pas3iel. [ aHammM3a  CBOWCTB TMONMYYEHHBIX COCAWMHEHUH ObUTH
WCIIOJIb30BAHBI MOJIEKYJISIPHBIA JTOKMHT ¥ MOJIEKYJISIpHAsl JUHAMUKA. BTN M3ydeHbI
BO3MOYKHBIEC MPOTPAMMHBIE TTAKETHI JJIST MOJICTUPOBAHUS MOJICKYJISIPHOW THHAMUKHU H
IIPOAHATIM3UPOBAHBI MX BO3MOXXHOCTH. Ha OCHOBaHHMH pe3yJbTaTOB MOJICKYJISPHOM
TUHAMUAKH ~OBLTM  OTOOpaHBl HAWIYYIIAE COCOUHEHUS, TPUMECHHMBIC IS
J1a00paTOPHBIX OIBITOB.

llonyuennvie 6 pezynromame pabomoel coeOuHeHus: MOKHO HCIIONb30BaTh IS
TaTbHEHINX JTa0OpPaTOPHBIX HCCIECMOBAHWN C TIENbI0 YTOYHEHUS WX CBOWCTB H
WCIIOJIb30BAHUS TIPH JICUCHUH KOPOHABHUpYCa.
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The objects of research are methods of development of new SARS-CoV-2
coronavirus inhibitors.

The subject of study is generation and analysis of new SARS-CoV-2
coronavirus.

The aim of this work is to receive new SARS-CoV-2 coronavirus inhibitors
with better properties than navitoclax.

In the course of the work, known algorithms for generating new compounds
based on existing ones were examined and analyzed, as well as the consideration of
their operational principles. New compounds were generated, and the best samples
were selected. Molecular docking and molecular dynamics were employed to analyze
the properties of the generated compounds. Various software packages for molecular
dynamics modeling were reviewed and their capabilities were analyzed. Based on the
results of the molecular dynamics, the best compounds suitable for laboratory
experiments were selected.

The resulting molecules obtained from the study can be used for further
laboratory research to refine their properties and explore their use in the treatment of
coronavirus.
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