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Pedepar
Junnomuas pabota, 38 c., 13 pucynko, 6 Tabmnuil, 13 hopmyit, 28 HCTOUHUKOB.

BUPYC 3UKA, KOMIIBIOTEPHOE MOJIEJIMPOBAHUE JIEKAPCTB,
AHTHUTEJIO, E-TIPOTEVH, ®APMAKO®OP, BUPTYAJIbHbIN CKPWHUHI,
MOJIEKYJIIPHBIN JIOKWHT .

Obvexm uccnedosanusi — BHUPYC 3UKa M XUMHUYECKHUE COCIUHEHUSI — €ro
MOTEHIMATbHbIE HHTUOUTOPBHI.

L]env pabomwvl — UccienoBaTh B3aUMOJICHCTBUS B CTPYKTYPHOM KoMIUiekce E—
MPOTEMHA BHUpPYca 3WMKa M MOHOKIIOHAJbHOIO AaHTUTENA ILIMPOKOrO 3aIIUTHOTO
nevctus 2A10G6; naeHTUGUIUPOBATH COCTUHEHUS] — MOTEHIIMAIbHBIE MUMETHUKH
JTAHHOTO aHTHUTENA.

B xoxe paGoTel ObUT MpPOBENEH BUPTYaIbHBIM CKPUHUHT 0a3bl XUMHUYECKUX
coenuHenuit PubChem mno monenu dapmakodopa, MOCTpOCHHOM Ha OCHOBAHUU
JAHHBIX O B3aUMOJICHCTBUAX B CTpykTypHOoM Komruiekce ZIKV sE / 2A10G6; k
MOJIy4YeHHOMY Ha0Opy COeMHEHUN ObLIT MPUMEHEH MOJIEKYJISIPHBINA JOKUHT.

B pesynbrare Obut MACHTHU(PUIIMPOBAHBI XUMUUYECKHE COCIUHEHMUS, KOTOpHIC
CIIOCOOHBI UMUTHPOBATH CBA3bIBaHUE aHTUTENAa 2A10G6 ¢ 6enkom ZIKV sE.

Obnacmvlo  npumeHnenus  SBISIOTCA — HUCCIEAOBAaHHUA 1O  pa3paboTKe
JIEKapCTBEHHBIX MPEenapaToB NPOTUB BUpYyca 3HKa.



Abstract

Graduate work, 38 p., 13 figures, 6 tables, 13 formulas 28 sources.

ZIKA VIRUS, COMPUTER AIDED DRUG DESIGN, ANTIBODY, E-
PROTEIN, PHARMACOPHORE, VIRTUAL SCREENING, MOLECULAR
DOCKING.

Object of research — Zika Virus and chemical compounds — its potential
inhibitors.

Purpose — explore structure complex of ZIKV E-protein and Flavivirus
Broadly Protective Antibody 2A10G6; identify compounds — potential mimetics of
this antibody.

During the current research virtual screening of PubChem compounds database
was performed with pharmacophore model based on the structure complex ZIKV sE /
2A10G6 interactions information; then molecular docking was carried out with
compounds obtained by virtual screening.

As results set of chemical compounds were obtained and which are able to
imitate bounding of 2A10G6 with ZIKV sE.

The scope is researches on antiviral drugs design.



