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Ob6vexmom ucciedosanus SIBASETCS de novo AU3ailH NOTEHIIUATBHBIX JICKAPCTB
C UCIOJIb30BAaHUEM HEUPOHHBIX CETEH U TEXHOJIOTUN BEO-MPUIIOKEHUH.

Ilpeomemom uccnedoganus IBIAIOTCA TEXHOJOTUU BEO-NPUIIOKEHUHN, a TaKKe
BUPYC HMMYHOJepUIIUTa 4YelIOoBE€Ka M JPYrue XUMHUYECKUE COCAUHEHUS, HUX
WHTUOUTOPHI.

Llenvto pabomul UCCAeNOBaHUS SBISIETCS peanu3anus BeO-TIPUIOKEHUS IS
3amaun de novo Au3aitHa moTeHIMaabHbIX HHrHouTopoB BUU-1.

B xo0e pabomwvr ObUIM UCHONB30BaHbI METOABI CHCTEMHOIO aHaIMU3a,
00001IeHNs TPAKTUYECKUX U TEOPETUUECKUX MATEPUATIOB, CPABHUTEIHLHOIO aHaK3a
CYIIECTBYIOIIUX pelIieHud. bbul mpoBeleH aHamW3 MOpeIMeTHOM o0niacTy,
paccMoTpeHbl GpeHMBOPKHU MOMYJISAPHBIX SI3BIKOB MPOrPaMMUPOBAHUS IS CO3AaHUS
BEO-TIPUIIOKEHUM, pa3paboTaHO BEO-MPUIIOKEHHUE IS TeHEpallid IMOTEHIIHATbHBIX
nekapcTB de novo 0e3 MpUMEHEHHUs CIENHaTbHBIX HA0OpOB 00YUYaIOIIUMX JAHHBIX C
UCIIOJIb30BaHuEM (pperiMBOpka Django u conmyTCTBYIOMMX BEO-TEXHOIOTUH.

Ilonyuennyo 6 pesynomame pabomsl MOOelb MOXHO HCIOJIb30BaTh s
UCCIeIOBaHUM B 0071aCTH KOMIIBIOTEPHOTO MOJIETUPOBAHUS OMOMOJIEKYJI, B YaCTHOCTH
JUTSI IOMCKA JIEKAPCTBEHHBIX COCAMHEHU.
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The object of research is de novo design of potential drugs using neural networks
and web application technologies.

The subject of study is web application technologies, as well as human
immunodeficiency virus and other chemical compounds and their inhibitors.

The aim of this work is to implement a web application for the de novo design
task of potential HIV-1 inhibitors.

In the course of the work, the methods of system analysis, generalization of
practical and theoretical materials, comparative analysis of existing solutions were
used. The subject area was analyzed, frameworks of popular programming languages
for creating web applications were considered, and a web application was developed
for de novo generation of potential drugs without special training data sets using
Django framework and related web technologies.

The resulting model can be used for research in the field of computer modeling
of biomolecules, in particular for the search for medicinal compounds.



