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PED®EPAT
JuniomHas padora, 38 cTpaHull, 25 pUCYHKOB, 24 UCTOYHHKA

T'EHEPAIINSI ®UHITEPIIPUHTOB, IMTPEJCKA3AHME CBOBOJHOW SHEPTUU
CBA3BIBAHVA. PASPABOTKA BEB-ITPUJIOXEHM A, IIOUCK JIEKAPCTB

OOBeKTOM Hcce10BaHus SIBIsIETCA cepa pa3pabOTKH JIEKapCTB U IPUMEHEHNE METO/I0B
MaIIMHHOTO 00y4YeHHs B JaHHOH cdepe.

[enbto paboThI sIBNSIETCS pa3pabOTKa BEO-MPUIIOKEHUS 111 TeHEpaIui (PMHTePIPUHTOB
MACCS Monexkyn ¢ 3aJaHHBIM IOPOIOM JHEPIMM CBSI3bIBAHHMSI C MOJIEKYJISIPHOM
MUIICHBIO U OIIEHKA WX MOTEHIIMATIbHON HHTHOUPYIOIIEeH aKTUBHOCTH MPOTUB OCHOBHOM
npoTeasbl kopoHaBupyca SARS-COV2 (covid-19)

MeTonbl UCCHENOBAaHMS: W3YYEHHE COOTBETCTBYIOLIEH JUTEPATYphl U IyOJIHMKALUH,
pa3paboTKa IpUIIOKEHUS.

B pesynbTaTe paboThl ObLUI CIPOSKTUPOBAH MPOTOTHUIT BEO-TIPUIIOKEHHUS, CO3/IaH IU3aliH
caiiTa, peaJnu30BaHa KJIMEHTCKas U cepBepHas 4yacTh. [IpuiioxkeHue ObUIO pa3MelnieHo B
00JJaYHOM CEPBHUCE U MIUPOKO JOCTYITHO IO CCHUIKE.

OO0mactn IIPUMCHCHUA! pa3pa60TKa JICKApCTB, N3YUCHUA CBOMCTB XMMHUYECKHUX BCIICCTB.



ABSTRACT

Graduate work, 38 pages, pictures, 24 sources

FINGERPRINT GENERATION, PREDICTION OF FREE BINDING ENERGY. WEB
APPLICATION DEVELOPMENT, SEARCH FOR DRUGS

The object of the research is the field of drug development and the application of
machine learning methods in this area.

The aim of the work is to develop a web application for generating fingerprints of
MACCS molecules with a given threshold of binding energy to a molecular target and
assessing their potential inhibitory activity against the main protease of the coronavirus
SARS-COV?2 (covid-19)

Research methods: study of relevant literature and publications, application
development.

As a result of the work, a prototype of a web application was designed, a website design
was created, the client and server parts were implemented. The application was hosted in
a cloud service and is widely available here.

The scopes: drug development, studying the properties of chemicals.



