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Pedepar

Jlunnomnas paboma, 40 cmpanuy, 12 pucynkos, 17 ucmouHuxos.

Kniouesvie cnosa: T'EHEPALIUA HWHIMBUTOPA TUPO3UMHKMHASBI,
BCR-ABL, XPOHUYECKUI MWEJOUJIHBIIA JIEMKO3, PA3PABOTKA
BEB-TIPUJIOXEHU .

Obvexmom uccnedosanuss sBisieTcs de novo Ju3aliH  JE€KapCTBEHHBIX
penapaToB ¥ MPUMEHEHHE METO/I0B MAIITMHHOTO 00y4YeHHs B JaHHOU cepe.

lIpeomemom uccnedosarnus a6n1aomcs BeO-TEXHOJIOTUU UCTIONB3YIOIIUECS IS
pa3paboOTKH BEO-TIPHIIOKCHUS.

L]envio pabomul pa3paboTKa BeO-TIPHIIOKEHUS 711 TEHEPAITUU TTOTCHIINATBHBIX
uHrnoutopoB BCR-ABL THpo3MHKHHA3BI C 3aJaHHBIMUA CBOMCTBAMHU.

B xo0e pabomer ObuIM onipeseneHsbl cnenuduueckue TpeOoBaHUs U CTaHIAPThI
UIst  pa3zpabarbiBaeMOro BeO-mpuiiokeHus. PeannzoBaH u3ailH-mMakeT Oymymiero
BEO-IPUIIOKEHHUSI, OCBOEHBI aKTyaJbHbIE HAa TEKYIIUH MOMEHT TEXHOJOTUU U
MeToauku BeO-pa3paboTku. Brimonnena paspaborka uHTepdeiica Mmonbp3oBaTens U
CEpBEPHOU JIOTHKHU MpoeKTa. Peann3oBan (yHKIIMOHA, TIO3BOJISIONMIUN TI0 33/ TaHHBIM
3HAYEHUSIM Macchl, aunoguibHOCTH U TPSA TeHepupoBaTh COCTMHEHWS, KOTOPHIC
NOTEHLUHANIbHO sBJst0TCS nHruoutopamu BCR-ABL THpOo3UHKUHA3BEL.

llonyuennoe 6 xode pabomel 6eO-npunodceHue MOXET TPUMEHATHCS B
BBIYHCIIUTEIbHAS OUOIOTUH, OMOMH(pOPMATHKE, METUIIMHCKON XUMUH JIJIsl TeHEepalui
MOJIEKYJI, KOTOpbIe Obl 0071a/1a]I1 3a/IaHHBIMU CBOMCTBAMU.



Abstract

Diploma thesis, 40 pages, 12 figures, 17 sources.

Keywords: TYROSINE KINASE INHIBITOR GENERATION, BCR-ABL,
CHRONIC MYELOID LEUKEMIA, DEVELOPMENT OF A WEB
APPLICATION.

The object of research 1s de novo drug design and application of machine
learning methods in this area.

The subject of study 1s web technologies used for the development of web
applications.

The aim of this work is to develop a web application for the generation of
potential BCR-ABL tyrosine kinase inhibitors with specified properties.

In the course of the work specific requirements and standards for the web
application to be developed were defined. The design layout of the future web
application was realized, current technologies and methods of web development were
mastered. The development of the user interface and server logic of the project was
performed. The functionality allowing to generate compounds that are potential
BCR-ABL tyrosine kinase inhibitors according to the given values of mass,
lipophilicity and TPSA was realized.

The resulting web application can be used in computational biology,
bioinformatics, and medicinal chemistry to generate molecules that would have
specified properties.



