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Bi)1ryK oq,il1illHOrO onOHeHTa Ha )1lICepTal1iJo ~j DA.(li'-Q\ L-(J19 

Eep,lI.HHKa MHXaHna IropoBH1.Ja ~J7~ £k;.(.\ ~ 
« MCTO,u L 1-pcrYJIHpH3a1lXi ,uJlH onHCY If>bHKO-xiMiqHHX BJIaCTHBOCTCH 

MOJICKYJI » 

}lKa rro,uaHa Ha 3)lo6YTI5I HaYKOBoro cTyrreH5I 

)lOKTOP ¢iJIoco¢i13a CrreuiaJIbHiCTlO "102 XiMi}1" 

,Uocni)J)KeHH5I 3B'5I3KY "cTpYKTypa-BnacuIBicTb/aKTHBHicTI>" e o,lI.HielO 13 

r<JIr-oQOBHX, )ly)Ke 3aranbHHX 3aB,lI.aHh cYQaCHOl' xiMii', lllHpoKHH crreKTp TeopeTHQHHX 

MeTO)liB BKJIlOl.fae He TinbKI1 MeTO)lH KBaHToBol XiMii' i MoneKyn5IpHOrO MO)lenIOBaHlUI 

ane tt pi3HoMal-IiTHi rri)lxo)lI1, Il(O OCHOBaHi Ha CTaTI1CTI1l.fHI1X (xeMOMeTpI11.JI-IHX) MeTO)laX, 

3aranOM TaKi MeTO):(I1 - MeTO):(I1 QSARlQSPR (Quantitative-Structure ActivitylProperty 

Relationships) BIUUOqalOTh P}l,lI. rri):(xo)liB, ruo rrpI13BaHi OrrI1CaTI1 pi3Hi acrreKTI1 B 

rro6y.n;oBi nporHOCTH1.JHHX MO)JeJIeH. He3Ba)f<alOqI1 Ha llOCI1Th )lOBry iCTOpilO (rrepllIi 

MO)leni QSPR 3'5IBI1JIaCh y po60Tax BiHepa rue y 1947-1948 pOKax) U}l MeTOllOJIori}l 

rrpO)lOB)KY€ iHTeHcHBHo p03BHBaTHcb. B oCTaHHi POKI1 MeTO):(I1KI1 Data mining, 

Machine learning, Big Data Analysis CTanH Heo6xi)lHOIO l.faCHmOID 6araThox 

)lOcJIi):()I<eHb xiMi'i, O)lHaK, rrpI1 peani3auii' Mo):(eJIett QSAR, BI1HI1Ka€ 3aranhHa rrpo6neMa 

Bi,ll,6opy Hai16inblll Ba)KJIHBI1X ,lI.eCKpI1nTOpiB (npe,lI.HKTopiB) 5IKi 3,n:aTHi He TiJIhKH 

a,ll,ermaTHO onHcaUi BJIaCTI1BOCTi rrepBI1HHo'i - HaB1.JalO1.Jo'i BI16ipKI1, ane H Ha)larn 

}lKiCHI1tt rrpOI'H03 ):(J1}l HOBI1X, rue He CI1HTe30BaHHX CI1CTeM, Cni)l 3aYBa)I<.I1TI1, IUO Tar<a 

npo6neMa Bi,n:6opy BI1HI1Ka€ i B iHIIII1X XiMiQHI1X )lI1CUI1nniHax. TaK, MeTO)lI1 KBaHTOBoi' 

xiMil, }lKi orrepYIDTh p03I<JIa)laMI1 6araTOQaCTI1HKoBOi' XBI1nhoBoi' <PYHKUii', TaKQ)J( 

rroTpe6YlOTh ecpeKTI1BHI1X rrpoue,n:yp Bi,n:6opy Hatt6inbili Ba)l(JII1BI1X KOMnOHeHT 

(KOH<pirypauii1:), Il(O rapaHTyIDTb 5IKicHI1tt, ormc CI1CTeMI1 3a nOMlpHI1MI1 BI1TpaTaMI1 

p03paXYHKOBHX pecypciB. 

Ha CborO)lHilllHii1 )leHh, B uapI1Hi QSAR, BI1KOPI1CTOBYIOTh KiJIhKa BapiaHTiB ,n:JUI 

TaKoro Bi.n;6opy cepe,n: 5IKI1X HarrpI1KJTa,n: ¢aKTOpHI1H aHarri3. O)lHaK, BOQeBH,n:h, 

O)lH03Ha~!HOrO p03B'5I3I<Y uid np06neMI1 He icHyE.' i BI1B1.JeHH5I iHlllI1X, MbTepHaTI1BHI1X 

TIl)lXO,ll,lB € aKTyarrhHI1M 3aB,n:aHIDIM, 

ODKe )lI1cepTauiHHa p060Ta MI1xai1na Eep)lHI1Ka {: aKTyaJIbHOIO OCKlnhKI1 BOHa 

nOB'5.I3aHa i3 .n;ocni)l)l(eHH5.IM MO)KnI1BOCTeH BHKOpI1CTaHH5I B 3aB)JaHH5IX QSAR o,n:Horo i3 

e¢erITI1BHI1X CTaTI1CTI1QHHX MeTo,n:iB 3BY)KeHH5I npe)lI1KTOpHOro npoCTopy - MeTo,n:y L1­

peryJI}lpM3auiY. XOl.f caM MeTO)l i 6yno 3anporrOHOBaHO 6inbllle )lBa)lu5ITI1 pOIciB TOMY, 

iHTepec ):(0 Hhoro 3HaQHO 3pic TiJIbKI1 y OCTaHHi POKI1, ):{o MOMeHTY rrOQaTKY p060TH Ha)l 

)lI1cepTaui€ID L I-peryJI}lplif3auiID rue He 6yJIO BHKopMCTaHO B XiMiqHitt Hayui. 

B 3B'5I3Ky 3 BKa3aHI1M aCrripaHTOM peani30BaHO YHiKanbHMH KOMrrJIeKC rrporpaM 

mo Bi.n;TDOPI-O€ He TinbKI1 pi3HOMaHiTHi peryn5lpH30BaHi ni.n;xo.n;M, a H iHllli CTaTHCTI11.JHi 
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