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ranY3b 3HaHb 10 «IIPllPO.n;HWli HaYKll» 

AKryaJlhHicTh TeMH ~HcepTao;ii 

IIepe.n;6aqeHH5I <pbllKO-xiMiqHllX BJIaCTllBOCTell MOJIeKYJI, BllXOMqll 

CTPYKTypHllX rrapaMerpiB, € KJIaCllqHOlO rrp06JIeMOlO TeopeTllqHOl xiMii". IcHY€ 

lQOHallMeHllle .n;Ba OCHOBHllX rri.n;xo.n;ll .n;J15I Bllpi1lleHH5I rrOCTaBJIeHOl 3a.n;aqi. IIep1llllll 

<PYH.n;aMeHTanbHe .n;OCJIi,lOKeHH5I KOHKpeTHOl BJIaCTllBOCTi II rr06y.n;OBa TeopeTllqHOl 

Mo.n;eJIi BllXOMqll 3 CYTO <pbllKO-xiMiqHllX MipKYBaHb MexaHbMY peanbau;il BJIaCTllBOCTi 

MOJIeKYJIll (3a3Bllqall TaKllll rri.n;xi.n; € iH.n;llBi.n;yanbHllM .n;J15I KO)l(HOl OKpeMol 

.n;ocJIi,lOKYBaHol xapaKTepllCTllKll). .z:wyrllll, CYTO eMrripllqHllll rri.n;xi.n;, - rrOJ15lra€ B 

BCTaHOBJIeHHi B3a€M03B'513Ky Mi)l( CTPYKTYpOlO MOJIeKYJIll Ta Bi.n;rrOBi.n;Horo 1M 
eKcrrepllMeHTanbHOrO 3HaqeHH5I rnyKaHol BJIaCTllBOCTi qll aKTllBHocTi. 

IIpe.n;cTaBJIeHa p060Ta rrpllCB5IqeHa .n;OCJIi,lOKeHHlO i p03BlITKY HOBllX MeTo.n;iB II 
anroplITMiB BKa3aHOrO .n;Pyroro rri.n;xo.n;y, 51Kllll Bi.n;OMllll B JIiTepaTypi 51K QSARlQSPR, 

Quantitative Structure-Activity / Property Relationship. Peanbau;i5I QSAR MicTlITb rreBHY 

cepoo rrOCJIi.n;oBHllX eTarriB - rrOqllHalOqll 3 p03p06Kll HOBllX .n;eCKpllrrTOpiB Ta 

3aKiHqyIOqll Bani.n;au;iE:lO Ta OU;iHKOlO rrepe.n;6aqyBanbHol 3.n;aTHOCTi OTPllMaHllX 

TeOpeTllqHllX Mo.n;eJIell. Ha Cboro.n;HillIHill .n;eHb iCHY€ p5l.n; TllrrOBllX rrp06JIeM Y 
BllKopllCTaHHi MeTO.n;llKll QSAR. HaBe.n;eMO .n;eKiJIbKa 3 HllX: 

• 	 Bi.n;6ip KOMrraKTHOrO Ha60py rrpe.n;llKTopiB 3 .n;ec5ITKiB TllC5Iq iCHYlOqllX 

MOJIeKYJ15IpHllX .n;eCKpllrrTopiB; 

• 	 rr06y.n;OBa Mo.n;eJIell B3a€M03B'513KY U;llX rrpe.n;llKTopiB b 3HaqeHH5IMll rnyKaHol 

BJIaCTllBOCTi 3a Ha5IBHOCTi Ha.n;JIll1llKOBllX a60 "rr01llKO,lOKeHllX" .n;aHllX; 

• 	 rrp06JIeMa rrepeHaBqaHH5I Mo.n;eJIell; 

• 	 HeTPllBianbHicTb iHTeprrpeTau;i1 OTPllMaHllX pe3YJIbTaTiB; 

• 	 Bi.n;cYTHicTb Ha.n;illHol rrpou;e.n;ypll Bani.n;au;il 0TPllMaHllX Mo.n;eJIell. 

KO)l(Ha 3 rrepepaxoBaHllx BlllQe rrp06JIeM caMa rro c06i BKJIlOqa€ 3HaqHY KiJIbKiCTb 

.n;eTanell i HlOaHciB, 51Ki He06xi.n;HO BpaXOBYBaTll rrpll BllKopllCTaHHi MeTO.n;y QSAR. 

Y 3B'513KY 3 U;llM, rrporrOHOBaHllll Y .n;llcepTau;illHill p060Ti rri.n;xi.n;, a caMe 

BllKopllCTaHH5I MeTO.n;y Lr peryJI5Ipll3au;il (Ha Bi.n;MiHY Bi.n; 6iJIb1ll Bi.n;oMol Ta .n;06pe 

.n;ocJIi,lOKeHol Lr peryJ15lpll3au;il, lQO 3a3Bllqall BllKOPllCTOBY€TbC5I )l;J15I 3arr06iraHH5I 

rrepeHaBqeHH5I Mo.n;eJIell), € BKpall rrpllBa6JIllBllM 3 OrJI5I.n;y Ha Te, lQO BKa3aHllll MeTO.n; 

.n;03BOJ15l€ o.n;HOqaCHO Bllpi1lllITll U;iJIllll KOMIIJIeKC rrepepaXOBaHllX BlllQe rrp06JIeM. KpiM 

TOro, 51K HaOqHO rrOKa3aHO B p03.n;iJIi 5 .n;llcepTau,il, rroTeHu;ianbHa c<pepa 3acTocYBaHH5I 

L rperyJI5Ipll3au;il B TeOpeTnqHill xiMil He 06Me)l(Y€TbC5I paMKaMll QSAR, a Bll5IBJ15I€TbC5I 

3HaqHO 1llllp1lle, OCKiJIbKll MO)l(e 6yrll 3aCTOCOBaHa .n;o np06JIeM rri.n;BlllQeHH5I 

e<peKTllBHOCTi KBaHTOBO-xiMiqHllX rri.n;xo.n;iB. 
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CryniHb 06rpYHTOBaHOCTi HaYKOBHX nOJlOiKeHb, BHCHOBKiB, peKOMeHJ].ao,iH 

C<i>0PMYJIbOBaHi B p060Ti HaYKOBi IIOJIO)f(eHIUI, BHCHOBIUI Ta peKoMeH~aQil € 

QiJIKOM 06rpYHTOBaHHMH, OCKiJIblUl BOHH € Y3araJIbHeHIUIM BeJIHKOrO o6c~ry 
TeOpeTHqHOro Ta p03paXYHKOBOrO MaTepiaJIY, OTpHMaHOrO 3 BHKOpHCTaHIUIM cyqacHHx 

MeTO~iB xeMoiH<i>opMaTHIUI, XeMOMeTpHIUI Ta KBaHTOBOl XiMil. ):(JUl 6iJIblIIOCTi 

peaJIi30BaHHx aBTOpOM aJIropHTMiB HaBe~eHO IIopiBIUIHIUI 3 JIiTeparypHHMH ~aHHMH Ta 

pe3YJIbTaTaMH aHaJIoriqHHX IIi~o~iB. HaYKOBi Ta IIpaKTWIHO 3Haqyr.u;i <i>aKTH 

apryMeHTOBaHi Ta iHTepIIpeTOBaHi Ha IIi~CTaBi cyqacHHX y~BJIeHb. Y 3B'~3KY 3 QHM, 

cryIIiHb 06rpYHTOBaHOCTi HaYKOBHX IIOJIO)f(eHb, BHCHOBKiB Ta peKOMeH~aQiii ~HcepTaQil 
He BHKJIHKa€ CYMHlBIB. 

HaYKOBa HOBH3Ha OJ].epiKaHHX pe3YJlbTaTiB 

Cepe~ HH31U1 HOBHX pe3YJIbTaTlB, BHHeceHHX Ha 3aXHCT, CJIl~ Bl~MlTHTH 

HacryIIHe: 

• I1oKa3aHO, r.u;o MeTO~ L r peryJUlpH3aQil B KOM6iHaQil 3 MeTo~oM LARS (Least

Angle Regression Stagewise) ~03BOJI~€ OTpHMYBaTH KOMIIaKTHi perpeciiiHi piBIUIHIUI, 

r.u;o JIerKO iHTepIIpe1)'lOTbC~, ~K IIpH BHpilIIeHHi IIpo6JIeM IIepe~6aqeHIUI <i>hHKO

XiMiqHHX BJIaCTHBOcTeii, TaK i ~JUl 6iHapHol KJIacH<i>iKaQil MOJIeKYJUlpHHX CHCTeM. 

• HaOqHO ~OBe~eHO. e<i>eKTHBHiCTb LrperyJI~pH3aQil Y 60POTb6i 3 IIpo6JIeMOlO. . 
«IIepeHaBqaHIUI» IIIJI~XOM QlJIeCIIp~MOBaHoro BHKJIlOqeHIUI MaJI03HaqHHX ~eCKpHIITOplB 

h yci€l CYKYIIHOCTi ~eCKpHIITopHoro IIPOCTOPY. 

• I1po~eMOHCTpOBaHi 06JIaCTi 3aCTOCYBaHIUI Ta TOqHicTb aJIbTepHaTHBHHX 

CIIoco6iB IIo6Y~OBH perpeciiiHHX piBIUIHb Y IIopiBIUIHHi 3i CTaH~apTHHM ~JI~ QSAR 

MeTO~OM HaiiMeHIIIHX KBa~paTiB. 

• 3aBMIUI BHKopHCTaHHlO ~OCJIi~~BaHoro Y p060Ti IIi~o~, OTpHMaHO Ha60pH 

KOMIIaKTHHX perpeciiiHHX Mo~eJIeii ~JI~ OIIHCY eKCIIepHMeHTaJIbHHX ~aHHX KOHCTaHT 

iOHhaQil, TeMIIeparyp IUIIIiHIUI, THCKY HaCHqeHOl IIapH Ta B'~3KOCTi ~ pi3HHX KJIaciB 

opraHiqHHX CIIOJIYK. 

• C<i>0PMYJIbOBaHi OCHOBHi BHMorH ~O IIpOQe~p BaJIi~aQil, OQiHIUI a~eKBaTHOCTi 
Ta IIepe~6aqYBaHOl 3~aTHOCTi perpeciiiHHX piBIUIHb Y paMKax MeTO~ QSAR. 

• I1oKa3aHO IIepCIIeKTHBH BHKopHCTaHIUI peryJUlpH3aQiiiHoro MeTO~ ~ 
CIIpor.u;eHIUI IIpOQe~pH p03B'~3KY piBIUIHb Y paMKax KBaHTOBO-xiMiqHHX IIi~xo~iB, r.u;o 

BpaxOBYIOTb eJIeKTpOHHY KopeJUlQilO. 

IIpaKTHQHe 3HaQeHHH OJ].epiKaHHX pe3YJlbTaTiB 

O~HHM 3 Ba)f(JIHBHX pe3YJIbTaTiB ~aHol p060TH € ~eMOHCTpaQi~ IIOTeHQiaJIY 

MeTO~ LrperyJI~pH3aQil CTOCOBHO pi3HHX IIpo6JIeM TeopeTWIHoi" XiMil. 30KpeMa Qe 

CTOCY€TbC~ CIIpor.u;eHIUI KJIlOqOBHX eTaIIiB QSAR IIi~xo~y, a caMe CTporo

~eTepMiHOBaHoro Ta Ha~iiiHoro cIIoco6y CKOpOqeHIUI ~eCKpHIITopHoro Ha60py Ta 

3aIIo6iraHIUI IIepeHaBqaHHlO perpeciiiHHX Mo~eJIeii. BHBqeHO aJIbTepHaTHBHi IIi~xO~H ~O 

IIo6Y~OBH perpeciiiHHX piBIUIHb Ha OCHOBi He3aCJIY)f(eHO He~ooQiHeHHX Y XiMii" IIi~o~iB, 
TaKHX ~K MeTO~ HaRMeHIIIHX MO~JIiB, MeTO~ opTOrOHaJIbHHX Bi~CTaHeii Ta Her.u;o~aBHO 

p03po6JIeHOrO MeTO~ HaiiMeHIIIHX a6COJIlOTHHX Bi~XHJIeHb opTOrOHaJIbHHX Bi~CTaHeii. 

I1poBe~eHO ~OCJIi~eHIUI Ta IIopiBIUIHIUI e<i>eKTHBHOCTi Ta Ha~iiiHOCTi p13HHX 
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BaJIi.D:au:iiiHlfX MerplfK. KpiM TOrO, rrpO.D:eMOHCrpOBaHO e<j:leKTlfBHicTb L rperyJUlplf3au:il Y 

3aCTOCYBaHHi .D:O rrp06JIeMlf KJIaclf<j:liKau:il Ha rrplfKJIa.D:i JIoricTlfqHOI perpecil, a TaKO)l( 

rrepCrreKTlfBlf .D:aHOrO rri.D:Xo.D:Y .D:JUI CrrpOlI.(eHIDI cxeMlf rrpOBe.D:eHIDI KBaHTOBO-xiMiqHlfX 

p03paXYHKiB Y paMKax Teopil 3B'jl3aHlfX KJIacTepiB. IIJ;o He MeHIII Ba)l(JIlfBO, aBTopOM He 

JIlfIIIe rrpOBe.D:eHO T~OPeTlfqHi .D:OCJIi.D:)I(eHIDI II.(O.D:O 3aCTOCOBHOCTi Ta e<j:leKTlfBHOCTi 

.D:aHOrO rri.D:Xo.D:Y, a ii rrporpaMHO pea.nhOBaHO Ta TeCTOBaHO Bi.D:rrOBi.D:Hi aJIrOplfTMlf Ha 

BeJIlfKOMY Ha60pi eKcrreplfMeHTaJIbHlfX .D:aHlfX. 

IIoBHoTa BHKJla,lJ;eHHH MaTepiaJliB ,lJ;HCepTaldY B ny6J1iKaldHX 

OCHOBHi pe3YJIbTaTlf p060Tlf BlfKJIa.D:eHi B 13 rry6JIiKau:mX: 5 cTaTeii (3 HlfX 3 Y 

<j:laxOBlfX )l(ypHanax YKpalHlf, 2 cTaTTi BXO.D:lfTb .D:O Mi)l(HapO.D:HlfX HaYKoMe'IplfqHlfX 6a3) 

Ta Te3lf 8 .D:orroBi.D:eii Ha HaYKOBlfX KOH<j:lepeHu:ijlx phHoro piBIDI. IIy6JIiKau:il3 HaJIe)l(HOIO 

rrOBHOTOIO rrepe.D:aIOTb 3MiCT .D:lfCepTau:i.... 

3araJIbHi ,lJ;aHi m;O,lJ;O CTpyKryPH p060TH 

)J;lfCePTau:m CKJIa.D:acrbCjI 3i BCry rry , rr' jlTlf p03.D:iJIiB, BlfCHOBKiB, rr' jlTlf .D:o.D:aTKiB i 

crrlfCKY BlfKoplfCTaHlfX JIiTeparypHlfX .D:)I(epeJI h 218 6i6JIiorpa<j:liqHlfX HaHMeHYBaHb. 

Po6oTa BlfKJIa.D:eHa Ha 205 cTopiHKax, 3 HlfX 142 CTOPlHKlf OCHOBHoro .D:PYKoBaHoro 

TeKcry. BOHa BMiII.(Y€ 19 Ta6JIlfU:b Ta 47 PlfCYHKiB. 

CTHCJlHU aHaJliJ 3Micry ,lJ;HCepTaldl 

Y Bcryni rrepe.D:aHO Cyrb .D:lfCepTaU:11: 06rpYHToBaHo 11 aKTYaJIbHicTb, 

c<j:loPMYJIbOBaHO MeTY i 3a.D:aqi .D:oCJIi.D:)I(eHIDI, rrOKa3aHO HaYKoBY HOBlf3HY Ta rrpaKTIfqHe 

3HaqeHIDI O.D:ep)l(aHlfX pe3YJIbTaTiB, arrpo6au:il, rrOKa3aHO OCHOBHlfii BHeCOK 3.D:06YBaqa, 

BlfcBiTJIeHlfii 3B' jl30K TeMlf .D:lfcepTau:iiiHol p060Tlf 3 rrJIaHOBOIO TeMaTlfKOIO HaYKOBO

.D:OCJIi.D:HlfIJ:bKlfX TeM Ka<j:le.D:plf XiMiqHOrO MarepiaJI03HaBCTBa XiMiqHOrO <j:laKYJIbTeTY 

XapKiBCbKoro Hau:ioHaJIbHOrO YHiBepClfTery iMeHi B. H. Kapa3iHa. 

IIepwHu p03,lJ;iJl rrplfCBjlqeHlfii JIiTepaTYPHOMY orJUl.D:Y, B jlKOMY CTlfCJIO 

p03rJUlHyri iCHYlOqi MeTO.D:lf rro6Y.D:OBlf perpeciiiHlfX MO.D:eJIeii, MaTeMaTlfqHi BlfKJIa.D:Klf 

Ta reOMerpIfqHi iJIIOCrpau:il, Heo6xi.D:Hi .D:JUI P03YMiHIDI cyri rrporrOHOBaHoro rri.D:xo.D:Y. 

BlfKJIa.D:eHO cyqacHi .D:aHi II.(O.D:O rrp06JIeMi BaJIi.D:au:il MO.D:eJIeii QSAR, iCHYIOqi aJIrOplfTMlf 

Ta Me'IplfKlf. . 

Y ,lJ;pyrOMY p03,lJ;iJli orrlfcaHO OCHOBlf 3aCTOCYBaHIDI peryJIjlplf3au:iiiHlfX rri.D:xo.D:iB 

Y KOM6iHau:il 3 phHlfMlf MeTO.D:aMlf rro6Y.D:OBlf perpeciiiHlfX piBIDIHb. Ha rrpOCTOMY 

rrplfKJIa.D:i, 06qlfCJIeHIDI Cepe.D:HbOrO 3HaqeHIDI HeCTaH.D:apTHlfM crroco60M, 

rrpO.D:eMOHcrpOBaHa OC06JIlfBiCTb peanhau:il BBe.D:eHIDI L rperyJUlu:iiiHol rrorrpaBKlf B 

<j:lYHKu;ilO, II.(O MiHiMi3Y€TbCjI. BlfKJIa.D:eHO rrO.D:p06lfu:i Ta .D:eTani peaJIhau:il aJIroplfTMiB 

rro6Y.D:OBlf perpeciiiHlfX MO.D:eJIeii MeTO.D:iB HaiiMeHIIIlfX MO.D:YJIiB, opTOrOHaJIbHlfX 

Bi.D:CTaHeii Ta HaiiMeHIIIlfX a6COJIIOTHlfX Bi.D:XlfJIeHb opTorOHanbHlfX Bi.D:CTaHeii. 

OrplfMaHO piBIDIHIDI 3aJIe)l(HOCTi <j:lhlfKO-xiMiqHlfX BJIaCTlfBOCTeii (KOHCTaHTlf iOHi3au:il, 

TeMrreparyplf KlfrriHIDI, B'jl3KOCTi Ta TlfCKY HaClfqeHOI rraplf) Bi.D: CrpYKryPHlfX 

.D:ecKplfIITopiB .D:JUI IIIHpOKoro Ha60py opraHiqHlfX MOJIeKYJI. 

TpeTiu p03,lJ;iJl MicTlfTb .D:eTaJIbHe .D:OCJIi.D:)I(eHIDI BaJIi.D:au:iiiHlfX xapaKTeplfCTlfK 

perpeciiiHlfX piBIDIHb QSAR. Ha MO.D:eJIbHOMY rrplfKJIa.D:i rrpO.D:eMOHcrpOBaHO BIIJIlfB 

p03Mipy TeCTOBlfX Blf6ipOK, crroco6y IX rro6Y.D:OBlf Ha 3HaqeHIDI BaJIi.D:au:iiiHlfX MerplfK Ta 

IXHiii B3a€M03B'jl30K h iCTlfHHlfMlf 3HaqeHIDIMlf Koe<j:liu:i€HTiB piBIDIHb Y phHlfX MeTO.D:ax. 
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HaOqHO C<P0PMYJII.OBaHa nOCJIi.n:OBHicTI. npOBe.n:eHIDI aHaJI13Y Ha.n:iMHOCTi Ta 
nepe.n:6aqyBaJII.H013.n:aTHOCTi O.n:ep)l(aHl.fX MO.n:eJIeM. 

y qeTBepTOMY p03,lJ.iJli HaBe.n:eHO peaJIi3au;ilO L]-peryJUlplf3au;iMHOrO ni.n:xo.n:y .n:o 
np06JIeMlf KJIaclf<piKau;iY MOJIeKYJI5IpHlfX ClfCTeM. fIpe.n:cTaBJIeHo aJIrOplfTM JIoricTlfqHOl 

perpecil (LR) B PaM;Kax MeTO.n:y LARS-LASSO. PeaJIi3au;ilO ni.n:xo.n:y TeCTOBaHO Ha 
nplfKJIa.n:i cnopi.n:HeHocTi opraHiqHlfX ClfCTeM pi3Hol nplfpo,n:lf ,n:o iolI)' Lt (Ha OCHOBi 

KOHCTaHT piBHoBarlf Bi,n:noBi,n:Hol peaKu;iY). Pe3YJII.TaTlf ,n:eMoHcTPYIOTI. e<peKTlfBHicTI. 

MeTo.n:y LR-LARS-LASSO Ha CTPYKTYpHO pi3Hopi,n:HlfX Blf6ipKax. 

D'RTU" p03,lJ.iJl nplfCB5IqeHlfM BlfBqeHHIO MO)I(JIlfBOCTi 3acTocYBaHIDI Lr 
peryJUlplf3au;il ,n:JU1 ni,n:BlfIlJ;eHIDI e<peKTlfBHOCTi p03paxYHKiB MeTo,n:aMlf KBaHTOBOl XiMiL 

fIepIIIa qaCTlfHa onlfcy€ cnoc06lf nplfcKopeHIDI iTepau;iMHol npou;e.n:yplf P03B'513KY 

piBIDIHI. Teopii' 3B'513aHlfx KJIacTepiB 3a paxYHoK Mo.n:lf<piKau;il rpa,n:i€Hry, Iu;0 

npe,n:cTaBJUI€ c06010 neBII)' aHaJIori€1O h npou;e.n:ypolO peryJUlplf3au;iL fIpoBe,n:eHo 

nopiBIDIHIDI i3 3araJII.HOnplfMIDITlfM MeTO,n:OM DIIS (Direct Inverse in Iteration 

Subspace). fIoKa3aHo, Iu;0 BlfKoplfCTaHIDI ,n:OClfTI. npocToro Ta ,n:eIIIeBoro (B 
06qlfCJIIOBaJII.HOMY nJIaHi) ni,n:xo.n:y, .n:03BOJI5I€ OTPlfMaTlf pe3YJII.TaT, 51KlfM MO)l(Ha 

nopiBIDITlf 3a e<peKTlfBHiCTlO 3 «,n:oporlfMlf» 6araTOKpOKOBlfMlf MeTo,n:aMlf . 
.il:aJIi 6yJIO .n:ocm,n:)I(eHO BlfKoplfCTaHIDI peryJUlplf3au;ii' .n:JU1 3Hlf)I(eHIDI 

06qlfCJIIOBaJII.HOi' CKJIa,n:HOCTi MeTo.n:iB ypaXYBaHIDI eJIeKTPOHHoi' KOpeJUlU;iY, 51Ke 

.n:OC5IracrI.C5I IIIJUlXOM CKOpOqeHIDI KOH<pirypau;iMHoro npocTopy. B pe3YJII.TaTi TaKoro 
CKOpOqeHIDI «Blf)I(lfBaIOTI.» HaM6iJII.III 3HaqlfMi eJIeKTPOHHi KOH<pirypau;ii' 51Ki ,n:aIOTI. 

MaKClfMaJII.HlfM BHeCOK B TOqlI)' XBlfJII.OBY <PYHKu;ilO. TeCTYBaHIDI ,n:aHoro ni,n:xo.n:y 
npOBo,n:lfTI.C5I 51K Ha piBHi HaniBeMniplfqHlfX, TaK i HeeMniplfqHl.fX (ab initio) MeTo,n:iB. Ha 

nplfKJIa,n:i ,n:e5lKl.fX Cnp5l)l(eHlfX ByrJIeBo,n:HiB nOKa3aHO 3MiHY KOH<pirypau;iMHoro cKJIa,n:y 

XBlfJII.OBOl <PYHKu;ii' 3i 3MiHOlO BeJIlfqlfHlf peryJUlPlf3yroqOi' nonpaBKlf. 

B paMKax ab initio ni.n:xo.n:y, .n:oCJIi.n:)I(eHO .n:lfcou;iaTlfBHi KPlfBi MOJIeKYJI LiH, BH 

Ta BO.n:lf . 

.il:OCTOBipHicTI. oTPlfMaHl.fX pe3YJII.TaTiB Ta 3p06JIeHl.fX BlfCHOBKiB He BlfKJIlfKa€ 

CYMHlBY OCKlJII.Klf BOHlf cnlfpalOTI.C5I Ha . . . . 
xeMOMeTPlfqHl Ta KBaHTOBO-XIMlqHl p03paXYHKlf. 

KOpeKTHO npOBe,n:eHl CTaTlfCTlfqHl, 

3aYBaiKeHHR 

1. Y p060Ti B .n:eKJIapaTlfBHllf <p0pMi CKa3aHO, Iu;0 aJII.TepHaTlfBHi cnoc06lf 

Bi,n:60py ,n:ecKplfllTopiB (30KpeMa, TaK 3BaHi eBplfCTlfqHi ni,n:xo,n:lf, TaKi 51K MeTO,n:lf 

reHeTlfqHlfX aJIrOplfTMlB, MypaullfHoi' KOJIOHii' TOIu;O) MO)l(YTI. ,n:eMoHcTPYBaTlf MeHIII 
Ha.n:iMHi pe3YJII.TaTlf, H~ 3anponoHoBaHi aBTopoM, npoTe qlfCeJII.HlfX pe3YJII.TaTiB He 

Ha,n:aHo. 

2. B TPeTI.OMY p03,n:iJIi HaBe,n:eHO ricTorpaMlf p03no,n:iJIY BeJIlfqlfH BaJIi,n:au;il ~~,/ Ta 

R/;oin' 3p03YMiJIo, Iu;0 OTPlfMaHi riCTorpaMlf MalOTI. 51KYCI. <POpMy. OCKiJII.Klf nplf U;I.OMY 

BlfBqaJIaC5I TeCTOBa 3a,n:aqa BlfHlfKa€ nlfTaHIDI: Iu;0 caMe MO)l(e BImlfBaTlf Ha <P0PMY TaKlfX 
p03no,n:iJIiB? qlf MO)l(Ha 3p06lfTlf 51Kich BlfCHOBKlf 3 aHaJIhy 6e3nocepe,n:HI.O riCTorpaM 0 

51KOCTi Bxi,n:HlfX ,n:aHlfx? 

3. 3acTocYBaHIDI KpOC-BaJIi,n:au;iMHoi' npou;e,n:yplf LOO (Leave-One-Out) y ,n:o,n:aTKY 

,n:o ~Hl.fX HeMpOHHl.fX Mepe)l( Y TOMY BlfrJUl,[(i, B 51KOMY BOHO onlfcaHe Y nYHKTi 2.6 € 

HeTlfnOBlfM Y 3araJII.HoBi,n:OMiM npaKTlfu;i. 51K npaBlfJIO, no,n:i6Hi ni.n:xo,n:lf 
3acTocoBYIOTI.C5I ,n:JU1 BCTaHOBJIeHIDI OllTlfMaJII.HlfX MeTanapaM~iB HeMpoHHoi' Mepe)l(i, a 
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HllIK He ,LJ;JUI BH3HaqeHIDI ,LJ;eclqmIITOpHOrO Ha60py MO,LJ;eJIi. IIpJfqHHa BHKopHCTaHIDI LOO 
)J;JIjI uiJIeH IIorpe6y€ ,LJ;eTaJIhHOrO IIOjlCHeHIDI. 

4. Y p03,LJ;iJIi 3, IIpHCBSlqeHoMY BaJIi,LJ;aui"i, He,LJ;OCTaTHhO qiTKO oIIHcaHi KpJfTepi"i 
BH60py IIapaMerpy k-Nearest-Neighbors (KiJIhKOCTi HaH6JIIDKqHX cyci,LJ;iB) i OC06JIHBO 
BIIJIHB uid BeJIHqHflH Ha 3HaqeHIDI BaJIi,LJ;auiHHHX xapaKTepHCTHK orpHMaHHX 3 
ypaxYBaHIDIM Applicability Domain. 

S. Y ,LJ;HCepTauiHHiH p060Ti He,LJ;OCTaTHho Bi,LJ;o6pIDKeHa e<peKTHBHicTh (peaJIhHHH 
BHrparn y 06qHCJIlOBaJIhHiH CKJIa,LJ;HOcTi) 3acTocYBaHIDI peryAApH3auil B MeTO,LJ;aX Teopi"i 
IIoB'Sl3aHHx KJIacTepiB. I He CKa3aHO SlKHM qHHOM MO)Ke 6YTH ,LJ;OCSlrHYTO BHrparn B 
p03paXYHKOBiH CKJIa,LJ;HOCTi MeTO,LJ;Y. 

BHCHOBOK 

3po6JIeHi 3aYBIDKeHIDI He BIIJIHBaIOTh Ha BHCOKY OUiHKY ,LJ;HcepTauiHHoi p060TH B 
UiJIOMY, SlKY MO)KHa p03rAA,LJ;aTH SlK HeIIpocTe, 3aBeprneHe, 6araTOIIJIaHOBe, opHriHaJIhHe. . ..
,LJ;OCJIl)J;)KeHIDI, SlKe BHKOHaHe Ha BHCOKOMY HaYKoBoMY plBHl 13 3arryqeHIDIM cyqacHHx 
MeTo,LJ;iB xiMiqHoi iH<popMaTHKH, xeMoMerpi"i Ta KBaHTOBo"i xiMii. 

O,LJ;ep)KaHi pe3YJIhTaTH Bi,LJ;IIOBi,LJ;aIOTh C<POPMYJIhOBaHiH MeTi Ta IIOCTaBJIeHHM 
3a,LJ;aqaM. TaKO)K aHaJIh ,LJ;HCepTaui"i ,LJ;oBiB BmCYTHicTb 03HaK nopyweHHH aKaJJ:eMiqHol 

JJ:06pOQeCHocTi. 

TaKHM qHHOM, 3a CBO€1O aKTYaJIhHicTlO, HaYKoBHM piBHeM, rrpaKTHqHOIO 
3 Haqyw;icTlO, ,LJ;OCTOBipHiCTlO orpHMaHHX pe3YJIhTaTiB i cryrreHeM o6rpYHTOBaHOCTi 
BHCHOBKiB Ta peKOMeml.aUiH .n:HcepTauiHHa po60Ta «MeTOJJ: L 1-peryJlHpH3aldl JJ:J1H 

onHCY 4»i3HKO-xiMiqHHX BJiaCTHBOCTeH MOJleKYJI» Bi.n:rrOBi.n:a€ BHMoraM .n:o .n:HcepTauiH 
Ha 3BaHIDI .n:OKTOP <piJIoco<pi"i, a i"i aBTOp liepJJ:HHK MHxaHJlO IropoBHq 3aCJIyrOBY€ Ha 
IIpHCY)J;)KeHIDI HaYKOBoro cryIIeIDI ,LJ;OKTOP <piJIoco<pii 3a CrreuiaJIhHicTlO 102 «XiMiSl» 
raJIY3h 3HaHh 10 «IIpHpo.n:HJfqi HaYKH». 

):(OKTOP <pi3HKo-MaTeMaTHqHHX HaYK, 
cTaprnHH HaYKoBHH cIIiBpo6iTHHK, 
rrpoBi.n:HHH HaYKoBHH cIIiBpo6iTHHK 

<l>i3HKo-TeXHiqHOrO iHCTHTYTY ~ 
HH3hKHX TeMIIeparyp 
iM. E. I. B€PI9Ha HAH YKpaIHH ____--f,~______CTeIIaH CTEIIAHhJIH 
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