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1. 06rpYHTYBaHHSl BH60py TeMH L(oCJIiL(~eHHSl Ta ri 3B'Sl30K iJ nJIaHaMH 

HaYKOBHX po6iT YHiBepcHTeTY. 

AKTyaJIbHicTr, TeMI1 ,Ul1cepTauiJiHol p060TI1 06YMOBJIeHa TI1M, IIJ;O cyqacHi ,UOCJIi,U)KeHH5I 

CPi311qHOi· XiMi·i HeMO)I<JII1Bi 6e3 rro6y,UoBI1 TeOpeTl1qHI1X Mo,UeJIeJi TI1X BJIaCTI1BOcTeJi, IIJ;O 

BI1BqafOTbC5I. TaKi Mo,UeJIi, Ha cboro,UHillIHiJi ,UeHb, MafOTb Ha,U3Bl1qaJiHe pi3HOMaHiTT5I. Cepe,U 

rrOllIl1peHI1X TeOpeTl1qHI1X rri.uxo,UiB CPi311qHOI xiMil i CTaTI1CTI1QHi .uOCJIi.u)KeHH5I 3a Tl1rrOM 

« CTpYKTypa-aKTI1BHicTb» i MeTO,U11 MOJIeKYJI5IpHO·i .uI1HaMiKI1 i KBaHToBO-xiMiQHi p03paxYHKI1 

MOJIeKYJI Ta KOMrrJIeKciB. He3Ba)I<afOQI1 Ha TaKY .uOCI1Tb cTpoKaTY KapTI1Hy TeOpeTI1QHI1X 

MeTo.uiB BOHI1 yci MafOTb rreBHY 3araJIbHY xapaKTepHy pl1cy. A caMe - TeOpeTI1QHa Mo.ueJIb 

3a8)I<,U11 CI1YlpaeTbC5I Ha rreBHI1Ji Ha6ip rrapaMeTpiB - He3aJIe)KHI1X 3MiHHI1X. <I>YHKUi5I Bi,U UI1X 

rrapaMeTpiB i xapaKTepl13ye crreUl1cpiKY Mo,UeJIi. TaK, 5IKIIJ;O MaeMO crrpaBy i3 CyTO 

CTaTI1CTI1QHI1M rri.uxo,UoM .ue rrapaMeTpl1 ue MOJIeKYJI5IpHi .uecKpI1ITTOpl1, 5IKi xapaKTepl13YfOTb 

pi3HoMaHiTHi aCrreKTI1 CTpyKTyPI1, TO CPYHKUi5I ue perpeciJiHe piBH5IHH5I, a60 HeJipoHHa 

Mepe)Ka. 5IKIIJ;O MOB a i,Ue rrpo KBaHToBO-xiMiQHi p03paXYHKI1 TO crriBBi.uHOIIIeHH5I PeJIe5I 

BI13HaQae 3aJIe)ICHicTb eHepri·i Bi.u XBI1JIbOBOI cpYHKuil 5IKa rreBHI1M QI1HOM rrapaMeTpl130BaHa B 

3aJIe)KHOCTi Bi.u crreUI1CpiKI1 MeTO,UY. I1PI1 UbOMY KiJIbKiCTb TaKI1X rrapaMeTpiB MQ)I<e 6YTI1 

Ha.u3BI1QaJiHo BeJII1KOfO B 3aJIe)KHOCTi Bi.u p03paXYHKOBoro MeTO,UY. 

TaKI1M QI1HOM rrOCTae ,UOCI1Tb 3araJIbHa aKTyaJIbHa rrp06JIeMa CKOpOQeHH5I KiJIbKOCTi 

rrapaMeTpiB TaKI1M QI1HOM, IIJ;o6: a) 36epeITI1 CPi311QHO Ba)KJII1Bi KOMrrOHeHTI1 IIJ;O rapaHTYfOTb 

a,UeKBaTHicTb p03paxYHKY; 6) CrrpOCTI1TI1 3a.uaQy B ceHci p03paXYHKOBI1X (KoMrr'fOTepHl1x) 

BI1TpaT; B) OTpl1MaTI1 HOBI1Ji, CKOpOQeHI1Ji Ha6ip rrapaMeTpiB 5IKI1Ji .u03BOJII1Tb Ha.uaTlf 

CrrpOIIJ;eHy iHTeprrpeTauifO pe3YJIbTaTiB. 

TaKI1M QI1HOM, TeMa ,Ul1cepTauiJiHO·i p060TI1 e aKTyaJIbHOfO, OCKiJIbKI1 B HiJi Brreprne 

.uOCJIi.LJ:)KeHO i .uOBe.ueHO MQ)I<JII1BOCTi BI1KOpI1CTaHH5I rrpl1JioMY L I-perYJI5IpI13aUi1 5IK MeTO.uy 

CKOpOQeHH5I fle3aJIe)KHI1X rrapaMeTpiB y BI1KOpl1CTaHHi ,UO rrp06JIeM XiMi"i. 

AKTyaJIbHicTb Orrl1CaHI1X rrp06JIeM, IX TeOpeTI1QHe Ta rrpaKTI1QHe 3HaQeHH5I 3YMOBI1JII1 

BI16ip TeMI1 .uOCJIi,U)KeHH5I, Jioro MeTY Ta 3aB.uaHH5I. 

MeTa D.HCepTauiUHOi' p060TH rrOJI5IraJIa y BI1BQeHH i MQ)KJII1BOcTeJi BI1KOPI1CTaHH5I 

Ll-perYJI5IpI13aui·i .uo 6araTo rrapaMeTpl1QHI1X 3a,UaQ, IIJ;O BI1HI1KafOTb B XiMi"i. 

.1lJI5I .uoC5IrHeHH5I uiei· MeTI1 B p060Ti rrOCTaBJIeHi Ta Bl1pirneHi TaKi 3aBD.aHHSl: 

• 	 rrporpaMHo peaJIi3YBaTI1 OCHOBHi p03paXYHI<OBi aJIrOpl1TMI1 L r perYJI5IpI13auil; 

• 	 rrporpaMHo peaJIi3YBaTI1 Ji ,UOCJIi.uI1TI1 pi3Hi aJIbTepHaTI1BHi crroco611 rro6Y,UOBI1 JIiHiJiHol 

perpecl1 ; 

• 	 rrporpaMHo peaJI13YBaTI1 Ji .uocm,UI1TI1 MeTo.u11 BaJIi.uauil OTpl1MaHI1X perpeciHHI1X 

piBH5IHb; 
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• 	 p03po6HTH, rrpOrpaMHO peaJIi3YBaTH H TeCTYBaTH MeTO,n: rro6y,n:OBH KJIaCHCpiKauiHHHX 
CPYHKUiH Ha OCHOBi LrperYJISIpH3auii"; 

• 	 Ha OCHOBi peaJIi30BaHOrO rrpOrpaMHOrO KOMrrJIeKCY BHKOHaTH p03paXYHKH cpi3HKO­
XiMil.J:HHX BJIaCTHBOCTeH MOJIeKYJI cepe,n: SIKHX pKa opraHil.J:HHX CHCTeM pi3HOi' rrpHpO,n:H, 
TeMrrepaTypH I<HrriHHSI Ta iH; 

• 	 ,n:OCJIi,n:HTH MO)!(JIHBiCTb BHKOpHCTaHHSI L rperYJISIpH3aui·i B KBaHTOBiH XiMii' 
Ofi'CKTOM )1.0CJIi)1.)KeHHSI E: CPi3HKO-XiMil.J:Hi BJIaCTHBOCTi MOJIeKYJI, SIK-OT: TeMrrepaTypH 

KHrriHHSI, KOHCTaHTH iOHi3auii" opraHil.J:HHX CrrOJIYK; eHeprii' MaJIHX MOJIeKYJISIpHHX CHCTeM. 
IIpe)1.MeToM )1.0CJIi)1.)KeHHSI E: rrpOrHOCTHl.J:Hi Mo,n:eJIi OTpHMaHi 3a BHKOpHCTaHHSI 

rri,n:xo,n:iB L r perYJISIpH3auii·; MeTO,n:H rro6y,n:OBH aJIbTepHaTHBHHX piBHSIHb JIiHiHHOi" perpeci"i; 
rrOpiBHSIJIbHHH aHaJIi3 perpeCiHHHX rri,n:xo,n:iB; L rperYJISIpH30BaHi 6araTOl.J:aCTHHKOBi KBaHTOBO­
XiMi'-IHi MeTO,n:H (MP2, CCSD). 

MeTO)1.H )1.0CJIi)1.)KeHHSI: JIiHiHHHH perpeCiHHHH aHaJIi3 SIK MeTO,n: rro6y,n:OBH MO,n:eJIeH, 
mO 3,n:aTHi rrpOrH03YBaTH BeJIHl.J:HHH aKTHBHOCTeH/BJIaCTHBOCTeH; JIOriCTHl.J:HHH perpeCiHHHH 
aHaJIi3 ,n:JISI rro6y,n:OBH KJIaCHcpiKauiHHHX CPYHKUiH; 6araTOl.J:aCTHHKOBi MeTO,n:H KBaHToBo"i XiMi·i, 
SIK-OT: MP2, CCD, CCSD, SIKi 3,n:aTHi a,n:eKBaTHO OrrHCaTH eHepreTHl.J:Hi XapaKTepHCTHKH 
MOJIeKYJI. KBaHTOBO-XiMil.J:Hi MeTO,n:H OrrTHMi3aui"i reoMeTpi"i opraHil.J:HHX MOJIeKYJI. 

2. <l>0pMYJIIOBaHHSI HaYKoBoro 3aB)1.aHHSI, HOBe BHpiIlleHHSI SIKoro oTpHMaHo B 

)1.HCepTa uii". 

,I:(HcepTauiHHa po6oTa MHXaHJIa 13ep,n:HHKa rrpHCBSIl.J:eHa p03po6ui rri,n:xo,n:y, SIKHH 
,n:03BOJISIE: rrpoBecTH CKOpOl.J:eHHSI He3aJIe)KHHX 3MiHHHX, SIK-OT: ,n:ecKpHrrTopHoro Ha60py a60 
KOHcpirypauiHHor o p03KJIa,n:y XBHJIbOBOi" cpYHI<I..l:i"i 6araTOl.J:aCTHHKoBoro MeTo,n:y ypaxYBaHHSI 
eJIeKTpOHHo"i Kopemluii" ,n:JISI rrp06JIeM XiMii'. 

3. HaYKoBi nOJIO)KeHHSI, p03pofiJIeHi OCOfiHCTO )1.HCepTaHToM, Ta IX HOBH3Ha. 

HaYKoBa HOBH3Ha pe3YJIbTaTiB ,n:ocJIi,n:)l(eHHSI, oTpHMaHHx OC06HCTO 3,n:06YBal.J:eM, 
rrOJISIraE: y HacTyrrHoMY: 

• 	 IloKa3aHo, mo L rperYJISIpH3auiSI 3,n:aTHa CTBOPHTH pamKoBaHHH crrHCOK 
MOJIeKYJISIpHHX ,n:ecKpHrrTopIB, 3aB,n:SIKH l.J:OMY MO)l(JIHBa rro6y,n:oBa rrpocTHx 
MaJIOrrapaMeTpHl.J:HHX perpeciHHHx piBHSIHb Ha OCHOBi MeTo,n:y HaHMeHlIIHx KBa,n:paTiB, 
MeTo,n:y HaHMeHlIIHX Mo,n:YJIiB, MeTo,n:y 0pTOrOHaJIbHHX Bi,n:cTaHeH (OLS, LAD, ODR). 

• 	 . IToKa3aHo, mo oTpHMaHi Ha OCHOBi aJIrOpHTMY LARS-LASSO 
MaJIOrrapaMeTpHl.J:Hi perpeciHHi piBHSIHHSI (OLS, LAD) MO)l(YTb MaTH 3Hal.J:HO Kpami 
rrpOrHOCTHl.J:Hi xapaKTepHCTHKH Hi)K CTaH,n:apTHi MeTo,n:H, y SIKHX He P06HTbC5I Bi,n:6ip 
,n:eCKpHrrTopiB (HarrpHKJIa,n: HerrOBHHH MeTO,n: HaHMeHlIIHX KBa,n:paTiB, PLS). 

• 	 ITpe,n:CTaBJIeH° YMOBH, 3a SIKHX p03,n:iJIeHHSI Bxi,n:HHX ,n:aHHX Ha TeCTOBY H 
TpeHYBaJIbHY BH6ipKH rapaHTYlOTb a,n:eKBaTHY OUiHKY o6paHoi" Mo,n:eJIi. 

• 	 IToKa3aHO, mo aJIrOpHTM LARS-LASSO MO)I(e 6YTH 3 ycrrixoM BHKopHCTaHO B 
rro6y,n:OBi KOMrraKTHoro piBHSIHHSI JIOriCTHl.J:HOi· perpecii' ,n:JISI 6iHapHoi' KJIaCHcpiKaui"i 
MOJIeKYJI 3a aKTHBHicTlO. ITpe,n:CTaBJIeHO rrpocTi piBHSIHH5I, 3a ,n:orrOMorolO SIKHX 
MO)KJIHBa KJIaCHcpiKauiSI JIiraH,n:iB peuerrTopiB eCTporeHY Ha aKTHBHi i HeaKTHBHi. 

• 	 BrrepllIe Ha rrpHKJIa,n:i MeTo,n:iB MP2, CCD, CCSD rrOKa3aHO, mo 3a ,n:orrOMorolO 
L r perYJISIpH3auj"i MQ)KJIHBe CTBOpeHHSI BrrOp5I,n:KOBaHoro crrHCKY eJIeKTpOHHO­
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36Y,U)I<emIX KOHcpirypauiH, HKHH MQ)Ke 6YTH BHKOpHCTaHHH ,UJIH CTBOpeHHH 

rrpOrpeCHBHOi' CHCTeMH Ha6JIH)KeH1 KBaHTOBO-xiMiIIHOrO MeTO,Uy, 

4, 06rpYHToBaHicTh i Ll,OCTOBipHicTh HaYKoBHx nOJIO:IKeHh, BHCHOBKiB 

peKOMeHLI,aldu, SlKi 3aXHmalOThCSI, 

06rpYHToBaHicTb Ta ,UOCTOBipHicTb HaYKOBHX rrOJIQ)KeH1, pe3YJI1TaTiB i BHCHOBKiB 

,UHcepTaui'i 3a6e3rretfeHa KopeKTHHM 3aCTOCYBaHHHM aJIrOpHTMIB 3arrporroHoBaHHx B 

JIiTepaTypi, a TaKQ)I( crriBCTaBJIeHHHM o,Uep)KaHHX TeOpeTHtfHHX Ta eKcrrepHMeHTaJI1HHX 

pe3YJIbTaTIB, 

5. PiBeHh TeopeTwlHoi' niLl,rOTOBKH 3L1,o6YBaqa, uoro OC06HCTHU BHeCOK Y 
BHpillleHHSI KOHKpeTHoro HaYKOBoro 3aBLI,aHHSI. PiBeHh o6i3HaHoCTi 3L1,o6YBa qa 

pe3YJIhTaTaMH HaYKOBHX Ll,OCJIiLl,:lKeHh iHlllHX yqeHHX, 

Y rrpoueci BHKOHaHHH HaYKOBHX ,UOCJIi,U)KeH1 3,Uo6YBatf rrpo,UeMOHCTpYBaB BHCOKHH 

piBeH1 TeOpeTHtfHo'j rri,UrOTOBKH y raJIY3i xeMOMeTpii', xeMoiHcpopMaTHKH, a TaKQ)K KBaHTOBiH 

XiMii'. 

AcrripaHToM 6yJIO ycrrillIHo P03B'H3aHO HH3KY TeOpeTHtfHHX 3a,Uatf B pe3YJI1TaTi tforo 

CTBopeHO Bi,UrrOBi,LI.Hi KOMrr'lOTepHi rrporpaMH 3araJI1HOrO rrpH3HatfeHHH, A caMe, HK pe3YJI1TaT 

,UHcepTauiHHo'j p060TH, 6a3YlOtfHC1 Ha L I-perYJIHpv!3auiHHoMY rri,LI.xo,Ui, p03po6JIeHO rraKeT 

CTaTHCTHtfHHX rrporpaM IT(O peani3ylOT1 MeTO,UH JIiHiHHO'i Ta JIOriCTHtfHOi' perpeciH, Ta 

KBaHTOBO-XIMltfHHX rrporpaM HKi 3,L1.aTHi Ha,UaTH a,UeKBaTHi OUiHKH cpi3HKO-xiMitfHHX 

rrapaMeTpiB 3a Bi,UHOCHO HeBeJIHKHX 3aTpaT KOMrr'lOTepHHX pecypciB, 

3,Uo6YBatf rrpo,UeMOHCTpYBaB BHCOKHH piBeH1 o6i3HaHOCTi 3 HaYKOBHMH po60TaMH 

iHllIHX ytfeHHX, IT(O BHKOPHCTOBYBaJIH MeTO,U LI-perYJIHpH3aui'j B pi3HHX raJIY3HX 3HaH1, 

6. HaYKoBe Ta npaKTHqHe 3HaqeHHSI p060TH, 

• 	 TIoKa3aHo, IT(O LrperYJIHpH3auiH 3,UaTHa CTBOPHTH pam!(OBaHHH crrHCOK 

MOJIeKYJIHpHHX ,UecKpHrrTopiB, 3aB,UHKH tfOMY MQ)KJIHBa rro6y,UoBa rrpocTHx 

MaJIOrrapaMeTpHtfHHX perpeciHHHx piBHHH1 Ha OCHOBi MeTO,Uy HaHMeHllIHX KBa'upaTiB, 

MeTO,LI.y HaHMeHllIHX MO,LI.YJIiB, MeTO,Uy 0pTOrOHaJI1HHX Bi,UCTaHeH (OLS, LAD, ODR), 

• 	 TIoKa3aHo, IT(O oTpHMaHi Ha OCHOBi anropHTMY LARS-LASSO 

MaJIOrrapaMeTpHtfHi perpeciHHi piBHHHHH (OLS, LAD) MO)!(YTb MaTH 3HatfHO Kpami 

rrpOrHOCTHtfHi xapaKTepHCTHKH Hi)I( CTaH,UapTHi MeTO,UH, y HKHX He P06HT1CH Bi,U6ip 

,UeCKpHrrTopiB (HarrpHKJIa,U HerrOBHHH MeTO,U HaHMeHllIHX KBa'upaTiB, PLS), 

• 	 TIpe,UCTaBJIeHO YMOBH, 3a HKHX p03,UiJIeHHH Bxi,UHHX ,UaHHX Ha TeCTOBy H 

TpeHYBaJI1HY BH6ipKH rapaHTYlOT1 a,UeKBaTHY OuiHKY 06paHo'i Mo,UeJIi, 

• 	 TIoKa3aHO, IT(O aJIrOpHTM LARS-LASSO MQ)I<e 6YTH 3 ycrrixoM BHKopHCTaHO B 

rro6Y,UOBi KOMrraKTHoro piBHHHHH JIOriCTHtfHO'i perpeci'i ,UJIH 6iHapHoi' KJIaCHcpiKaUi'i 

MOJIeKYJI 3a aKTHBHicTlO, 

• 	 BrrepllIe rrOKa3aHO, IT(O 3a ,LI.OrrOMOrolO MeTO,Uy LrperYJIHpH3auii' MQ)I<JIHBe 

CTBopeHHH BrrOpH,LI.KOBaHOro crrHCKY eJIeKTpOHHO-36Y,LI.)!(eHHX KOHcpirypauiH, HKHH 

MO)!(e 6YTH BHKopHCTaHHH ,UJIH CTBopeHHH rrporpeCHBHo'i CHCTeMH Ha6JIH)KeH1 

KBaHTOBO-xiMitfHOrO MeTO,Uy (Ha rrpHKJIa,Ui MP2, CCD, CCSD), 
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7. BUKOPQCT3HHR pe3YJ1hT3TiB pOfiOTU. 
ITPOT5lTOM BHKOHaHH5I .n:HcepTaUlHHo"i p060TH pe3ynbTaTH .n:ocni.n:)I(eHb 6ynH 

BHKopHcTaHi B HJJ:P Kacpe.n:pH XiMit-lHo"i MaTepian03HaBcTBa XapKiBcbKoro HauioHanbHoro 

YHiBepcHTeTY iMeHi B. H. Kapa3iHa: "OpraHi'lj'Hi Mo.n:HcpiKaTopH Ta iOH-MoneKyn5IpHi CHCTeMH 

H HOBi MaTepianH Ha "ix OCHOBi .n:n5I aHaniTH'lj'HOrO Ta eneKTpOxiMi'lj'HOrO 3acTocYBaHH5I" 

N2 .n:ep)Kpe€CTpauii" 0 118U002025. 

8. llOBHOT3 BUKJ13.l1.Y M3Tepi3J1iB .l1.UCePT3lJ,ii' B nyfiJ1iK3QiRX T3 OCOfiUCTU" 

BHeCOK 3.l1.ofiYB3Q3 B nyfiJ1iK3Qii'. 
OCHOBHi nOnO)l(eHH5I .n:HcepTaui·j ony6niKoBaHi y 13 HaYKoBHx npaU5Ix, cepe.n: 5IKHX: 

4 cTaTTi y HaYKoBHx cpaxoBHx BH.l1.aHH5IX YKpai"HH (cepe.n: 5IKHX 1 Y BH.n:aHHi, mo BXO.l1.HTb )J.O 

Mi}KHapo.n:Ho·j HaYKoMeTpH'lj'Hoi" 6a3H Scopus), 1 CTaTT5I Y nepio.n:H'lj'HOMY HaYKoBoMY BH.n:aHHi 

.n:ep)KaBH-tmeHa ec, mo BXO.n:HTb .n:o Mi)l(Hapo.n:Ho·j HaYKoMeTpH'lj'Hoi' 6a3H (Scopus), 8 

MaTepianiB Ta Te3 .n:onoBi)J.eH Ha KOHcpepeHui5Ix. 

llyfiJ1iK3Qii' Y H3YKOBOOMY 'i>3xOBOMY BU.l1.3HHi YKP3i'HU, llI.O BXO.l1.UTh MijKH3PO.l1.HOi' 

H3YKoMeTpUQHoi" fi33U Scopus: 
[1] Berdnyk, M. 1.; Zakharov, A. B.; Ivanov, V. V. Application Of L,- Regularization 

Approach In QSAR Problem. Linear Regression And Artificial Neural Networks. Methods 

Objects Chem. Anal. 2019, 14 (2), 79-90. https://doi.org/10.17721 /moca.2019.79-90. 

(OC06HCTHH BHeCOK 3)J.06YBa'lj'a: nporpaMHa peani3aui5I 3aCTOCOBaHHX MeTo.n:iB perpeci"i a 

TaKO)l( IlITY'lj'HHX HeHpoHHHX Mepe)K, p03paXYHKH 3 BHKopHCTaHH5IM nporpaMHo-peani3oBaHHx 

MeTo.n:iB, Y'lj'aCTb Y 06rOBopeHHi pe3ynbTaTiB, Y'lj'aCTb Y 06rOBopeHHi pe3ynbTaTiB, HanHCaHH5I 

ny6niKaui"j) . 

H3YKOBi np3Qi, B RKUX onyfiJ1iKOB3Hi OCHOBHi H3YKOBi pe3YJ1hT3TU .l1.UCepT3lJ,ii" 

[2] Eep.n:HHK, M. H.; I1BaHoB, B. B. MHorolliaroBble MeTo)J.bI ITepBoro TIoP5I.n:Ka B 

PeIlIeHHH YpaBHeHHH TeopHH CB5I3aHHblx KnacTepoB. BicHUK XapKiecbKo2o HaLiioHaJlbH020 

YHieepcumemy iMeHi B . H. Kapa3iHa. Cepifl XiMifl 2015, N2 25, 39-45. 

(OC06HCTHH BHeCOK 3)J.06YBa'lj'a: nporpaMHa peani3aui5I MeTo.n:y 3B' 5I3aHHX KnacTepiB, a TaKo)K 

MeTo)J.iB onTHMi3auii" .n:o BnpoBa)J.)I(eHHX iTepaTHBHHx cxeM, p03paxyHKH 3 BHKopHCTaHH5IM 

nporpaMHO-Reani30BaHKIX MeTo.n:iB, y'lj'aCTb y 06rOBopeHHi pe3ynbTaTlB, HanHCaHH5I 

ny6niKaui"i). 

[3] Eep)J.HHK, M . 11.; I1BaHoB, B. B. L,-Peryn5IpH3aUH5I B KBaHToBoM XHMHH. TC­

3neKTpOHHa5I TeOpH5I CB5I3aHHblx KnacTepoB C Y'lj'eTOM JJ:BYKpaTHblx B036Y)l(.n:eHHM. BicHUK 

XapKiecbKo2o HaLiioHaJZbH020 yHieepcumemy iMeHi B. H. Kapa3iHa. Cepifl XiJ'vtlfl 2016, N2 26, 
58-64. 


(OC06HCTHM BHeCOK 3.n:06YBa'lj'a: nporpaMHa peani3aui5I L,-peryn5IpH30BaHoro MeTo.n:y 


3B'5I3aHHX KnacTepiB, p03paXYHKH 3 BHKopHCTaHH5IM nporpaMHo-peani30BaHoro MeTO)J.y, 


y'lj'aCTb y 06rOBopeHHi pe3ynbTaTiB, HanHCaHH5I rry6niKaui"i). 


[4] Berdnyk, M. 1.; Onizhuk, M. 0.; Ivanov, V. V Methods for Building Linear Regression 

Equations in the "Structure-Property" Problems. Kharkov Univ. Bull. Chem. Ser. 2018, NQ 30, 

6-17. hUps://doi .org/1 0.26565/2220-63 7x-20 18-30-01. 
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(OC06HCTHM BHeCOK 3)lo6YBaqa: rrpOrpaMHa peaJIi3aui~ 3aCTOCOBaHHX MeTO)liB perpeci'i, 
p03paXYHKH 3 BHKOpHCTaHH~M rrpOrpaMHO-peaJIi30BaHHX MeTO)liB, yqaCTh y 06rOBOpeHHi 

pe3yJIhTaTiB, HarrH CaH.H~ rry6JIiKaUi'i). 
HaYIWBi npauj, B HKUX ony6J1iKoBaHi OCHOBHi HaYKOBi pe3YJlbTaTU nUCepTau:ii' 
ny6J1iKau:ii' y nepionU'-IHux HaYKOBUX BUnaHHHX iHlUUX nepIKaB, LQO BXOnHTb nO OECP, i 
pe<j1epylOTbcH y MiIKHaponHUX HaYKOMeTpU'-IHUX 6a3ax 
[5] Ivanov, V. V.; Berdnyk, M. 1.; Adamowicz, L. L1-Regularisation of the Coupled-Cluster 

Solutions. Mol. Phys. 2017,115 (21-22), 2892-2902 . 

https://doi.org/l 0.1080100268976 .20 17.1359345. 

(OC06HCTHM BHeCOK 3)lo6YBaqa: rrporpaMHa peaJIi3aui~ L l-peryJI~pH30BaHoro MeTO)lY 

3B' ~3aHHX KJIaCTepiB, p03paXYHKH 3 BHKopHCTaHH~M rrporpaMHo-peaJIi30BaHoro MeTO)lY, 

yqaCTh y 06rOBopeHHi pe3YJIhTaTiB, HarrHcaHH~ rry6JIiKaUi'i). 


HaYKOBi npau:i, HKi 3aCBin'-lYIOTb anp06au:ilO MaTepiaJliB nucepTau:ii' 

[6] Eep)lHHK, M.11.; HBaHoB, B. B. Ll-peryJI~pH3aUH~. OT CTaTHCTHKH )lO KBaHTOBOM 


XHMHH, XiMittHi Kapa3iHcbKi ttUmaHHfl - 2016 : Te3H )lorr. VIn BceYKp. HaYK. KOHcp. cTY)leHTiB 

Ta acrripaHTiB, XapKiB, YKpai'Ha, KBiTeHh 18-20, 2016; XHY iMeHi B. H. Kapa3iHa: XapKiB, 

2016; C. 132-133. 

(OC06HCTHM BHeCOK 3)lo6YBaLla: rrporpaMHa peaJIi3aui~ LJ-peryJI~pH30BaHHX CTaTHCTHqHHX 

MeTO)li B i MeTO)lY 3B ' ~3aHHX KJIaCTepiB, p03paXYHKH 3 BHKopHCTaHH~M rrporpaMHO­
peaJIi30BaHHX MeTO)liB, yqaCTh y 06rOBopeHHi pe3YJIhTaTiB, HarrHcaHH~ Te3, )lorroBi)lh Ha 

KOHcpepeHui'i). 

[7] Eep)lHHK, M. 11.; HBaHoB, B. B. I1pHMeHeHHe IJ-peryJI~pH3aUHH B He3MrrHpHqeCKHX H 
rrOJIY3MrrHpHqeCI<HX paCqeTaX KBaHTOBOM XHMHH , XII BceYKpai'HcbKa KOHrjJepeH~/ifl MOflOOUX 
etteHux ma cmyoeHmiB 3 aKmYQJ[bHUX numaHb xiMii' : 36ipKa rrpaUh BceYKp. HaYK. KOHcp. , 
XapKiB, YKpa'iHa, TpaBeHh 11-13, 2016; ):{HY HTK IMK HAHY: XapKiB, 2016; C. 32. 
(OC06HCTHM BHeCOK 3)lo6YBaqa: rrporpaMHa peaJIi3aui~ L )-peryJI~pH30BaHoro MeTO)lY 

3B'~3aHHx KJIaCTepiB, p03paXYHKH 3 BHKopHCTaHH~M rrporpaMHO-peaJIi30BaHHX MeTO)liB, 

yqaCTh y 06rOBopeHHi pe3YJIhTaTiB, HarrHcaHH~ Te3, )lorroBi)lh Ha KOHcpepeHui'i). 

[8] Eep)lHHK, M.H.; ):{~qeHKO, A.B.; HBaHoB, B. B; PerpeccHoHHhle MO)leJIH QSAR, 

36ipHuK me3 oonoeioeu, XiMittHi llpo6fleMu Cbo2ooeHHfl (XllC-2018) , BiHHHU~, YKpa'iHa, 

6epe3eHh 27-29, 2018; ):{oHeUhKHM HauioHaJIhHHM YHiBepcHTeT iMeHi BaCHJI~ CTyca: BiHHHU~, 
2018 ; C.177. 
(OC06HCTHM . BHeCOK 3)lo6YBaqa: rrporpaMHa peaJIi3aui~ MeTO)lY LARS-LASSO a TaKO)K 

MeTo)liB perpeci'i, p03paXYHKH 3 BHKopHCTaHH~M nporpaMHO-peaJIi30BaHHX MeTO)liB, yqaCTh y 

06rOBopeHH i pe3y JIhTaTiB, HarrHcaHH~ Te3, )lorroBi)lh Ha KOHcpepeHui'i). 
[9] Berdnyk, M.; Ivanov, V.; Zakharov, A; LJ-Regularization In Different Applications Of 

Chemical Modeling, Molecular Engineering And Computational Modelling For Nano- And 

Biotechnology: From Nanoelectronics To Biopolymers : Book of Abstracts International 
Scientific Conference, Cherkasy, Ukraine, September 25-26, 2018; Bohdan Khmelnytsky 

Cherkasy National University: Cherkasy, 2018 ; P. 30-33. 
(OC06HCTHM BHeCOK 3)lo6YBaqa: rrporpaMHa peaJIi3aui~ MeTO)liB perpeci'i, peryJI~pH30BaHHx 

. . 
KBaHTOBO-X1MlqHHX MeTO)llB, p03paXYHKH 3 BHKopHCTaHH~M rrporpaMHO-peaJ1l30BaHHX 

MeTO)liB, yqaCTh y 06rOBopeHHi pe3YJIhTaTiB, HarrHcaHH~ Te3, )lorroBi)lh Ha KOHcpepeHuii'), 

[10] Eep)lHHK, M.l.; LJ-peryJI~uiMHHM rri)lxi,lI. y p03paxYHKax cpi3HKOxiMiqHHX BJIaCTHBOCTeM 

MOJIeKYJI, CyttacHi llpo6fleMu XiMii' : Te3H ,lI.onoBi)leM XX Mi)KHapO)lHo'i KOHcpepeHui'i 
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CTY,I(eHTiB Ta aCrripaHTiB, Kli'iB, YKpalHa, TpaBeHb 15-17 TpaBH5I, 2019; Kl'i"iBCbKI1H 

HauioHMbHI1H YHiBepCI1TeT iMeHi Tapaca llieB'-IeHKa: KI1'iB, 2019; C. 140. 


(OC06I1CTI1H BHeCOK 3L,(06YBa'-Ia: rrporpaMHa peafli3aui5I BI1KOpl1CTaHI1X MeTO,I(iB, p03paxYHKI1 

cpi3I1KO-xiMi'-IHI1X BflaCTI1BOCTeH MOfleKYfl, Y'-IaCTb Y o6roBopeHHi pe3YflbTaTiB, HarrI1CaHH5I Te3, 


,I(orroBi,I(b Ha KOHcpepeHui"i). 


[11] Berdnyk, M.1.; Denysenko, K. A.; Zakharov, A. B.; Ivanov, V. V.; Validation Of 


Regression Equations In QSAR Problem, CYllacHi TeHOeHl1ii" 

2020 : Te311 ,I(orroBi,I(eH KI1'iBCbKO'i KOHcpepeHui'i 3 aHafliTI1'-IHoi' XiMi'i, KI1'iB, YKpa'iHa, )KOBTeHb 


21-23, 2020; KI1'iBCbKI1H HauioHaflbHI1H YHiBepCI1TeT iMeHi Tapaca llieB'-IeHKa: Kl1i'B, 2020; 

C.79-80. 


(OC06I1CTI1H BHeCOK 3,I(06YBa'-Ia: rrporpaMHa peafli3aui5I MeTO,I(iB Bafli,I(aui'i, p03paXYHKI1 3 


BI1KOpI1CTaHH5IM rrporpaMHo-peafli3oBaHI1X MeTO,I(iB, Y'-IaCTb y 06rOBopeHHi pe3YflbTaTiB, 

HarrI1CaHH5I Te3, ,I(orroBi,I(b Ha KOHCpepeHuii} 


[12] ~eHI1CeHKO, K. A.; Eep,I(HI1K, M.I1.; 3axapoB, A. E.; MeTO,I( Bafll1,I(aUI1I1 ypaBHeHI1H 


fll1HeHHOH perpeccl1l1, XiMitlHi Kapa3iHCbKi llUmaHH5l - 202J : Te311 ,I(orr. XIII BceYKp. HaYK. 


KOHcp. cTY,I(eHTiB Ta acrripaHTiB, XapKiB, YKpa'iHa, KBiTeHb 20-21, 2021; XHY iMeHi B. H. 

Kapa3iHa: XapKiB, 2021; C. 122-123. 


(OC06I1CTI1H BHeCOK 3,I(06YBa'-Ia: rrporpaMHa peafli3aui5I MeTO,I(iB Bafli,I(aui'i, p03paXYHKI1 3 


BI1KOpI1CTaHH5IM rrporpaMHo-peafli3oBaHI1X MeTO,I(iB, Y'-IaCTb y 06rOBopeHHi pe3YflbTaTiB, 


Y'-IaCTb y Harrl1CaHHi Te3). 


[13] Berdnyk, M.; Ivanov, V.; Application Of Lasso Logistic Regression To Classification 


Problems In Chemistry, Modern Chemistry Problems: Book of abstracts XXII International 


Conference for Students, PhD Students and Young Scientists, Kl1i'B, YKpa'iHa, TpaBeHb 19-21, 


2021; KI1'iBCbKI1H HauioHMbHI1H YHiBepCI1TeT iMeHi Tapaca llieB'-IeHKa: KI1'iB, 2021; C. 9. 


(OC06I1CTI1H BHeCOJ( 3,I(06YBa'-Ia: rrporpaMHa peafli3aui5I MeTO,I(iB Kflacl1cpiKauil, p03paXYHKI1 3 


BI1KOpI1CTaHH5IM rrporpaMHo-peafli30BaHI1X MeTO,I(iB, Y'-IaCTb y 06rOBopeHHi pe3YflbTaTiB, 


HarrI1CaHH5I Te3, ,I(orroBi,I(b Ha KOHcpepeHuii} 

Pe3YflbTaTl1 ,I(l1cepTauitiHo'i po6onr rrOBH1CTlO Bi,I(06pa)KeHO B HaYKOBI1X rrpaU5IX 

3,I(06YBa'-Ia. 

Ha niL(CTaBi BlfBqeHHSI TeKcry L(IfCepTaL.ii 3L(ofiYBaqa, HaYKOBIfX npa~b 3L(ofiYBaQa 

Ta IIpOTOKOJIY KOHTPOJIIO opIfriHaJIbHOCTi (nepeBipKY HaSlBHOCTi TeKCTOBIfX 3an03IfQeHb 
BIfKOHaHO B aHTIfnJIariaTHiu iHTepHeT-CIfCTeMi StrikePlagiarism) BCTaHOBJIeHO, m:o 

L(IfCepTa~iuH~ pofiOTa BIfKOHaHa caMocTiUHo, TeKCT L(IfCepTa~i"i He MicTIfTb nJIariaTY, a 
L(IfCepTa~iSl BiL(nOBiL(ac BIfMoraM aKaL(eMil.JHOi L(ofipOQeCHocTi. 

9. Anpofia~iSI MaTepiaJIiB L(IfcepTa~i"i. 
OCHOBHi pe3YflbTaTl1 p060Tl1 6Yfll1 rrpe,I(CTaBfleHi Ha VIII BceYKpai"HcbKiH HaYKOBll1 

KOHcpepeHui'i cTY,I(eHTiB Ta acrripaHTiB «XiMi'-IHi Kapa3iHCbKi t.IHTaHH5I - 2016» (XapKiB, 2016), 

XII BceYKpai"HcbKiM KOH¢epeHuii" MOflO,I(I1X BLJeHI1X Ta CTY,I(eHTiB 3 aKTyaflbHI1X rrl1TaHb XiMi'i 

(XapKiB, 2016), I MbKHapO,I(HiH (XI YKpai'HcbKo"i) HaYKoBiH KOHcpepeHuii' cTY,I(eHTiB, 

acrripaHTiB i MOflO,I(I1X BLJeHI1X «XiMiLJHi rrp06fleMl1 CbOrO,I(eHH5I» (BiHHI1U5I, 2018), 

Mi)KHapO,I(Hll1 HaYKOBll1 KOHcpepeHui'i: «MofleKYfl5IpHa imKeHepi5I Ta KOMo'lOTepHe 
MO,I(emOBaHH5I ,I(fl5I HaHO- i 6ioTexHofloriH: Bi,I( HaHoefleKTpOHiKI1 ,I(O 6iorrofliMepiB» (QepKaCI1, 

2018), XX Mi)J<HapoJ(HiH KOH¢epeHui"i cTY,I(eHTiB Ta acrripaHTiB «CYLJacHi TIpo6fleMl1 XiMi"i» 

(Kl1i'B,2019), Kl11BcbKiH KOH¢epeHui"i 3 aHafliTI1LJHO'i XiMi'i «CYLJacHi TeH,I(eHqii' 2020» 
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(KYI'iB,2020), XIII BceYKpai'HcbKitI HaYKoBitI KOHcpepeHld'i CTY,L(eHTiB Ta acrripaHTiB «XiMil.lHi 
Kapa3iHCbKi LJYITaHH5I - 2021» (XapKiB, 2021) Ta XXII Mi)KHapO,L(HitI KOHcpepeHl~ii' cTY,L(eHTiB, 
acrripaHTiB Ta MOJIO,L(~X BLJeHYIX «CYLJacHi ITp06JIeMYI XiMi'i» (KYI'iB, 2021). 

10. OuiHKa MOBH Ta CTUJlIO )1.ucepTauii'. 
,1J;YIcepTa~i5I € ~iJIicHOIO P060TOIO, HarrYICaHOIO HaYKOBYIM CTYIJIeM MOBJIeHH5I 3 

KOpeKTHYIM 3aCTOCYBaHH5IM cYLJacHoi' HaYKOBoi' TepMiHOJIori'i. CTYIJIb BYIKJIa,L(eHH5I MaTepianiB 
,L(YIcepTa~ii' € ,L(OcTyrrHYIM ,L(JI5I CrrpYItIH5ITT5I. Pe3YJIbTaTYI ,L(OCJIi,L()l(eHb BYIKJIa,L(eHi JIOriLJHO tI 
rrOCJIi,L(OBHO. 3MicT, CTpYKTypa, OcpOpMJIeHH5I ,L(YIcepTa~ii' Ta KiJIbKiCTb rry6JIiKa~itI 

Bi,L(rrOBi,L(aIOTb BYIMOraM «TYIMLJaCOBOrO rrOp5I,L(KY rrpYICY,L()KeHH5I cTyrreH5I ,L(OKTOpa cpiJIococpii'» 
(rrOCTaHOBa Ka6iHeTY MiHicTpiB YKpai'HYI Bi,L( 06.03.2019 p. N2 167 3i 3MiHaMYI), HaKa3Y 
MiHiCTepCTBa OCBiTYI i HaYKYI YKpai'HYI Bi,L( 12.01.2017p. N2 40 «ITpo 3aTBep,L()l(eHH5I BYIMOr,L(O 
ocpopMJIeHH5I ,L(YIcepTa~itI». 

11. Bi)1.nOBi)1.HicTb 3MicTY )1.ucepTaui'i cneuiaJlbHOCTi 3 Bi)1.nOBi)1.Hoi' raJlY3i 3HaHb, 
3 HKOi' BOHa nO)1.aCTbCH )1.0 3axucry. 

3a CBoi'M cpaXOBYIM Crrp5IMYBaHH5IM, HaYKOBOIO HOBYI3HOIO i rrpaKTYILJHOIO 3HaLJYIMicTIO 
,L(YICepTa~itIHa p060Ta Eep,L(HYIKa M.l. Bi,L(rrOBi,L(a€ crre~iaJIbHOCTi 102 - XiMi5I. 3,L(06YBaLJeM 
rroBHicTIO BYIKOHaHO oCBiTHIO Ta HaYKoBY CKJIa,L(OBY oCBiTHbo-HaYKoBoro piBH5I BYImoi' OCBiTYI. 

12. PeKOMeH)1,auiH )1.UCepTauii')1,O 3axucTy. 
,1J;YIcepTa~itIHa p060Ta Eep,L(HYIKa MYIxatIJIa IropoBYILJa «MeTO,L( Ll-perYJI5IpYI3a~ii' ,L(JI5I 

orrYIcy cpi3YIKO-xiMiLJHYIX BJIaCTYIBOcTetI MOJIeKym> Bi,L(rrOBi,L(a€ BYIMOraM, rrepe,L(6aLJeHYIM 
rrYHKTOM 10 «TYIMLJaCOBOro rrOp5I,L(KY rrpYIcY,L()KeHH5I cTyrreH5I ,L(OKTOpa cpiJIococpi'i» (rroCTaHoBa 
Ka6iHeTY MiHicTpiB YKpai'HYI Bi,L( 06.03.2019 p. N2 167 3i 3MiHaMYI). 

BpaxoBYIOLJYI BYICOKYItI piBeHb BYIKOHaHYIX ,L(OCJIi,L()KeHb, aKTyaJIbHicTb TeMYI p060TYI, 
HaYKOBY HOBYI3HY pe3YJIbTaTiB Ta i'x HaYKOBe i rrpaKTYILJHe 3HaLJeHH5I, pillleHH5I cpaxoBoro 
ceMiHapy Kacpe,L(pYI XiMiLJHOrO MaTepiaJI03HaBCTBa XiMiLJHOrO cpaKYJIbTeTY XapKiBcbKoro 
Ha~ioHaJIbHOrO YHiBepCYITeTY iMeHi B. H. Kapa3iHa, rrpOBe,L(eHOrO 30.09.2021 p., ,L(YIcepTa~i5I 

Eep,L(HYIKa MYIxatIJIa IropoBYILJa «MeTO,L( L l-perYJI5IpYI3a~i'i ,L(JI5I orrYIcy cpi3YIKO-xiMiLJHYIX 
BJIaCTYIBOcTetI MOJIeKym> peKOMeH,L(Y€TbC5I ,L(O 3aXYICTY B crre~iaJIi3oBaHitI BLJeHitI pa,L(i ,L(JI5I 
3,L(06YTT5I cTyrreH5I ,L(OKTOpa cpiJIococpi'i 3 raJIY31 3HaHb 10 - ITPYIpo,L(HYILJi HaYKYI 3a 
crre~iaJIbHiCT.IO 102 - XiMi5I. 

Pe~eH3eHT 

,L(. cp.-M. H., rrpocp. 

Kacpe,L(pYI rrpYIKJIa,L(HOi' XiMii', 

XapKiBCbKOrO Ha~ioHaJIbHOrO 


YHiBepCYITeTY iMeHi B. H. Kapa3iHa BJIa,L(YICJIaB llEPAHOBCbKI1M 


Pe~eH3eHT 

ITpopeKTOp 3 HaYKOBO-rre,L(aroriLJHoi' p060TYI 
XapKiBCbKOrO Ha~ioHaJIbHOrO YHiBepCYITeTY 
iMeHi B. H. Kapa3iHa, K. X. H., ,L(O~eHT, 
,L(O~eHT Kacpe,L(pYI XiMiLJHOrO MaTepiaJI03HaBCTBa I1AHTEJIEMMOHOB 
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