O0Js1ikoBa KapTKa aucepTaii

I. 3arasibHi BimOMOCTI

Jep>kaBHUH 00J1iKOBHI HOMeP: 0417U003809
Oco006J1uBi TO3HAYKH: BinKpura

JaTa peecrtpamnii: 09-10-2017

Craryc: 3axumeHa

PexBi3utu Hakasy MOH / Haka3y 3aKjazy:

I1. BizomocrTi nipo 3700yBaya

Baacue IlpizBume Im'a Ilo-6aTbKOBI:
1. KpaBueHKO AHJIpiit AHATOJIOBHY

2. Kravchenko Andrii Anatoliyovich
KBasmigikamis:

InenTudikarop ORCID ID: He 3acrocosyerbcs
Bup, pucepranii: kanguzaar Hayk
AcnipaHTypa/JIOKTOpPaHTypa: Tak

IIIn¢dp HayKoBOi cneniaabHOCTI: 01.04.18

Ha3Ba HayKoOBOi CIeNiaJIbHOCTI: Pizuka i ximis nosepxHi

T'anyss / ramysi 3HaHB. He 3aCTOCOBYETHCS

OcBiTHBO-HayKOBa Mporpama 3i creniaJbHOCTI: He 3acTocoByeTbCs

Jara 3axucTy: 21-09-2017

CreniaJbHICTh 32 OCBiTOXO: 7.080101

Micue po6oTH 3400yBayva: Incrutyt ximii noepxHi im. O.0. Uyiika HAH Ykpaiuu

Kog, 3a €IPIIOY: 03291669

Micue3Haxoa>KeHHs: 03164, Kuis, Bys. ['enepana Haymoga, 17

dopma BaacHOCTI:

Cdepa ynpaBiriHHS: HaujonasnbHa akaziemis HayK YKpaiHu

ImenTudikarop ROR: He zacrocoyerbcs



I11. BimomMocTi mpo opranizariiio, e Big0OyBcsl 3aXHCT

IIIudp cnenianizoBaHoi BYU€HOI pagH (Pa30Boi Clieliai30BaHOI BYEHOI pasu). 26.210.01
IloBHe HaliMeHYBaHHSI IOPHUAHUYHOI OCOOH:

Kop 3a €IPIIOY:

Micue3HaxoaKeHHS:

dopma ByracHoCTI:

Cdepa ynpasiriHHS:

InenTudikarop ROR: He zacrocosyerscs

IV. BimomocTi Ipo niznpueMcTBO, YCTaHOBY, OpraHi3alliio, B sIKi# 0yJ10

BHKOHAHO JHCEPTaIlilo

IloBHe HaliMEeHYBaHHS IOPHUAHUYHOI 0COOM: [HcTUTyT XiMii moBepxHi im. O.0. Uyiika HAH Ykpainu
Kog, 3a €IPIIOY: 03291669

Micue3Haxoa KeHHs: 03164, Kuis, Bys. [enepana Haymosa, 17

dopma ByracHOCTI:

Cdepa ynpaBiiHHS: HaujonanbHa akaziemist HayK YKpainu

InenTudikarop ROR: He zacrocosyerscs

V. BizomocTi npo gucepraniio
MoBga guceprariii:
Koau TemaTuyHHUX pyOpHK: 31.15.37

Tema gucepranii:
1. TeopeTI/Iqu MO ENIOBAHHS BSaGMOILﬁ HOBerHi HAaHOYaCTHMHOK KPEMHE3EMY 3 BOOHVUMU PO39YMHAMU eJIeKTpO]IiTiB

2. Theoretical simulation of interaction of surface nanoparticular silica with aqueous solution of electrolytes

Pedepar:

1. 3HalimeHo piBHOBaXKHY OyIOBY BiAMIOBIZHMX aACOPOLiTHMX KOMILJIEKCIB, a TAKOXX CTPYKTYPU aKTUBALITHUX
KOMILJIEKCIB, SKi YTBOPIOIOTLCS IIPU NIEPEXOIAX MK MOJIEKYJISPHUM CTAaHOM Ta CTAHOM 3 IIPOCTOPOBO PO3LiJIEHNMU
3apsfaMHy, Mo JO3BOJIUJIO BUBHAUUTY €HEeprii JeTPOTOHYBAHHS CUJIaHOJIBHOI IPYIIY IIOBEPXHIi HE JInlIe 3
ypaxyBaHHAM €HEPTii, BUTpa4y€eHoi Ha PyHYyBaHHA 3B'43Ky ?S5i-OH, a 11 B34TH [0 yBaru eHepriio rigparaiiii mpoToHa.
Y Meskax po3BUHYTOI MOJieJli [I0Ka3aHo, 110 aAcopO1list IesIKUX KaTiOHOB JIY)KHUX MEeTaJsliB Ha [I0BEPXHi KpEMHE3eMy
BiZIOyBa€eThCsI IEPEBAXKHO HA AEMPOTOHOBAHUX CUJIAHOJIBHUX IPYyIax B pe3y/bTaTi ioHHOro o6Mminy. [1pu npomy
BiZOYBa€TLCS 3CYB MPOTOJIITUYHOI PiBHOBAru NOBEPXHEBUX I'PYIL. PO3paxyHKN CBigyaTh PO YTBOPEHHS KaTiOHHO]
dhopmu CUIaHOJIBHOI IPYNU [IPpY KOHTAKTI IOBEPXHI KpeMHe3eMy 3 KUCIUM cepenoBuieM. KoedimienT ii
IeIIPOTOHYBaHHS BU3HAYAETHCS IIPUPOJIOI0 aHIOHA Ta 3POCTAE 32 a6COJIIOTHOIO BEJIMYMHOIO IIPY 301/bIIeHH] 10ro
paziyca. 3arponoHoBaHa MOJEJIb NO3BOJISIE PO3PAXyBaTH 3HAYEHHS TOUKU HYJIbOBOTO 3apsifly IIOBEPXHI KDEMHE3EMY
B IIPMCYTHOCTI Ha Hill aIcOPOLiIHUX KOMILJIEKCIB pi3HOI Mpupoau. B paMmkax y3arajbHeHOI MOieli rilpaTOBaHUX

ancopOLifHUX KOMILJIEKCIB CIIOJIYK JIY)KHUX METaJliB y MOJIEKYJISIDHOMY CTaHi Ta CTaHi 3 po3[iIeHNMHU 3apsiaMu 32



y4acTi moJiekys1 H20 Ta cujiaHOJIbHUX Py OBEPXHI KpEMHE3eMY po3paxoBaHe 3HaueHHs pKMe, sike 36i1bL1yeThCs
B psny Li<Na<K, mo BifnoBizae eKClIepUMEHTAILHUM JAHUM.

2. The equilibrium spatial structures have been found of respective adsorption complexes as well as those of the
activated complexes formed due to transitions between the molecular states and charge-separated ones what
gives an opportunity to evaluate the deprotonation energy values for surface silanol groups taking into account not
only the energy necessary to rupture a Si-OH bond but also the proton hydration one. It has been shown within
the frameworks of the model developed that adsorption of cations on silica surface seems to occur preferably on
deprotonated silanol groups due to ion exchange. This is accompanied by changes in the protolytic equilibrium of
surface groups. The results of calculations testify the formation of a cationic form of silanol group due to contact
of silica surface with acidic medium. Relative deprotonation constant is determined by the anion nature and its
absolute value increases with an increase in its radius. The model proposed gives a possibility to evaluate the value
of zero charge point for silica surface provided it bears adsorption complexes of various nature. Within the
frameworks of generalized model for hydrated adsorption complexes of alkali metal compounds in the molecular
states and in charge-separated ones involving water molecules and silanol groups of silica surface the pKMe values
have been calculated that increase in a row Li<Na<K, what agrees with experimental data. rption on fumed silica
corresponds to four-step model, and the pH-dependence of adsorption is determined by the contribution of
electrostatic and hydrophobic interactions of BMPA molecules with the sorbent surface. Quercetin and rutin are
adsorbed on the fumed silica from organized solutions much more effectively than from aqueous solutions due to
the formation of supramolecular complexes (in solution or on the surface), and the pH-dependence of flavonoid
adsorption in the composition of these complexes is determined by the sorption properties of individual PVP, HSA
and BMPA.

Jep>kaBHU peecTpaniiinuii Homep JiP:

IIpiopuTeTHHI HanIpsIM PO3BUTKY HayKH i TEXHIKH:
CrpareriyHui NpiopUTETHHUI HAIIPSIM iHHOBaLiHHOI AiSJIBHOCTI:
ITiZCyMKH JOCiI>KEeHHS:

Iyosikarrii:

HaykoBa (HayKOBO-TE€XHiYHa) IPOAYKILis:
Conia;ibHO-€KOHOMIYHA CIIPSIMOBaHiCTh:

OxopoHHi gokymeHTH Ha OIIIB:

BrnpoBaakeHHs pe3yJIbTaTiB AHCepTalii:

3B'SI30K 3 HAYKOBHMH TEMaMH:

VI. BizomocCTi Ipo HayKOBOr0 KEPiBHHKA /KEPiBHHUKIB (KOHCYJIbTAHTA)

BaacHe IlpizBume Im's I10-6aTbKOBI:
1. T'pebeHtok AHartouiii ['eopriiioBuy

2. Grebenuk Anatolij
KBasigikamis: k.x.u., 01.04.18, 02.00.04
InenTudikarop ORCID ID: He 3acrocosyetbes

JoparkoBa indpopmamnist:



TloBHe HaliMeHYBaHHS IOPHIHNYHOI 0COOH:
Kopg 3a €IPIIOY:

Micue3Haxoa KeHHS:

dopma ByracHOCTI:

Cdepa ynpasiriHHS:

InenTudikarop ROR: He zacrocosyerscs

VII. BizomocTi npo odiliiHuX OTIOHEHTIB Ta pelleH3€eHTiB
OdiuiiiHi OTIOHEHTH
Baacue IlpizBume Im'a Ilo-6aTbKOBI:

1. Poxxenko Osnekcannp bopucosuy

2. PoxxeHnko Onekcannp boprncosuy

KBasigikanis: n.x.u., 02.00.08, 02.00.08
InenTudikarop ORCID ID: He 3acrocosyerncs
JoparkoBa iHdpopmamnist:

IloBHEe HaHMEHYBaHHS IOPHIHYHOI 0COOH:
Kopg 3a €IPIIOY:

Micue3HaxoAKeHHSI:

dopma Bi1acHoCTI:

Cdepa ynpasiiHHSL:

InenTudikarop ROR: He zacrocosyerscs

Baacwue IlpizBumie Im's Ilo-6aTbKOBI:
1. Tony6 Onexkcanap AHApiioBUY
2. Tony6 Onekcanap AHIpioBUY

KBasmigikamis: n.x.1., 02.00.01, 02.00.01
ImenTudikarop ORCID ID: He zactocoyerbes
JonaTkoBa iHdopmalist:

TloBHe HaliMeHYBaHHS IOPHIHNYHOI 0COOH:
Kopg 3a €IPIIOY:

Micue3Haxoa KeHHS:

dopma ByracHOCTI:

Cdepa ynpasiriHHS:

InenTudikarop ROR: He zacrocosyerscs



PeuenseHTu

VIII. 3akir04Hi BimoMocTi
BiiacHe IIpizBuie Im'sa ITo-6aTbKOBI
rOJIOBH pagu

BiiacHe IIpi3Buie Im'sa ITo-6aTbKOBi
rOJIOBYIOYOTO Ha 3acCifiaHHi
BigmoBigasbHUH 32 MiATOTOBKY

00JIIKOBHX JOKYMEHTIB

PeecTpartop

KepiBHuKk Bigginy YKpIHTEI, mpo €
BiZITIOBiJaJIbHUM 32 PEECTpalLio HayKoBoOi

IisIJIbHOCTI

Kaprens Mukosa Tumo@itosny

Kapresns Mukosna TumodiitoBny

FOpuenko T.A.



