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Pedepar:

1. Incepraliio NpUCBSIYEHO 3'SICYBAHHIO KJIACTEPHOI CTPYKTYPH AESKUX OJHOATOMHUX CIIUPTIB B KOHI,EHCOBAHOMY
CTaHi, 30KpeMa, 1o61M3y TOYKU (Ga30BOro NepPeXoAy TBEPAE TiNO-pifyHa Ta BU3HAYEHHIO BiIMiHHOCTEN
CIIEKTPOCKOIIIYHUX IIPOSIBiB Aa30BOro nepexony TBepAe Tijlo - pifyHa AJ1s CIIUPTIB 3 IAPHOIO Ta HEllapHOIo
KIUJIBKICTIO aTOMIB ByIJIeL0. BUKOHaHO KBaHTOBO-XiMi4YHE MOZEJIIOBAHHS [IJIs Pi3HUX TUIIIB KJIACTEPIB METaHOIY, 1-
HOHaHOJIy Ta 1-eKaHoJy, BU3HaY€HO [IPOCTOPOBY OYAOBY Ta €HEPreTUYHi IapaMeTPH BCiX MOJIEIbHUX CTPYKTYP,
po3paxoBaHi yacToTu cnekTpis IY norsnHanHs. 3po61eHO BUCHOBKY OO OCOOJIMBOCTEN 3MiH KJIACTEPHOI
CTPYKTYPH JOCJIiJKyBaHUX CIIMPTIB B KOHJIEHCOBaHiN ¢azi. 3'scoBaHo, 1110 B 0671aCTi BaJIeHTHUX KOJIUBAaHb
TiIPOKCUIIBHOI IPYNY IJ1s1 METAHOJIY Ta 1-eKaHOJIy CIIOCTEpiraeThCsl XapakTepHe 3MillleHHS CMYT IIOTJIMHAHHS B
00671aCTh HU3bKUX YACTOT IIPY IJIABJIEHHI, [0 CBiIYUTH [IPO NepeXif, Bif, MEHIINX KJIaCTePiB 1o 6isbmunx, a 1 1

HOHAHOJIy - HAaBIIaKU, CMYTa 3MilllyeTbCsl B 0671aCTh BUCOKMX YaCTOT.



2. The thesis deals with the study of cluster structure of some monohydric alcohols in condensed phase,
particularly near the point of phase transition solid - liquid and the study of differences in phase transition
spectroscopic changes due to the number of carbon atoms in alcohol molecules oddness. Quantum-chemical
calculations for different types of clusters of methanol, 1-nonanol and 1-decanol were carried out to get
energetically optimal structure and IR absorption spectra for each cluster. The changes of cluster structure of
investigated alcohols in condensed phase were determined. In spectral region of stretching O-H vibrations,
characteristic red shift is observed for methanol and 1-decanol and blues shift is observed for 1-nonanol in melting
process. These changes in spectra were assigned to transition from smaller clusters to bigger ones in methanol
and 1-decanol, vice versa for 1-nonanol - spectral blue shift in process of heating was determined as a result of
redistribution from bigger clusters to smaller ones.

Jep>kaBHHHM peecTpauiiiHuii Homep [IiP:

IIpiopuTeTHHH HANIpSIM PO3BHTKY HayKH i TEXHIKH:
CrpareriyHu# NpioOpHTETHHUI HAIIPSIM iHHOBaLLiHHOI AiS/ILHOCTI:
IlizcyMKH BOCIiAKEHHS:

ITy6otikamii:

HaykoBa (HayKOBO-TE€XHiYHa) MPOAYKILis:
ConuiasIbHO-€KOHOMIYHA CIIPSIMOBaHIiCTh:

OxopoHHi goKymeHTH Ha OIIIB:

BnpoBaakeHHS pe3yJIbTaTiB AHCEpTalii:

3B's130K 3 HAYKOBUMH T€MaMH:

VI. BizomocCTi Ipo HayKOBOr0 KEPiBHHKA/KEPiBHHUKIB (KOHCYJIbTAHTA)

Baacue IlpizBuuie Im's Ilo-6aTbKOBI:
1. Iloropenos Banepiit €BreHinoBuy

2. Pogorelov Valeriy Yevgeniyovych
KBasmigikanis: 1.¢.-m.H., 01.04.05
InenTudikarop ORCID ID: He 3acrocosyetscs
JoparkoBa indpopmamnist:

IloBHe HaliMeHYBaHHSI IOPHUAHUYHOI OCOOH:
Kop 3a €IPIIOY:

Micue3HaxoaKeHHS:

dopma BaacHOCTI:

Cdepa ynpasiriHHS:

InenTudgikarop ROR: He zacrocosyerscs

VII. BizomocTi npo odiliiHUX OTIOHEHTIB Ta pelleH3€eHTiB



OdiuiiiHi OTIOHEHTH
Baacue IlpizBume Im'a Ilo-6aTbKOBI:

1. bpoguH Onekcangp Muxainnosuy

2. bponun Onekcanap Muxannosny
KBasidikanis: n.¢.-m.u., 01.04.14
InenTudgikarop ORCID ID: He 3acrocosyerbcs
JoparkoBa indpopmamuist:

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

Micue3Haxoa KEeHHSI:

dopma BiracHoCTI:

Cdepa ynpasiriHHSL:

InenTudikarop ROR: He zacrocosyerscs

Baacue IlpizBuuie Im's Ilo-6aTbKOBI:
1. Kapacescbkuit AHaTostin Iy

2. Kapacescbkui AHartosin Lty

KBasmigikanis: n.¢.-m.H., 01.04.02, 01.04.14
Imentudikarop ORCID ID: He zacrocosyerbes
JoparkoBa iHdpopmamist:

IloBHe HaliMeHYBaHHS IOPHIHYHOI 0COOH:
Kopg 3a €IPIIOY:

Micue3HaxoaKeHHS:

dopma BaacHoOCTI:

Cdepa ynpasiriHHS:

InenTudgikarop ROR: He zacrocosyerscs

PeuenseHTn

VIII. 3ak1104Hi BiZOMOCTI
Byache IlpizBuie Im's ITo-6aTbKOBI
TOJIOBH paju

BiiacHe IIpizBuine Im'sa ITo-6aTbKOBI

TOJIOBYIOYOrO Ha 3acCiaHHi

BignoBigasibHuUI 3a MiATOTOBKY

00JIiIKOBHX JOKYMEHTIB

bynasin JleoHin AHaTOMINOBUY

Bynasin JleoHin AHATOJIINOBIY



PeecTpaTop

KepiBHuk Bigginy YKpIHTEI, mo €

= P

BiZITIOBiZAaILHUM 3a peecTpallilo HayKoBoi ﬁoﬁ\;f;ﬂ\a;;g IOpuenko T.A.
| e L A

-}
.
i

OistJIBHOCTI




