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V. BimomocTi npo gucepraniio
MoBga guceprTaiiii: Vkpaincoka
Koy TeMaTHYHUX PYOPHK: 29.19

Tema guceprauii:
1. BB OTOYEHHS Ha CTPYKTYPY Ta BJIACTHMBOCTI BOJHEBO-3B'sI3aHUX KJIACTEPiB

2. Environment influence on the structure and properties of hydrogen bonded clusters

Pedepar:

1. IaxoM MoegHaHHS METOIB KOJIMBAJIbHOI CIIEKTPOCKOIIi], HU3bKOTEMIIEPATYPHOI MaTPUYHOI i30741ii Ta
KBAaHTOBO-XIMIYHMX PO3PaXyHKiB, a TaKaK BUMIPIOBaHHS I'YCTUHU [IPOAHAJII30BaHO BILJIMB MOJIEKYJIAPHOTO
OTOYEHHS Ha CTPYKTYPY BOJHEBO-3Bs13aHUX KJIACTEPiB METAHOJLY, IPOIaHOJy, IUMETUIICYIb(OKCULY; NOCTiIKEHO
BILJIMB JIOMIIIOK XOJIECTEPUHY Ta MEJIATOHIHY Ha CTPYKTYPY Ta BJACTUBOCTI MOJ€JIbHOI JIiNiiHOI MeMOpaHy,
BM3HAYEHO TEMIIEPATYPHY 3aJIeKHICTh MaplialbHUX MOJISIPHUX 00'€MiB BOTHUX PO3YMHIB COJIeil Tpu
HECKiHY€HHOMY PO3BEEHHI Ta BUBUEHO iXHi €eHEPTeTUYHi, TEpPMOINHAMIYHI Ta CIIEKTPaJIbHI XapaKTEPUCTUKU.
MeTo10 po6OTH € BU3HaY€HHS BILVIUBY MOJIEKYJISIPHOTO OTOYEHHSI Ha CTPYKTYPY Ta BJAACTUBOCTI CUCTEM 3

Mi)KMOJIeKy.T[HpHI/IM BOIJHEBUM 3B’I3KOM Ta HOro HpOﬂBiB Y KOJIMBaJIbHUX CIIEKTPAX.

2. Through a combination of infrared (IR) absorption and Raman methods, the method of low-temperature matrix
isolation and quantum-chemical calculations, as well as the method of density measurements, the influence of the



environment on the structure of methanol clusters, the conformational composition of propanol in the gaseous
state and in the low-temperature argon matrix was analyzed; intermolecular interaction in dimethyl sulfoxide
(DMSO) and its manifestation in vibrational spectra; temperature dependence of partial molar volumes of aqueous
solutions of salts and their ions at infinite dilution and their energetic, thermodynamic and spectral characteristics
were studied. The influence of low-temperature argon matrix on the structure and dynamics of clusters of one-
atom alcohols embedded in it has been investigated using computer modeling methods.
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BRXJIMBUX IPOGJIEM PO3BUTKY HAYKOBO-TEXHIYHOIO, COLIiaJIbHO-€KOHOMIUHOr0, CyCHiIbHO-TIOJIiTUYHOTO,
JIIOJICBKOTO MIOTEHLiaNy 1151 3a0€3Me4€eHHSI KOHKYPEHTOCIIPOMOXKHOCTI YKPAiHU y CBiTi Ta CTAJIOTO PO3BUTKY
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