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V. BimomocTi npo gucepraniio
Moga guceprariii:
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Tema guceprauii:
1. BB MOJIEKYJI PO3YMHEHOI PEYOBUHY HA CTPYKTYPY Ta TEPMOJMHAMIYHI BJIaCTUBOCTI BOIU.

2. The influence of the molecules of the soluted substance on the structure and thermodynamical properties of

water.

Pedepar:

1. Incepraliito NpUCBsY€HO BU3HAYEHHIO BIUIMBY MOJISIPHOCTI Ta Oy10BM MOJIEKYJI PO3YMHEHO] Y BOZi PEYOBMHU Ha
3MiHy CTPYKTYPH iX GJIMKHBOTO OTOYEHHS Ta TEPMOJMHAMIYHUX BJIACTUBOCTEN BOJHUX PO3UMHiB. BCTaHOBJIEHO, 1110
i3 36inbLIEHHSAM Pi3HULI 3HaY€Hb OUIIOJBHUX MOMEHTIB MOJIEKYJ PO3YMHEHOI pEUOBMHU i BOJY 301/IbIIYIOTHCS
3MiHM CTPYKTYPH OJIMDKHBOTO OTOUYEHHS BBEIEHOI MOJIEKYJIM. AHAJII3 pafianbHUX (PYHKLiN PO3MNOAiNy, €Heprii
MDKMOJIEKYJISIPHUX B3a€MO/Iil Ta YMCJIa HAMOIMIKYMX CYCifliB AJ1 BOAHOTO PO34MHY €TUJIOBOTO CIIUPTY NPU
Pi3HOMY BMICTi €TaHOJIy NO3BOJIMB BU3HAYUTH KOHLEHTPALlii, [IpU SIKAX YTBOPIOIOTHCA KjlacTepu: Ipu xet=0.22 m.1.
YTBOPIOIOTBCS KJIACTEPU 3 MOJIEKYJI €TaHOJy; IIpy Xet=0.75 M.[I. IOYMHAIOTh YTBOPIOBATHCD KJIACTEPU 3 MOJIEKYJI

BOJIM.



2. The thesis is devoted to the determination of the influence of the structure, po-la-ri-ty and concentration of the
soluted substance on the structure and energetics of aqueous solutions at temperature 300 K. It was found out
that the less polarity of the soluted molecule the stronger influence of that molecule on the change of the solution
hydrogen bond net. The analysis of the radial distribution functions, the energies of intermolecular interactions
and numbers of the nearest neighbours for the aqueous solution of ethanol at different concentrations has allowed
to determine the concentrations at which the clusters are formed in the solution: at xet=0.22 m.1. the clusters of
the ethanol molecules are formed; at xet=0.75 m.z. the clusters of the water molecules begin to form.
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