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1. K-cTpyKTypa pilKux OZHOAQTOMHUX CIUPTIB 3 JAHNX KOJMBAJILHOI CIIEKTPOCKOITii

2. The V-structure of liquid monohydric alcohols from the data on vibrational spectroscopy

Pedepar:

1. Incepranifina po60Ta IPUCBIYEHA 3'ICYBaHHIO OCOOJIMBOCTEN CTPYKTYPH PiIKUX OGHOATOMHUX CIIMPTIB
(MeTaHoOJy Ta €TaHOJy), BUBHaYEHHIO (Pi3MYHMX MapaMeTpiB acoLiaTiB, [0 YTBOPIOIOTh 110 CTPYKTYPY, Ta XapaKkTepy
KOJIMBAJIbHOI peslakcalii B HUX. BUKOHaHO KBaHTOBO-XiMiYHE MOJEJIIOBAHHS aCOLiaTiB, [0 YTBOPIOIOTb CTPYKTYPY
piAKoro MeTaHoJly, pO3paxoBaHO iX ONTUMaJIbHY IIPOCTOPOBY OY/I0OBY, EHEPreTUYHI Ta €JIEKTPUYHI IapaMeTpH.
BusHaueHo, 0 CTPYKTypa PilKOro METaHOJy YTBOPEHA IEPEBAKHO LUKIIYHUMU TPUMEPAMU Ta TETPaAaMEPaMU.
BuBueHO 3MiHU B reoMeTpil MOJIEKYJI METAHOJIY, LII0 BUHUKAIOTb [IPY iX 00’€JHaHHI B KJIaCcTepH. 3'5ICOBAHO, 110
HaMOi/IbIIOro BIVIMBY 3a3HA€E IOBXXMHA BOJHEBOTO 3B's13Ky: BOHA HEYXUJIPHO 3MEHIIYEThCS i3 361/1b1IEHHSIM KiJIbKOCT]
MOJIEKYJI B acouiarti. JJociimKkeHo KOHTypu cmyr KP y MeTaHoJIi Ta €TaHOoJIi B TEMIIEPATYPHOMY [ialla30Hi iCHYBaHHS
KoHAeHcoBaHoi ¢a3zu (160 - 340 K). 3adikcoBaHo cTabinbHiCTh K-CTPYKTypH pifKuX OJHOATOMHUX CIIUPTIB B

IOCIIiIPKEHOMY [lialla3oHi TeMrneparyp. [IpoBeneHo KopesndniiHuii aHani3 crekrpiB KP MeTaHOy Ta po3paxoBaHO



Yyac KOJIMBaJIbHOI pesakcalii. O6IpyHTOBAHO TilloTe3y Mpo Te, M0 PO3UIMPEHHS KOJIMBAJIbHUX CMYT OOYMOBJIEHE

Iycoljaliielo BOJHeBUX 3B 513KiB MixK MOJIEKYJIaMU CITAPTY.

2. The work is devoted to the determining of the structure peculiarities of liquid monohydric alcohols (methanol
and ethanol), physical parameters of the clusters, which form this structure, and the character of vibrational
relaxation in these alcohols. Quantum-chemical calculations of the associates forming the structure of liquid
methanol were made. Their optimal space geometry, forming energy and electrical parameters were calculated. It
was determined, that the structure of liquid methanol is formed mainly by cyclic trimers and tetramers. The
changes in the molecule geometry of methanol, which occur at the molecular association, were studied. The
Raman profiles in methanol and ethanol were investigated in the temperature region of the condensed phase
existing (160 - 340 K). The dynamical stability of the structure of liquid monohydric alcohols in the investigated
temperature region was registered. The correlation analysis of the Raman spectra of methyl alcohol was made. The
time of vibrational relaxation was calculated. The broadening of the vibrational bands in the spectra of alcohols can
be explained by the process of hydrogen bond dissociation.
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