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ImenTudikarop ROR: He zacrocoyerbcs



I11. BimomMocTi mpo opranizariiio, e Big0OyBcsl 3aXHCT

IIIndp cneuniasnizoBaHoi BY€HOI pasau (pa30Boi cIieniaizoBaHOil BYUEHOI pasu). [l 64.051.14
IToBHe HaiMEeHYBaHHSI IOPHUAHUYHOI 0COOM: XapKiBChbKMil HALOHATIBHNIA YHiBepcuTeT imMeni B.H. Kapasina
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Cdepa ynpaBiriHHS: MiHicTepCTBO OCBITH i HayKK YKpaiHu

InenTudikarop ROR: He zacrocosyerscs

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

IloBHEe HaliMEeHYBaHHS IOPUAHYHOL 0COO0H: J[HINMpONeTPOBCHKMI Hal[iOHAJILHUIA YHiBepcuTeT iMmeni Oecs

l'oHuapa

Kopg, 3a €IIPIIOY: 02066747
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dopma By1acHoCTI:
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InenTudikarop ROR: He zacrocosyerscs

V. BimomocTi npo guceprauiio

Mosga guceprarii:

Koau TemaTHYHHUX pyOpHK: 31.21.01

Tema gucepranii:

1. EnexTpoHHa CTPYKTypa i MarHiTHe eKpaHyBaHHS S7ep MOJIEKYJI €[IOKCUTiB Ta osediHiB aJilUKIiYHOTO PALy

2. The electronic structure and nuclear magnetic shielding of molecules of alicyclic epoxides and olefins

Pedepar:

1. O6'eKT - enokcuau Ta osediHy aIilUKIIYHOIO psAy; MeTa - OTPMMAaHHS HOBUX JAHUX IIPO CTPYKTYPY, PO3MOALTN
I'yCTUHM €JIEKTPOHIB, MarHiTHi BJIaCTUBOCTI €MIOKCUIIB Ta 0J1€(PiHiB ailIMKIIYHOIO psAy 3a JOIOMOTOI0
TEOPETUYHUX METOZIB. MeToau - 17151 pO3paxyHKy XBUJIbOBOI (PyHKIii BUKOpUcTaHi HabamkeHHs XapTpi-Doka,
Mrionnepa-Ilneccera npyroro nopsaky i Metog, ¢pyHkuioHana ryctuu (pyHkuionanu PBEIPBE i B3LYP); Bennuunu
XiMIYHMX 3CYBiB pO3pax0BaHi METOAMU "TPaJlieHTHO-iHBapiaHTHUX aTOMHUX opbiTaneil” i "6e3nepepBHOro psagy
TpaHc@oOpMalill 10Y9aTKy BilJIiKy"; BIUIMB PO3UYMHHYKA BPAXOBAHUI METOJOM KOHTMHYYMA, IO MOJISIPA3YETHCS.
HoBusHa - po3po6sieH0 HOBi HabOpY aTOMHUX 6a3uCHUX (PYHKLiN. BcTaHOBIEHO 3aKOHOMIPHOCTI 3aJ1€KHOCTI
BEJINYMH XiMIUYHUX 3CYBIB aJli- i alJUKJIIYHUX €IOKCUZIB i osediHiB Bif CTPyKTYpH MoJiekyau. CTymniHb
BIIPOBAPKEHHS - Pe3yJIbTaTU POOOTU BUKOPUCTOBYIOTBCS /1 aHaJi3y ClIeKTPiB SIMP enoKcuaHux CroJyk, sKi
CHHTE3YyI0ThCs Ha Kadenpi opranivyHoi ximii JHY B pamkax gepKO0KeTHOI HayKOBOi TEMATHUKHU, a TAKOXK Y

HaB4asIbHOMY Ipoueci [JHY npu BUuKknafaHHi crienjabHUX TUCUMIIIIH Ha Kadeapax opraHiqyHoi Ta QpisnyHoi Ximii.



2. The object is alicyclic epoxides and olefins; the aim to obtain new data about the structures, electron
distributions, magnetic properties of alicyclic epoxides and olefins using theoretical methods. The Hartree-Foka,
Mollera-Plesseta second level and density functional theory (PBEIPBE and B3LYP functionals) are methods for
calculation of wave function; "gauge independent atomic orbital" and "continue set gauge transformation” are
methods for calculation of the values of chemical shifts; the polarisation continue method is method for acount of
solution effects. The new approach is development the new atomic basis sets. The regularity in change of chemical
shifts of alicyclic epoxides and olefins on molecular structure have been established. Degree of application - the
results the work use in analysis of NMR spectra of epoxidic compounds, which have been obtained at the organic
chemistry department of DNU in the fild of state scientific themes, as well as in the special courses at the organic
and physical chemistry departments of DNU.
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VII. BizomocTi npo odiliiHUX OTIOHEHTIB Ta pelleH3€eHTiB
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PeuenseHTn

VIII. 3ak1104Hi BiZOMOCTI
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BignoBigasibHuUI 3a MiATOTOBKY
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