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OcBiTHBO-HayKOBa Mporpama 3i creniaJbHOCTI: He 3acTocoByeTbCs
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I11. BimomMocTi mpo opranizariiio, e Big0OyBcsl 3aXHCT
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IV. BimomocTi Ipo niznpueMcTBO, YCTaHOBY, OpraHi3alliio, B sIKi# 0yJ10

BHKOHAHO JHCEPTaIlilo

IloBHEe HaliMEeHYBaHHS IOPUAHYHOL 0CO0H: UepHiBellbKuil HalliOHa/IbHUIA yHiIBEpCUTET iMeHi FOpis
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InenTudikarop ROR: He zacrocosyerscs

V. BimomocTi npo guceprauiio
Mosga guceprarii:
Koau TemaTHyHHUX pyOpHK: 29.19.31

Tema gucepranii:
1. CunoBi Ta CTPYKTYPHO-€HEPreTUYHi 0COOJIMBOCTI XiMiYHOTO 3B'SI3Ky KPUCTaJIiB HAa OCHOBI Fe, Se, Te

2. Force and structure-energetical peculiarities of the chemical bond of Fe, Se, Te based crystals

Pedepar:

1. Inceprarnist NpUCBsYeHa AOCIIIPKEHHIO CUJIOBUX Ta CTPYKTYPHO-€HEPreTUYHUX OCOOIUBOCTEN XiMiYHOTO 3B'3KY
KpucraJiB Ha OCHOBI Fe, Se, Te meTogamu Teopii XiMiYHOTO 3B'S13KY, TEOPIi IPYKHOCTI, MIKPOCKOIIIYHOI Teopii Ta
PO3B's13aHHS 00€PHEHNUX 33]1a4 TeOopil MPY>KHOCTI Ta TepMoAUHaMiKA. OTpUMaHi aHaIiTUYHI BUPa3U 118
HeeKBiBaJIeHTHUX TiOpUAHUX OpbiTajiel], iXx CUIOBUX Ta eHePreTUYHUX XapaKTepucTUk. Po3paxoBaHi koedillieHTu
IIPY>KHOCTI Ta XxapaKTepPUCTHUYHI YacToTH XiMiuHUX 3B's13KiB Te, Se, Fe ta FeSel-xTex (O<=x<=1). BusinieHa ToHKa
CTPYKTypa IJIaBJI€HHS Ta KpUcTanisauii. OTprMaHi pe3ybTaTy Jajau 3MOTY 3allpONIOHYBAaTH OPUTiHAJIbHY
TexHOJOTilo cuHTe3y FeSe, FeTe Ta TBepaux po3unHis FeSel-xTex, sKi XapaKTe€pU3YIOTbCSI 3pDOCTAHHSM SIKiICHUX
[OKA3HUKIB BKa3aHUX MOHOKPHCTAJIIB.

2. The thesis is dedicated to investigation force and structure-energetical peculiarities of the chemical bond of Fe,
Se, Te based crystals by the methods of chemical bonding theory, elasticity, microscopic theory and solving
inverse problems in elasticity and thermodynamics. The analytic expressions for the non-equivalent hybrid



orbitals, their force and energy characteristics are obtained. Coefficients of elasticity and characteristic
frequencies of chemical bonds of Te, Se, Fe and FeSel-xTex (0<=x<=1) were calculated. Fine structure of melting
and crystallization was revealed. Obtained results allowed to propose an original synthesis technology of FeSe,
FeTe and FeSel-xTex solid solutions, which are characterized by increasing qualitative indicators.
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Cdepa ynpassriHHS:

InenTudikarop ROR: He zacrocosyerscs

Penensentu

VIII. 3aKkJII04Hi BiZoOMOCTi
BsiacHe IIpi3Buie Im'sa ITo-6aTbKOBI

TOJIOBH pajgu

BaacHe IlpizBuiie Im's ITo-6aTbKOBI

rOJIOBYIOYOTO Ha 3acCifiaHHi

BignoBigasbHUMH 3a HiATOTOBKY

00JIiKOBUX JOKYMEHTIB

PeecTpartop

Menbanyyk Cremnan BacuiboBud

Menbanyyk Crenan BacunboBuy



KepiBuuk Bigginy YKpIHTEI wo e
BiZITIOBiZaIBHUM 3a peecTpallilo HayKoBoi IOpuenko T.A.

JisiIbHOCTI




