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Pedepar:

1. B mucepTauiiniil poboTi 3 BUKOPUCTAHHSIM KBAHTOBO-MEXaHIYHUX PO3PaxXyHKiB (Iporpamuuii kog, Wien2k.),
PEHTT€HOEJIEKTPOHHOI Ta PEHTI€HIBCbKOI €MiCiliHOI CIIEKTPOCKOIIil pO3p06JIeHa KOMILIEKCHA METOLOJIOTIS 1St
IOCJIiIKeHHsI eJIeKTPOHHOI CTPyKTypu okcuzis LnMeO3 (Ln=Y, La, Nd, Sm, Gd; Me= V, Ni). Orpumano iHdopmatiito
11po OyIOBY BaJIEHTHUX 30H i 30H NPOBiJHOCTI, PO POJIb CyOBaJIEHTHUX €JIEKTPOHHUX CTaHiB IpU (POpMyBaHHI
Mi’KaTOMHUX XiMiYHUX 3B'SI3KiB B JOCJIIIPKyBaHMX OKCUIAX. 3'COBaHi 3aps0Bi CTAaHU aTOMIB, 10 BXOAATH IO CKIIaAy
IOCJIiIKYBaHUX CIIOJIYK, Ta JOCJiKEHO BIINB OKPEMUX €JIEKTPOHHUX OO0JIOHOK aTOMIB HAa MEXaHi3M
3apspornepeHocy. JlociikeHa CrliHOBa MOJIIpU3allis €JIEKTPOHHUX CTaHIB Ta PO3IJISIHYTI MEXaHiI3MU YTBOPEHHS
MAarHiTHAX MOMEHTIB OKPEMUX aTOMIB i IX BKJIQjY B 3arajibHi MarHiTHi MOMEHTHU KOMIPOK, $IKi BiiTIOBiZIal0OTh

(hOpMyIbHUM OIUHULISIM OKCHUIIB.



2. A comprehensive methodology for studying the electronic structure of LnMeO3 oxides (Ln=Y, La, Nd, Sm, Gd;
Me=V, Ni) was developed in the actual dissertation using ab initio calculations (program code Wien2k.), X-ray
electron and X-ray emission spectroscopy. Information was obtained about the structure of valence bands and
conduction bands, about the role of subvalent electron states in the formation of interatomic chemical bonds for
the investigated oxides. The charge states of the atoms that make up the studied compounds were clarified, and
the influence of individual atoms electron shells on the charge transfer mechanism was investigated. The spin
polarization of electron states was discovered and considered formation mechanisms of magnetic moments in
individual atoms and their contribution to the total magnetic moments of the cell that correspond to oxide’s
formula units.
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