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Pedepar:

1. ocnigpKkeHHs eIeKTPUYHUX Ta ONTUYHUX BIACTUBOCTEN 103BOJINJIO BU3HA-YUTHU MEXaHi3MU peJlakcaliiiHux
SIBULL i BCTAHOBUTU NIPUPOAY Ne(EeKTIB PelIiTKY y KpUCTanax HaTpiii-6icmyToBoro tutaHaty Na0,5Bi0,5TiO3 (NBT) i
TBepuX po3uu-Hax Na0,5Bi0,5TiO3-BaTiO3. InTeHCHBHY JjiesleKTpUYHY aHOMaJlio [IOB'sI3aHO 3 IIPO-LiecaMu
00'€eMHO-3ap410BOi [10J1sIpU3allii Ha rpaHuLSIX NOJISIPHUX HAaHOOO 1acTel 110-6/113y epexoly 3 TeTParoHaJIbHO]
napadasu 1o pomboenpruyHoi cernetodasu. EnekTponposinHicTs kpucTtaniB NBT Mae 3Mimanuii ioHHO-
€JIEKTPOHHUM xapakrep. [Iponecyu enekTpuyHOI nossipusaii i nepeHeceHHs 3apsay 00yMOBIIeHI pyxoM Ba-KaHCii
KUCHIO ¥ Mirpallielo eJIeKTPOHIB 110 PeryysipHUX ioHax TuTaHy. ONTHYHE NO-TJIMHAHHS Ta (POTOJIOMIHECLIeHII st
BM3HAYAIOTHCS €JIEKTPOHHUMU NlepexofamMu B io-Hax Ti3+, po3TallloBaHUX Y CLIOTBOPEHUX KUCHEBUX OKTaeIpax.
TepmiuHa 06po6Ka LO3BOJIsIE KEPYBATHU €JIEKTPUYHUMU Ta ONTUYHMMU BIACTUBOCTSIMU. OTpUMaHi JaHi

IIOTJIMOJIIOIOTH YSIBJIEHHSI IIPO 3B'I30K MiX 1e(EeKTHOIO CTPYKTYPOIO Ta Pi3nYHMMU BJIACTUBOCTIMU KpucTanis NBT,
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2. The performed study addresses the critical need for environmentally benign functional materials. The central
focus of the work is to understand the profound impact of proper defects on the material's functional properties.
Sodium-bismuth titanate Na0,5Bi0,5TiO3 (NBT) and its solid solutions Na0,5Bi0,5TiO3-BaTiO3 (NBT-BT) are
considered as the promising eco-friendly can-didates for replacing lead-based PbZrxTil-xO3 ceramics in piezo-
technics. Study of NBT and NBT-BT electrical and optical properties made it possible to establish the mechanisms
of relaxation phenomena and identify the nature of proper lattice de-fects. To achieve this, the temperature-
frequency dependences of dielectric permit-tivity, electrical conductivity and impedance, alongside optical
absorption and pho-toluminescence spectra were analyzed in NBT and NBT-BT single crystals and ce-ramics. A
key methodological approach was the use of heat treatment in both air and vacuum to control the concentration
of proper defects and establish a direct link be-tween the defect structure and the observed physical properties.
For the first time, it has been demonstrated that the intense dielectric anomaly observed near 700 K in NBT and
NBT-BT crystals is related to space-charge polar-ization at the boundaries of polar nanoregions near the
transition from the tetragonal paraelectric phase to the rhombohedral ferroelectric one. The pivotal role of oxygen
vacancies (VO) in this process was unequivocally proven: the anomaly was signifi-cantly suppressed by annealing
in air and substantially enhanced after annealing in vacuum. A novel model was proposed to describe this
relaxation anomaly, which, unlike standard models, additionally accounts for the thermal decay of polarizing
entities. The model combines the Cole-Cole formalism with a corresponding kinetic equation and allows for a
quantitative description of the experimental observations. This approach accurately predicts the dependence of
the dielectric permittivity tem-perature and frequency behavior on experimental conditions. The electrical
conductivity of NBT crystals was found to be of mixed ion-electron type. In as-grown single crystals, the sample's
bulk exhibits mixed conduc-tivity, while in the near-surface layer ionic transport dominates. The latter is at-
tributed to the movement of oxygen vacancies, while the electronic component is associated with electron
hopping through regular titanium ions (Ti3+). It was demon-strated that the dominant charge transport
mechanism can be controlled via thermal treatment. Annealing in air effectively "heals" oxygen vacancies,
suppressing the ionic component and transitioning the material to a state with predominantly elec-tronic
conductivity. It was established that the optical absorption and photoluminescence in NBT crystal are governed by
electronic transitions within Ti3+ ions. Two distinct types of optically active centers were identified: Ti3+ ions
within trigonally distorted oxygen octahedra and associated complexes (Ti3+-VO) within tetragonally distorted
octahe-dra. A direct correlation between the material's optical response and its dielectric prop-erties was found,
confirming their common origin in the defect subsystem. The results obtained in the dissertation deepen the
understanding of the intrin-sic defects nature and the mechanisms governing the "defect structure - physical
properties" relationship in NBT-based materials. The developed approaches for con-trolling the defect structure
via thermal treatment provide a practical pathway to op-timize the key electrical and optical properties of these
materials for their application in modern functional devices.
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