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1. DopmyBaHH4 nifgcucrtemMu 1edeKTiB CTPYKTYPH i e1eKTPUYHI BJaCTUBOCT] IIJIiBOK crioJyk IV-VI.

2. Formation of defects subsystem and electrical properties of IV-VI compounds films.

Pedepar:

1. Inceprauis npucBg4YeHa JOCTIIPKEHHIO (POPMYBaHHS HifcucTeMu AedeKTiB CTPYKTYpH MiJ] YaC BUPOLLyBaHHS,
JIETyBaHH4, OIIPOMiHEHHS, TEPMIYHOTO Bifmaiy Ta ii BIJIMBY Ha €JIEKTPUYHI BJIACTUBOCTI TOHKUX
HaMiBIPOBiIHUKOBUX IJIIBOK criosyk IV-VI 3i crpykrypoto Tuny NaCl ekcriepuMeHTaabHUMHU, TEOPETUYHNMU i
METOJaMU KOMIT'IOTEPHOTO MOZEIOBAHHS MPOLECiB. [I7151 MOENII0BaHHS METOLOM MOJIEKYJISIPHOL AMHAMIKA
KPUCTAaJiB i iX gedeKTHOi miicucTeMy OAHO3HAYHO BUGPAHO MOTEHIIiOHAJ Mi’)KaTOMHOI B3a€MOIii 3 BUKOPUCTAHHIM
3aMpOIIOHOBAHOrO 6€3p03MipHOro NapameTpy. BcTaHOBIEHO, 0 KylacTepy 6iHAPHOI CIIOJIYKU 3 TPOTUIIEXKHO
3apsIPKEeHMMU HoHaMU HabyBaloTh CTpyKTypu Tumy NaCl. Po3paxoBaHo piBHOBaroBi KOHIEHTpallii fe@eKTiB B
niBkax PbSe, Pbl-xSnxTe, PbTe: In i PbTe: Ga 3a anpiopHHMHU CTalMMU PiBHOBAry KBa3iXiMiuHMX peakii, B3ITUX 3

30HHOI Teopii. B paMKax MOJieJli 3aXOIJIEHHS] PYXJIMBUX Mi’KBY3JIOBUX aTOMIB Ha ITACTKU MOSCHEHO 3aJI€KHOCTI



€JIEKTPUYHUX BJIACTMBOCTEN Bif|, (pJII0€HCA B ~ONPOMiHEHUX NOJIIKPUCTAJIIYHUX IJIiBKax p-PbSe, nocuigxeHno
TeMIIepaTypHi 3aJIeXKHOCTI eJIETPUYHUX BJIaCTUBOCTEN OIIPOMiHEHNX MOHOKPUCTaIIYHUX IIiBOK N-PbSe. V
HabIMXeHHi Teopii KiHeTUKM KBa3iXiMiYHUX peakilill BU3HAaYeHi XapakTepHi 4yac i eHeprii akTuBallii npotecis
Mirpauii fedeKTiB mif, yac i30TepMidyHOro BifNaay Ha NOBITPi B MOJIKpUCTaNiYHUX IliBKax n-PbTe. Ha ocHOBI
n1Qys3iiiHOI KiHeTUKY MOSICHEHA HEOJHOPIIHICTb PO3MOAiNy KOHLIEHTpalii AedeKTiB B i30TePMiYHO BiANaneHux y
BakyyMi mtiBkax p-PbS. [l7151 06rpyHTYBaHHS po3MipHUX €(eKTiB 3alIpOIIOHOBAHO MOJIeJIb IJTiBKY 3 PO3NOIiIeHUMU
napaMeTpamu. MeToioM KJIITKOBUX aBTOMATiB 3MO/J1€JIbOBAHO i JOCIIIKEHO IIpoLecu POPMyBaHHS TIOBEPXHEBUX

OCTPIBLB 3 (PPAKTATBHOIO MEXKEIO

2. The dissertation is devoted to complex investigations of defects subsystem formation and electrical properties
of films on the basis of IV-VI compounds. The kinetics of unstable crystal defects on the growth, annealing or by
radiation influences is investigated both experimental, theoretical methods and the computer simulation of
processes.To study the structural and energetical parameters of the crystal and its defect subsystem by molecular
- dynamics simulations it is necessary to define the interaction potentials and interacting structural particles. It is
proposed the parameter K to determine the model of the potential - particle to investigate lead and tin
chalcogenide crystals with the structure of NaCl. This parameter is calculated using the experimental data what
are the nearest - neighbour distance, the lattice energy and the bulk modulus. The influence of the central
interatomic potential on formation of the stable structure: NaCl and BaF2 have been investigated. The type of
structures produced depends on the charge of ions
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