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2. Thermodynamic properties of II-VI chalcogenide crystals: modeling and calculation

Pedepar:

1. 3anponoHoOBaHO Mol KlacTepiB nosniMopdHUx Mogudikaliil - Ky6iuHoro cdanepury i rekcaroHajabHOro
BIOPLUTY JIJI CTEXIOMETPUYHUX ifgeanbHux Kpuctanis 11-VI (ZnX, CdX; X=S,Se,Te). [IpoBeeHO 064nCIEHHS
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CTEXiOMETPUYHUX KPUCTAJIIB IMHK i KafgMill XaJbKOreHifiB. PO3paxoBaHO TeMIIepaTyPHi 3aJIE5KHOCTI TEMIIEPATYPU

Je6as TD i remneparypy ¢pa3oBoro nepexopny "cganepur-BIOPLUT".

2. Cluster models of polymorphic phases of cubic sphalerite and of hexagonal wurtzite for stoichiometric 1I-VI
(ZnX, CdX; X = S, Se, Te) crystals have been proposed. At the work were spent calculations of thermodynamic
parameters under normal conditions and were defined the analytical expressions of temperature dependences for
energy E, enthalpy H, Gibbs free energy G, entropy S for sphalerite phase of stoichiometric zinc and cadmium
chalcogenides crystals . Debye temperature TD as a function of temperature and temperature of phase transition



"sphalerite-wurtzite" have been defined.
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PeuenseHTu

VIII. 3ak1104Hi BiZOMOCTI

ByacHe IlpizBuie Im's ITo-6aThKOBI

TOJIOBH pajgu
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TOJIOBYIOYOTO Ha 3acimaHHi

BignoBigasbHuUI 3a MiATOTOBKY

00JIiIKOBHX JOKYMEHTIB

Peectpartop

Menbunuyk Crenan BacunboBuy

Menbanuyk Crenan Bacunbosuy
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