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2. Theoretical study of thermophysical properties of energetic materials under extreme conditions.

Pedepar:

1. Inceprarist npucBIY€Ha TEOPETUYHOMY JOCTIIHPKEHHIO TEMI0(i3MYHNX BIACTUBOCTEN PEUYOBUH, 30aTHUX
HAKOIWYYBaTH i MOTIM 3BIIbHITYU 3HAUYHY €HEPTiI0, @ TAKOX AOCJIIIPKEHHIO iX (Pa30BUX Jiarpam B eKCTPEMasIbHUX
ymoBax. OTpUMaHO TeOpPeTUYHE PiBHSIHHS CTaHy IJIs1 CUJIbHO aHFAPMOHIYHUX KPUCTAJIIB, [0 BPaxoBye 6iHapHi i

NOTPiiHI Kopessuii MiX 3MillleHHSIMU YaCTUHOK i OIMCYe iX BACTUBOCTI B 006J1aCTi BUCOKUX TEMIIEPATYP i TUCKIB

2. The thesis is devoted to theoretical study of thermal properties of substances accumulating and then releasing
considerable energy, and their phase diagrams at extreme conditions. A theoretical equation of state for strongly
anharmonic crystals, accounting for binary and ternary correlations between displacements of particles and
describing their properties at high temperatures and pressures is derived. The comparison of predicted properties
of the model Lennard-Jones crystal in a wide range of reduced temperatures with Monte Carlo simulation data
shows the accuracy of this theoretical equation of state.
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