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Density Function Theory of Thermodynamic Propertie
s for LiD Crystal Under High Temperature and Pressure
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Abstract Density function theory was presented in the CASTEP to calculate the relation bet
ween the energy and volume of LiD. The thermodynamic properties of LiD were studied for p
ressure up to 100 GPa and temperature up to 2 000 K, including the dependences of the ther
mal expansion coefficient a with pressure and temperature, the variation of the bulk modulus B
o On temperature, and the dependences of the heat capacity C,, on pressure and temperatur

e. The thermodynamic properties of LiD under high pressure and temperature were predicted.

Key words density function
DO

theory thermodynamic property LiD crysta

AXAE R

¥ Supporting info

¢ [PDF4>7](424KB)
¥ [HTML 4> 5] (OKB)
v 225 3R

Mk 55 5 % 5

P IEASCHER A R
HRAE B
PAATI A CREED RIS 1
HHR S

WA AR RS
- Bk

- Bkt

HIREE




