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CALCULATIONS OF THE EQUATIONS OF STATE FOR SOME
SIMPLE METALS WITH PSEUDOPOTENTIAL METHOD

[1 Suu-sgaN LN GUANG-HAL

(Institute of Mechanics, Academia Sinica)

ABSTRACT

A new method for the determination of the parameter in the pseudopotential of
the s‘mplified Heine-Abarenkov model is proposed, In the present method the values
of the parameter p. in the pseudopotential and the correction coefficient H for the
average value of electron-ion interaction energy are determined from the experimental
data of the bulk modulus and the lattice constant of the erystal at 0 K and 0 kbar.
The equations of state for eleven simple metals (Li, Na, K, Rb, Cs, Ca, Al Mg,
Zn, Si and Ge) are caleculated by means of this model potential and the second order
perturbation theory. The caleulated pressure-volume relations at 293K are compared
with the experimental data. The agreement for all metals is fairly good except Zn for
which the discrepancy between the different experimental data is relatively large.



