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4P ar 4P * B
o 0.92 2.63 5.81 X
0.90 2.58 5. 80 31
Cu
5 0.375 2.63 5.44 151
0.580 2.33 5.59 1161
e 0.83 2.90 5.78 A
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S 0.755 3.04 4,11 [15]
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B —~183.66 | —95.58 —18.52 —43.46 —6.72
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CALCULATIONS OF ELASTIC CONSTANTS OF NOBLE
METALES WITH PSEUDOPOTENTIAL METHOD

Li Shushan
(Institute of Mechanics, Academia Sinica)

Abstract

The third order elastic constants and the pressure derivatives of the second order
elastic constants of noble metals (Cu, Ag and Au) at O K are calculated using the
mode]l pseudopotential and the overlap energy of noble metals proposed by us in the
paper [1]. Five undetermined parameters are determined by experimental daia of the
total energy, three second order elastic constants and the lattice constant of the erystal
at O K and zero pressure. The comparisons between theoretical calculations and ex-
periments show that the present calculated results for gold are closer to the experi-
mental data than those of the other authors,



