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Tablel The experimental (upon in the second line) and computational value (down in the second ling). The symboals,

lied down in thefirg line, denote the unit.

ao(nm) Ec(eV) E,(eV) C11(10™Pa) Cr2(10™Pa) Cas(10™Pa) 011(10™ Pa)
0.33013° 8.089° 3.30° 2.62¢ 1. 56 0. 826¢ 0.0°
8. 090 3.297 2.904 1.519 0. 826 4.0E- 8
a, b, c, d: denote the data extracted from ref. [20] , ref[21] , ref[22] ,and ref. [23] , repectivey.
e:denotes the data as the theoreticd vaue.
2 Ta
Table 2 The parameters of many-body potential of Ta metal

Ra Ra Rag Ras Ras Ras Ry Rz

1.4142 1. 25598 1.1582 1.0 0. 948823 0. 86603 1. 4142 1.0

Al Az A3 A4 A5 As Bl B2
0. 88555 - 24.1179 69. 4171 2.06413 - 49. 0399 96. 4892 52. 4888 18. 1646
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The Ta energy as a function of the lattice
congant. a, = 0.33013 nm is the lattice
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Fig.3 The cohesve energy as afunction of a; and a, of

the lattice constant for Ta metal. ap is the same
asthat in Fig. 2, and the energy unit iseV.
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