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As| As]| Se| Sejl Selll
28 | 0.2 |0.0 | 27 }0.3 0.0 15 }|0.2 {-0.3 1.7 |]0.0 J 05 |24 |-0.1 [O.1
-0.5 | 1.1 |05 |06 | 1.2 |04 0.1 |-0.3 |0.0 0.1 |-1.1 | 0.0 |0.1 |09 |0.2
-0.5 |-0.3 | 25 0.6 | 0.2 2.3 0.2 | 0.1 1.7 0.2 }0.3 1.7 |-0.1 |-0.1 1.4
2.12 2.04 -1.15 -1.49 -1.52
AsoTes
Asl Asll Tel Tell Telll
32 100 |29 |08 |00 |17 |24 |00 |17 00 |00 1.7 |-1.6 |00 |1.1
0.0 |9.1 0.0 |0.0 | 6.2 | 0.0 0.0 |-4.0 10.0 | 0.0 }6.0 0.0 | 0.0 |-5.3 | 0.0
-0.8 1] 0.0 | 6.3 ]0.7 |00 |4.1 0.6 |00 |28 |09 ]| 0.0 |46 | 0.4 | 0.0 |-3.0
6.18 3.69 -3.07 -3.53 -3.29

1 P. Giannozzi, S.de Gironcoli, A.D.Corso and S. Baroni , Rev.Mod.Phys.,73(2001)515
2 R.D.King-Smith and David Vanderbilt, Phys.Rev.B 47(1993)1651

3 R. Stumpf and M. Scheffler , Computer Physics Communication 79(1994)447




