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Wourtzite €33
(0) 200 * dU
€3 =635 + I
\Y/ de
0 3
ap(bohr) co/a, Ug €5 (C/m?) 633@ (C/m°) Z*” du/d€,
PHASE 5.8064 1.601 0.3820 161 -040 -266 -0.19
Ref. 58140 1.619 0.3800 1.46 -047 -270 -0.18
Exp. 58777 1.601 0.3820 155
e Ref.: Phys. Rev. B 56 (1997) R10024.
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(a) occupied (b) unoccupied

Si(001)-p(2x2)

1.
TDDFT, Hybrid functional, exact exchange
DFT+U
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NEB, Blue Moon, Meta-dynamics
3.PAW
PAW
4. (ASCOT)
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