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A Surface Relaxation Model for Si thin film
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3. Surface relaxation model for Si(100)

surface relaxation modelS 7433}7] 913l Zast HY el YA} A= Tersoff potentialS o] &3+ &
A9 ALks o] &3t ARtEATE FAVE okt S BARE] A3 NVT GFE st xyHH
F7178 Az FHEPon o] JEgS Fo]7] ] 0.1KelA d{hv}?— Zastoith, AARALS ule
o2 FA4% surface relaxation modelS ¥ 1 AAISFATE UA o vie} o] (1x1) WP (2x1)EH
L Abo]gl surface relaxation A5 BHYS o4 = Iddt
(a) ideal (1x1) case (b) (2x1) case
Surface relaxation Surface Relaxatlon
# Layer 5
# Layer =
Z y \[
Z y 1 0.196 0.738
1 0.0985 0 2 -0.0174 0.658
2 | -0.0078 | 0 3 -0.1080 )
3 0.0027 0 /0.1080
4 -0.0069 0
4 0.0007 0 /0.0069
o 0 0 5 0 -0.0031

3 1 Surface relaxation model for Si(100) reconstruction.
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