Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2014

Supporting Information

for

Retarded Dopant Diffusion by Moderated

Dopant-Dopant Interactions in Si Nanowires

Jongseob Kim® and Ki-Ha Hong™

a Samsung Advanced Institute of Technology, Samsung Electronics Co., Ltd. Mt. 14-1,

Nongseo-Dong, Giheung-Gu, Yongin-Si, Gyeonggi-Do 446-712, Korea.

b Department of Materials Science and Engineering, Hanbat National University, 125

Dongseo-daero, Yuseong-Gu, Daejeon, 305-719 Korea.

Email: kiha.hong@hanbat.ac.kr



S

@© 110F

>

o2

Q 405t

|

£

o 1.00F .

LL ./\
1 2 3 4

# of Unit Cell

Fig. S1. Formation energy changes with the number of unit cell along axial direction for 2.5
nm [110] SINWs.
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Fig. S2. Atomic configurations when the 2 B are located at (a) Cen-Cen (Center and Center),
(b) Cen-SS (Center and Sub-surface), and (c) SS-SS (2 Sub-surface sites). (d) The 3 B exist at
SS-SS-SS (3Sub-surface sites). Boron atoms are represented with pink ball.
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Fig. S3. The charge density profile of valence band maximum of the nearest 2 B case (B is at
al in Fig. 1b) shows different correlation with that of the farthest 2 B case (B is at a3 in Fig.
1b)
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Fig. S4. Si slab structure used for the formation energy calculation.



