Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2015

Supplementary Information

NO adsorption and diffusion on hydroxylated
rutile TiO,(110)

Yan-Yan Yu 9, Ulrike Diebold ®, Xue-Qing Gong %"

a Key Laboratory for Advanced Materials, Centre for Computational Chemistry and
Research Institute of Industrial Catalysis, East China University of Science and

Technology, 130 Meilong Road, Shanghai 200237, People’s Republic of China

b Institute of Applied Physics, Vienna University of Technology, Wiedner Hauptstrasse

8-10/134, 1040 Vienna, Austria

*Corresponding Author: xgong@ecust.edu.cn Tel: +86 21-64251101



mailto:xgong@ecust.edu.cn

A

(a) PP P P

o L] (-] (] L] (]
)00000000000
aooogooooooo
>o§ooooooooo

(d)»oooooooooo
AE=0.14 eV

e ©© © o o o
00000000000
$ $ 8 8 3 ¢
YOO HO®0®0®QC
e & o ¢ ¢ ¢
D000DO0000000C
e © e o o o
- e oo o o o
b)) ®@0®O0®O0®0®0O
AE=0
>60606060606
;oooqooooooc
>ooooooo@ooo

(e) OOOOOOOOOO
AE=0.15 eV

o -] o -] -] <
20000000000¢
"] 9 g ]

L] : = o <
D?Q?.Q"?O0.0.(

9 (- ] (-] Q [+ {
o (-] (-] L] (-] [
(BY YsY YoX Yo¥ Yo1 X¢
AE=0.14 eV
-] -] -] [-] [-] -]
DOOOOOOOOOOO
0

nooo¢ooooooo
aooooooooo@o

(f) lOOOOOOOOOO
AE=0.15 eV

Fig. S1 Calculated structures of (a) the hydroxylated rutile TiO,(110) surface and (b)-
(f) the corresponding contour diagrams of the excess electron being localized at
different Ti atoms in the subsurface (b) or on the surface (c-f).
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Fig. S2 Calculated total density of states of (a) NO adsorbed on the hydroxylated
rutile TiO,(110) surface, and (b) partial density of states of adsorbed NO.
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Fig. S3 Calculated energy profile of NO diffusion through Pathway lIl.



