Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics.
This journal is © the Owner Societies 2017

Computational Insights into Crystal Plane Dependence of
Thermal Activity of Anion (C and N)-Substituted Titania
V. Sai Phani Kumar, Rahul Arya and Parag A. Deshpande*

Quantum and Molecular Engineering Laboratory, Department of Chemical Engineering, Indian

Institute of Technology Kharagpur, Kharagpur 721302, India.

Supporting Information

*Corresponding author: parag@che.iitkgp.ernet.in, Phone.: (4+91) 3222-283916.



T T T T T T T T T T T T T T T T
(a) Tio: (001)= | | (D) e —
TiO2 (100)== | & o T
2 TiO2 bulk == | @ Vo se—
% - Vo  ee—
E F
£ £
3 g
£ :
£
LLl.J.“.i 3
1 1 L J 1 L
15 16 17 1.8 19 2 21 22 23 15 16 17 1B 18 2 21 22 23
Ti-0 distance (A) Ti-x (x = 0/C) distance (A)
T T T T T T T T T T T T T T T T
(c) Vo (d) Vo
) Vowi 5 Vo.x
? Vo_\m ﬁ VO—XI
x Vo X Voo
£ £
o @
§ H
=
s s
-
£ £
S 2
15 16 17 18 19 2 21 22 23 15 16 17 18 18 2 21 22 23
Ti-x (x = 0IC) distance (A) Ti-x (x = 0/C) distance (A)
T T T T T T T T T T T LN B T T T
(e) Voux (f) (001) ===
i Voxv H (100) ==
b3
s Vo z (100) ==
5 g
|
g
3 3
2 2
| l
15 16 17 18 19 2 21 22 23 15 16 17 18 19 2 21 22 23
Ti-x (x = 0/C) distance (A) Ti-x (x = 0IC) distance (A)

Figure S1: Bond length distribution of (a) surface exposed (001), (100) planes and bulk TiO, (b)
Vo_1, Vo-11, Vo111 and Vo_yv sites (¢) Vo_v, Vo_vi, Vo—vir and Vo_vrr (d) Vo-ix, Vo-x,
VO—XI and VO—XII (e) VO—XIII; VO_X[V, VO—XV and VO—XVI conﬁgurations of TiOQ_Qsz bulk

and (f) surface exposed (001) and (100) planes of TiOy_5,C,.
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Figure S2: Bond length distribution of (a) Vo_r, Vo_11, Vo_rr and Vo_jy sites (b) Vo_v, Vo_vr,
Vo_vir and Vo_vrir (¢) Vo-rx, Vo-x, Vo-xr and Vo_xir (d) Vo_x111, Vo-x1v, Vo-xv and
Vo-xvr configurations of TiOy_3,Ng, bulk and (e) surface exposed (001) and (100) planes of
TiO2_3;Nag.



