Table S1. Relevant interatomic distances for La/ZnTiOs surface.

Bond length (A)
Atoms 5 .
ZnTiO:s La/ZnTiO:s

O1-Ti8 1.68 1.69
02 -Till 1.68 1.69
O3 -Til4 1.68 1.69
O4 - Til7 1.69 1.78
O5 - Ti20 1.68 1.69
06 - Ti26 1.69 1.78
O7 - Ti29 1.68 1.69
08 - Ti23 1.69 1.78
09 - Ti32 1.68 1.69
010-Ti35 1.68 1.69
O11 -Ti2 1.68 1.68
012 - Ti5 1.68 1.69

Table S2. Bader's charge analysis of the optimized ZnTiOs and La/ZnTiOs surfaces.

ZnTiOs La/ZnTiOs Difference

No. Atom X Y z Charge (-e) Charge (-¢)  Charge (-¢)
1 @) 4.318 3.077 7.030 -1.116 -1.135 -0.019
2 @) 13.957 4.695 7.023 -1.115 -1.134 -0.019
3 @) 8.600 6.465 7.014 -1.115 -1.147 -0.032
4 @) 3.908 9.003 7.023 -1.114 -1.271 -0.157
5 @) 13.056 9.744 7.019 -1.112 -1.149 -0.037
6 @) 3.038 12.572 6.965 -1.114 -1.289 -0.176
7 @) 12.158 14.732 7.003 -1.114 -1.142 -0.028
8 @) 7.164 11.404 6.849 -1.113 -1.301 -0.188
9 @) 6.850 16.305 6.968 -1.113 -1.154 -0.041
10 @) 1.690 18.028 6.995 -1.115 -1.137 -0.022
11 @) 11.262 19.817 7.003 -1.113 -1.128 -0.015
12 @) 9.566 1.234 7.003 -1.114 -1.131 -0.017
13 @) 4.719 5.133 4.541 -1.327 -1.339 -0.012
14 @) 0.360 1.752 4.539 -1.327 -1.330 -0.003
15 @) 9.969 3.442 4.540 -1.328 -1.332 -0.004
16 @) 3.827 10.203 4.541 -1.326 -1.374 -0.049
17 @) -0.532 6.823 4.539 -1.327 -1.337 -0.010
18 @) 9.077 8.513 4.540 -1.327 -1.335 -0.008
19 @) 2.935 15.273 4.541 -1.327 -1.345 -0.018

20 @) -1.423 11.893 4.539 -1.327 -1.336 -0.010
21 @) 8.185 13.583 4.540 -1.325 -1.331 -0.006
22 @) 5.611 0.063 4.541 -1.328 -1.333 -0.004
23 @) -2.315 16.963 4.539 -1.326 -1.330 -0.004
24 @) 7.294 18.653 4.540 -1.328 -1.332 -0.004
25 @) 10.765 6.091 4.665 -1.321 -1.327 -0.006
26 @) 6.407 2.710 4.665 -1.321 -1.326 -0.005
27 @) 1.157 4.400 4.665 -1.321 -1.328 -0.007
28 @) 11.656 1.021 4.665 -1.320 -1.324 -0.004
29 @) 5.515 7.780 4.665 -1.321 -1.326 -0.005
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