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Electronic Energy and frequencies for formation of interface vacancy on Au,/TiO, system.

The data could be used to reproduce the results using our papers as cited in the article.
electronic energy is in kd/mol

Stoichiometric Au,/TiO, Reduced Au,[TiO,
Electronic Energy -4550681.45 Electronic Energy -4508473.57
Frequencies Frequencies
[cm-1] [THZ] [cm-1] [THZ]

1 0.39 0.0118 1 11.06 0.3314
2 9.6 0.2877 2 21.63 0.6484
3 33.48 1.0036 3 34.53 1.0352
4 54 1.619 4 75.28 2.2568
5 65.51 1.9639 5 92.83 2.7829
6 71.02 2.1291 6 96.67 2.898
7 99.6 2.986 7 119.13 3.5716
8 131.22 3.9337 8 146.76 4.3997
9 148.23 4.4438 9 172.8 5.1804
10 229.1 6.8683 10 231.6 6.9433
11 269.01 8.0647 11 237.51 7.1203
12 285.97 8.5732 12 244 7.315
13 293.13 8.7877 13 258.59 7.7523
14 304.95 9.142 14 264.63 7.9335
15 316.05 9.475 15 277.01 8.3047
16 319.94 9.5915 16 288.07 8.6361
17 328.32 9.8428 17 321.87 9.6494
18 335.3 10.052 18 331.72 9.9446
19 336.79 10.0966 19 340.22 10.1996
20 343.23 10.2898 20 348.79 10.4564
21 345.03 10.3438 21 365.94 10.9707
22 352.85 10.5781 22 380.22 11.3988
23 360.24 10.7996 23 385.45 11.5554
24 368.18 11.0379 24 395.98 11.8712
25 378.44 11.3455 25 403.24 12.0887
26 380.89 11.4188 26 425.48 12.7557
27 394.59 11.8294 27 433.53 12.9968
28 395.62 11.8605 28 442.52 13.2664
29 417.3 12.5104 29 482.84 14.4752
30 423.12 12.6848 30 486.35 14.5803
31 426.65 12.7907 31 493.1 14.7828
32 457.96 13.7292 32 503.54 15.0957
33 460.22 13.7969 33 508.34 15.2396
34 462.64 13.8695 34 520.2 15.5952
35 472.78 14.1735 35 529.51 15.8743
36 483.31 14.4893 36 532.33 15.9588
37 496.43 14.8826 37 702.11 21.0487
38 512.54 15.3655 38 707.15 21.1999
39 567.3 17.0072 39 726.09 21.7676
40 576.96 17.2968 40 737.23 22.1015
41 588.72 17.6493 41 748.04 22.4258
42 589.74 17.6799 42 769.48 23.0686
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