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The coordinates of the optimized structures of the Co; substituted (111),
surface of the supercell.

Singlet

1 13 0 -0364074 6270984  1.001860

2 13 0 -1.753138 6179558 4.266303

3 13 0 -0489543 2077312 2216555

4 8 0 3475381 6255985 7.343605

5 8 0 -0912652 6263731  2.675479

6 8 0 0764546  2.074877  1.054831

7 8 0 2173519 2.041510  4.956176

8 8 0 -3.493839 3484917 7352525

9 8 0 3485127 0.643741  7.342224
10 8 0 -0.738527 0581694  3.049717
11 8 0 -0.762541 3573754 3.050748
12 8 0 0.798980  4.956949 1219079
13 8 0 0813486  7.566104 1219656
14 8 0 -2.198034  7.600110  5.152866
15 8 0 -2332374  4.805476  5.147954
16 13 0 2246079 6255539 1.056943
17 13 0 -2.607077  2.068123  6.737545
18 13 0 -1.011823  0.631092  4.910046
19 13 0 0727147 7769671  3.165404
20 13 0 0.694472 4765223 3.158753
21 13 0 -1.051052 3483719 4.907407
2 13 0 2329445 4823005  7.022192
23 13 0 2088509 3449631  1.043533
24 13 0 2088042 0.696262 1035748
25 13 0 2307795 7.675835  7.025258
26 8 0 3.319829  2.074534  1.115983
27 8 0 0424384 2.104156  5.032429
28 8 0 -0.934460 6249328 7.226793
29 8 0 1.870117 6255113 3.033896
30 8 0 3477917 4918278 0.983949
31 8 0 3.489891  7.581125  0.981059
32 8 0 0.283403  7.602355  4.885152
33 8 0 0.083904 5079125  4.834909
34 8 0 -1.027824 3355016  6.807388
35 8 0 -1.016397 0787038  6.817377
36 8 0 1937750 0.691531 2953311
37 8 0 1913148 3471972 2972349
38 13 0 0376990  2.078434  7.022456
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1.981300
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5.009477
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3.758851
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1.030912
4.000415
1.955830
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2.082449
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7.187695
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The coordinates of the optimized structures of the Ni; substituted (111),
surface of the supercell.

doublet
1 13 0 0.369276 6263354 1.009302
2 13 0 1711086 6237566  4.289740
3 13 0 0483123 2.071871  2.218409
4 8 0 3467122 6258414 7.330429
5 8 0 0.876312 6257383 2.697082
6 8 0 0.749025  2.071977  1.032887
7 8 0 2155718 2.064891  4.955453
8 8 0 3495280 3496085  7.328644
9 8 0 3492550 0.647117  7.328179
10 8 0 0.733873  0.576051  3.056464
11 8 0 0.741761  3.568967  3.054019
12 8 0 0.800207  4.955206  1.207712
13 8 0 0.806452  7.562647 1210982
14 8 0 2236161 7.644665 5147479
15 8 0 2271591 4.842890  5.145260
16 13 0 2241452 6255665  1.045166
17 13 0 2612565 2.072191  6.731973
18 13 0 -1.012550  0.638707  4.910274
19 13 0 0731282 7757590  3.166218
20 13 0 0715661  4.762044  3.158550
21 13 0 -1.023509  3.498004  4.907422
2 13 0 2317837 4.830097  7.014897
23 13 0 2.074058  3.450020  1.019670
24 13 0 2.074358  0.693455  1.019664
25 13 0 2309645 7.681731  7.017286
26 8 0 3303811 2.072188  1.089958
27 8 0 0449829  2.081702  5.042030
28 8 0 0.914348 6254163 7.211201
29 8 0 1.882161  6.255088  3.024066
30 8 0 3476621  4.921449  0.963440
31 8 0 3481805  7.584461  0.963355
32 8 0 0235200  7.538913  4.880898
33 8 0 0.179738  5.019418  4.863360
34 8 0 -1.021676 3358502 6.807521
35 8 0 -1.019755  0.788171  6.811556
36 8 0 1925462 0.690597  2.940588
37 8 0 1916384  3.461645  2.942468
38 13 0 0351564  2.074688  7.029593
39 13 0 1995775 2.074596  4.060462
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