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ELECTRONIC SUPPLEMENTARY INFORMATION

Table S1. BE of impurity atoms in symmetric positions on a Ni4 cluster. Structuresin bold
are reported in the text, while the other structures do not correspond to local minima. For
notation of the structures see Fig. S1.

Complex BE (kJmol)

H @] C
(Ma-X)Nig/ Ty 76 198 516
(?-X)Nia/Csy 207 320 363
(Ma-X)Nia/Cay 98 324 593
(M3-X)Nis/Cay 250 430 629
(Ma-X)Nia/Cyy - 359 640
(U-X)Nig/Cyy 286 455 -
(Ma-X)Nia/Dgp 161 267 610
(Ma-X)Nig/Cay 161 279 610

(1a-X)Nig/Ca-pl - 383 628




A A A

a) (Hg-X)Nig/Ty b) (n-X)Nig/Ca, C) (g-X)Nig/Cgy
d) (n3-X)Nig/Cs, e) (La-X)Niy/Coy f) (L-X)Nis/Co,
) (Ha-X)Nis/Dyp, h) (Wa-X)Nig/Ca, i) (Lg-X)Nig/Cqy-pl
Figure S1

Initial structures for search of the location of the impurity atoms on the clusters.
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Density of states (DOS) for bare NiJ/Cy,

Energy (eV)
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Figure S3
Density of states (DOS) for (p-H)Nia/Co(5).
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Figure 4
Density of states (DOS) for (p-O)Nia/Coy.
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Figure S5

Density of states (DOS) for (ps-C)Niy/Cyy.



