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Figures

GS Isomer I Isomer II

D4h 281 / C2v 415 / C2v

C2v 162 / C2v 201 / C3v

C2v 19 / D2h 134 / Cs

C3v 271 / Cs 312 / C1

Td 445 / Cs 525 / C1

GS Isomer I Isomer II

Au8

Au Ag7 1

Au Ag6 2

Au Ag4 4

Au Ag5 3

Au Ag3 5

C3v 270 / C2v 296 / Cs

Au Ag2 6

C2v 175 / C2 237 / Cs

Au Ag1 7

C3v 106 / Cs 113 / Cs

Ag8

Td 22 / D2d 150 / C2v

Fig. S 1: The three lowest lying isomers after reoptimization with QE. For all isomers the point

group and for higher lying isomers the energy difference in meV with respect to the GS is given.
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Fig. S 2: The three lowest lying 2D isomers after reoptimization with QE. Below each isomer the

energy difference to the GS is given in meV.
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Fig. S 3: The Bader charges are given for all non-symmetry equivalent atoms for some pure and

doped GS isomers in atomic units.
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