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Fig. S1 Structure and molecular orbital diagrams of the Aus; cluster.
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Fig. S2 Structures and AANDP localized natural bonding orbitals of 26e clusters: (a) AuysAgy; (b)
Au24Cu2.
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Fig. S3 Low-energy isomers of Auyln, cluster optimized at the PBE0/def2-TZVP level. Labeled
are symmetry and energy (eV) relative to the global minimum one.
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Fig. S4 Snapshots of the final frame of Auyyln, cluster at the temperatures of (a) 300 K and (b) 500
K at the end of 10 ps AIMD simulations.



Fig. S5 Structure and molecular orbital diagrams of the Au,In, cluster.
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Fig. S6 Structure and AANDP localized natural bonding orbitals of the Au,(Ga; cluster.



Cartesian Coordinates of the Optimized Geometries
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