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Fig. S1 The eigenvalue spectra of Au,sH(SR)g and Auy,H,(L®)s (a and b); the local density of
states (DOS) for Au,sH(SR)5 and Auy,Hy(L®)g (¢ and d) relative to their respective HOMO levels;
the HOMO-1 of AuysH(SR);5 (€), and the HOMO-2 of Auy,H(L8)g ().
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