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Fig. S1 The most stable structures of CuzO3 70 and Cu3;0,47° clusters viewed from different angles
The bond lengths are in angstroms.



Table S1 The relative energies and vertical detachment energies (VDEs) of Cu;O5;~ obtained from
different functionals with the aug-cc-pVTZ/O/aug-cc-pVTZ-pp/Cu basis sets.

] AE(eV) VDE (eV)

CwOs" “53IYP PBE0 B3PS | BILYP PBEO  B3PS6 Expt.
3A 0.00  0.00  0.00 3.52 342 402 348
3B 038 032 035 3.15 3.67 424
3C 0.82 090  0.79 3.20 320 3.74




Table S2 Cartesian coordinates for stable isomers of Cu;O3;~ and Cu;O4~ clusters.
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