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Figure S1. Frontier orbitals and orbital energies (in eV) of C60 obtained at the B3LYP/6-
31G(d) level.
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Figure S2. Frontier orbitals and orbital energies (in eV) of C60-8Au complex belonging to 
the η2(6) coordination.
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Figure S3. Frontier orbitals and orbital energies of C60-10Au complex (singlet state) 
belonging to the η2(6) coordination.
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Figure S4. Frontier orbitals and orbital energies of C60-12Au complex belonging to the 
η2(6) coordination.
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Figure S5. Frontier orbitals and orbital energies of C60-14Au complex (singlet state) 
belonging to the η2(6) coordination.
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Figure S6. Frontier orbitals and orbital energies of C60-16Au complex belonging to the 
η2(6) coordination.
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