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Figure 1. [core+exo] motif 
of gold clusters.  Exo Au 
atoms are attached to 
tetrahedron-based cores. 

 

Figure 2. Skeletal structures of Aun clusters (n = 6, 7, 8, 11; 1 - 4).  Exo Au atoms are marked by blue circles. 
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Figure 3. Absorption spectra and appearance of 1 - 4.        Table 1. Absorption data of 1 - 4. 

 

 
Figure 4. Kohn-Sham (KS) orbital energy 
level diagram, HOMO and LUMO of 
[Au6(H2P(CH2)3PH2)4]2+.  Each KS orbital 
energy is relative to the HOMO energy.  
The arrow in the diagram indicates the 
HOMO-LUMO transition. 

Cluster Lowest-energy absorption band 

Wavelength (nm) Energy (eV) 

1 587 2.11 

2 556 2.23 

3 508 2.44 

4 663 1.87 

 


