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535 nm, 
50 fs photoelectron 

spectrometer

sample: Ru N3 @ ZnO

~850 eV < 100 fs

 N3/ZnO cluster 

ΔSCFV (eV) 

 3MLCT Oxidized CT 

BLYP 0.63 [-0.47] 5.63[-2.71] 0.99 [-1.67] 

B3LYP 0.94 [-0.77] 5.90[-3.36] 1.16 [-2.21] 

CAM-B3LYP 1.13[-1.39] 6.05[-4.07] 1.79 [-2.91] 

 

N3/ZnO cluster

ΔSCFV (eV)

3MLCT

0.63 [-0.47]

0.94 [-0.77]

1.13[-1.39]

CT

0.99 [-1.67]

1.16 [-2.21]

1.79 [-2.91]

Oxidized

5.63[-2.71]

5.90[-3.36]

6.05[-4.07]
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