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Correlation between the C-O bond length and the ROKS excitation energy in the gas

phase (crosses) and in solution (stars).

25



Supporting Information

3.9

4

4.1

4.2

0 200 400 600 800
2.4

2.5

2.6

2.7

E
n

er
g

y 
 / 

eV

Number of Configurations

Running averages. Upper panel: ROKS excitation energy in gas phase (red) and in water

(black). Lower panel: ROKS fluorescence energy in gas phase (black) and in water (red).
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