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The authors would like to update Fig. 6 in the published article with the correct version shown below.

Energy (eV)
45435 3 25 2 45435 3 25 2

iB SPH

1.00
0.80
0.60
0.40

Absorption (a.u.)

0.20

150
100

dash: D-f;

Expt. (Sticks)

_150 Ll L} 1 I I I 1 v L h L v L v T =

300 400 500 600 700 800 300 400 500 600 700 800
Wavelength (nm)

Fig. 6 Absorption and CD spectra computed using RI-ADC(2). (A) Absorption spectra for substate D-os (solid) and substate D-p¢ (dotted) of the DPH
model. (B) Absorption spectra for substate D-as (solid) of the SPH model. (C) CD spectra for substate D-o (solid) and substate D-p¢ (dotted) of the DPH
model. (D) CD spectra for substate D-ox (solid) of the SPH model. The spectra are averages over 100 snapshots for each substate.
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The Royal Society of Chemistry apologises for these errors and any consequent inconvenience to authors and readers.
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