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Fig. 11. Comparison of calculated (lines) and experimental (symbols) data on linear absorption 
(blue) and fluorescence (red) of the isolated baseplate from C. aurantiacus at room temperature. 
The experimental absorption spectrum is taken from ref. 24, and the fluorescence data were 
provided by S. Lin and G. Montaño (personal communication). Simulations are performed as 
descibed in part E. 

Fig. 10. S0 → S1 transition energy of BChla 
(from TDDFT/B3LYP) as a function of the 
dihedral angle φ  of the 3-acetyl group. Black 
spheres: geometry optimized under the 
constraint that φ  is kept fixed to the same value 
as in the crystal structure (numbers indicate site 
m); red squares: geometry optimized, followed 
by re-orientation of the acetyl group and re-
optimization with fixed φ . 


