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Computational Details 

General Procedure and Analysis of Data 

All calculations were carried out with the GAUSSIAN 09 program package. Structures of 
symmetry D3 were optimized at cam-B3LYP level employing the 6-311G(d,p) basis set in gas phase. 
Harmonic frequency calculations were performed at the same level to confirm them as local minima. 
In order to obtain the UV-Vis and ECD spectra, a TDDFT calculation was performed at the same 
level obtaining the 50 first excited states.  

 

Figure 1. Representation of the two allowed transitions, (a) in phase and (b) out of phase, for the 
exciton coupling of two chromophores in the truncated systems from 1. 

coordinates (in Armstrong) are shown below 
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STRUCTURE 2 
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