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Figure SI  
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Figure SI  The S1-S0 electronic spectrum of the cyclic 7AI(H2O)2 in the ∆ν=0-500 cm
-1

 

region has been obtained by TD/DFT calculations using the cc-pVDZ basis set. The 

Franck-Condon analysis is carried out using the Pgopher software
33

.  The 

displacments of two intermolecular modes σ(1) and σ(2) and their 

frequencies in units of cm-1 are inserted. 
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