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Table S.1: Relative energies (in kcal/mol) and populations in (%) for ABCi, BCDi 

and CDEi conformers.  

 



Figure S.1: Plot of the relevant fragmental angles (with respect to the para axis 

of ring D) and Cartesian z-axis systems for the two distinct conformational states 

of A131 in its Nu (a) and Nb (b) phases. For the sake of clarity, only the carbon 

skeletal has been reported for each conformation, together with the proper 

formulae for the estimations of the bent angle of A131. UL and LL refer to Upper 

and Lower Limit (based on fragmental angles that are average values in the 

respective phases) of the bend angle, respectively.  

 

 


