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Table S1: Energetic parameters of all stable calculated conformers calculated for c-LL (left) and c-LD (right), including the isomerism due to the 

torsion of the tyrosine hydroxyls.  
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Figure S1: Simulated infrared spectra of c-gLI
+ gLII

+  obtained by convoluting the mode-selected anharmonic frequencies by a Lorentzian line shape 

(FWHM 3 cm
-1

). Only the ν(OH), ν(NH), ν(CO) and β(NH) have been included for the anharmonic calculations. The red and blue lines in the 

spectrum denote the overtones and combination bands of the ν(CO) stretches, respectively (see text). 
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