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1. NMR spectra

1H spectrum for compound 2 :



13C spectrum for compound 2 :

13C spectrum for compound 3, zoom into the 135-120ppm region :



1H spectrum for compound 3 :



13C spectrum for compound 3 :

13C spectrum for compound 3, zoom into the 135-120ppm region :



2. Computed absorption spectra

Compound 1, B3LYP, CHCl3 :

Compound 2, CAM-B3LYP, CHCl3 :



Compound 3, B3LYP, CHCl3 :

Compound 3, CAM-B3LYP, CHCl3 :


