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Figure S1: Spectra of the most stable conformers of quinine and quinidine in the gas phase

calculated at the b3lyp/6-31G+(d,p) level of theory. No scaling factor has been applied
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Figure S2: Time of Flight Mass Spectrum showing the monomer, dimer, and fragment of

quinine.(Aexc= 318 nm and A;on=266 nm)
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Figure S3: Illustrative VCD spectra of different conformers of quinine (top) and quinidine
(bottom) calculated at the b3lyp/6-31G+(d,p) level of theory. A scaling factor of 0.98 has
been applied. Please note that all the conformers of quinine being of the y-open type display
the same VCD spectrum below 1500 cm™, while some conformers of quinidine being of o or
closed type may exhibit an inversion in sign of the bands relative to the main conformer. The

same holds around 1200 cm™.
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