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Figure S1.- Representation of the α- and β-amyrin isomers on their optimized forms with no PCM correction (left) and in n-
hexane (right)
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Table TS1.- Vibrational normal modes analysed in the Raman spectra



Figure S2.- Representation of the eigenvectors calculated for each of the five selected bands chosen in the Raman spectra.



Figure S3- Theoretical Raman spectra (black) calculated for α- and β-amyrin with no PCM correction and in n-hexane. Their 
corresponding experimental spectra (gray) determined at room temperature are also shown.
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Figure S4.- Relative intensity patterns of the experimental (square) and the theoretical Raman spectra for α- and β-amyrin. The 
three theoretical environments studied were n-octanol (upside triangle), n-hexane (downside triangle) and no PCM 
correction (circle).



Table TS2.- Relative Standard Deviation (RSD) values for the calculated Raman spectra in the three PCM options for all the 
structures analysed.
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Table TS3.- Comparison of the experimental and calculated intermolecular distances for all the aggregated structures studied 
(dimers and trimers) in the three PCM options. Each theoretical value is related to the empirical by the RSD.
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Table TS4.- Binding energies (BE) and relative binding energies (RBE) in kcal·mol-1 for all the aggregated structures of α- and β-
amyrin in the three PCM options.
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Figure S5.- Comparison of the experimental Raman spectra at room temperature (gray) with those calculated for α- and β-
amyrin dimers in the three PCM options (black).
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Figure S6.- Relative intensity patterns of the calculated dimeric aggregates for α- and β-amyrin together with the experimental 
Raman spectra.
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Figure S7.- Experimental intermolecular distances for α- and β-amyrin derivatives obtained from CIF files.



Figure S8.- Comparison of the experimental Raman spectra at room temperature (gray) with those calculated for α- and β-
amyrin trimers in the three PCM options (black).
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Figure S9.- Relative intensity patterns of the calculated trimeric aggregates in n-octanol for α- and β-amyrin together with the 
experimental Raman spectra.
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Figure S10.- Relative concentrations of amyrin conformers obtained by Maxwell–Boltzmann populations in dimer M-B and 
trimer M-B.



Table TS5.- Relative standard deviation (RSD) values for the calculated Raman spectra in n-octanol compared with the 
experimental ones obtained at different temperatures. Results are shown for molecular stacking aggregates (dimers 
and trimers) and their Maxwell-Boltzmann distributed average (M-B).


