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Figure S1 Examples of conformers of aGalpOMe, 8GalpOMe, aGalfOMe and 8GalfOMe with different NH4 * position.
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Figure S2 Structures of the most stable conformations for aGalpOMe and their OH (red), NH (blue) and CH (black) vibrational
modes compared to the experimental spectrum (grey). The labels indicate the ring OH position. The relative energies are given
in reference to the most stable form h1 (only conformers with relative energy under 8.3 ki/mol are represented). Hydrogen
bonds are represented by dotted lines.
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Figure S3 Structures of the most stable conformations for GalpOMe and their OH (red), NH (blue) and CH (black) vibrational
modes compared to the experimental spectrum (grey). The labels indicate the ring OH position. The relative energies are given
in reference to the most stable form h1 (only conformers with relative energy under 8.3 ki/mol are represented). Hydrogen
bonds are represented by dotted lines.
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Figure S4 Structures of the most stable conformations for aGalfOMe, gathered according to their geometry type, and their OH
(red), NH (blue) and CH (black) vibrational modes compared to the experimental spectrum (grey). The labels indicate the ring
OH position. The relative energies are given in reference to the most stable form h1 (only conformers with relative energy
under 8.3 kJ/mol are represented). Hydrogen bonds are represented by dotted lines.
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Figure S5 Structures of the most stable conformations for 8GalfOMe, gathered according to their geometry type, and their OH
(red), NH (blue) and CH (black) vibrational modes compared to the experimental spectrum (grey). The labels indicate the ring
OH position. The relative energies are given in reference to the most stable form h1 (only conformers with relative energy

under 8.3 kJ/mol are represented). Hydrogen bonds are represented by dotted lines.



