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Figure S1: Experimental 1H and 13C chemical shifts of chlorogenic acid (a) in the absence and
(b) in the presence of calcium (CA:Ca =0.1) in D20 and their attribution
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Figure S2: Experimental 1H and 13C chemical shifts of rosmarinic acid (a) in the absence and
(b) in the presence of calcium (RA:Ca =0.1) in D20 and their attribution
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Figure S3: Correlation between experimental chemical shifts () and corresponding calculated
absolute isotropic shielding o X-AXIS for 1H in selected molecules (In case of more than one
kind of H atoms in the same molecule, the atom concerned is underlined): Si(CH3)a,
CHsCH20H, CH3COOH, CHsOH, CH3CH20H, CeHs, HCOOH
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Figure S4: Correlation between experimental chemical shifts () and corresponding calculated
absolute isotropic shielding o X-AXIS for 13C in selected molecules (In case of more than one
kind of C atoms in the same molecule, the atom concerned is underlined): Si(CHs3)a,
CHsCH20H, CHsCOOH, CeH12, CH3OH, CH3CH20H, CO2, CeéHs, CH3COOH, CO
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Figure S5: Comparison between calculated (x-axis) and experimental (y-axis) chemical shifts
for chlorogenic acid. (a)1H chemical shifts b) 13C chemical shifts

(a) (b)

250
200
150
100

50

Figure S6: Comparison between calculated (x-axis) and experimental (y-axis) chemical shifts
for rosmarinic acid. (a)1H chemical shifts, (b) 13C chemical shifts
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Table S1: Experimental and predicted 1H and 13C chemical shift modifications of chlorogenic
acid between CA alone and CA in the presence of calcium ion for configuration CI. In red,
experimental variations >0.4 ppm for 13C and >0.04 ppm for 1H. In blue, calculated variations
>0.4 ppm for 1H and >10 ppm for 13C
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Table S2: Experimental and predicted 1H and 13C chemical shift modifications of chlorogenic
acid between CA alone and CA in the presence of calcium ion for configuration ClII.
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Table S3: Experimental and predicted 1H and 13C chemical shift modifications of rosmarinic
acid between RA alone and RA in the presence of calcium ion for configuration RI.
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Table S4: Experimental and predicted 1H and 13C chemical shift modifications of rosmarinic
acid between RA alone and RA in the presence of calcium ion for configuration RI1.
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Table S5: Experimental and predicted 1H and 13C chemical shift modifications of rosmarinic
acid between RA alone and RA in the presence of calcium ion for configuration RI11.
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Table S6: Experimental and predicted 1H and 13C chemical shift modifications of rosmarinic
acid between RA alone and RA in the presence of calcium ion for configuration RIV. In red,
experimental variations >0.4 ppm for 13C and >0.04 ppm for 1H. In blue, calculated variations
>0.4 ppm for 1H and >10 ppm for 13C



