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Figure S1. Chemical structure of chlorogenic acid isolated from the infusion of beans Coffea arabica
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Table S1.H (400 MHz) and *C NMR (100 MHz) Spectroscopic Data of chlorogenic acid (MeOH-ds,

o, ppm, J/Hz)
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Data of [14].
C Atom 0 'H-Experimental O BC-Experimental oH o BC
1 70.24 71.06
2a 2.09 (m) 39.44 2.21 (m) 37.65
b 1.92 (dd,12.1, 12.4 Hz)
3 5.23 (ddd, 5.1,5.5,10.2 71.29 5.17 71.06
Hz)
4 3.62 (d, br, 10.1 Hz) 72.97 4.89 68.48
5 4.12 (s, br) 71.91 4.77 73.90
6a 1.98 (m) 37.21 1.84 36.66
b 1.98 (m)
1 126.03 126.05
2 7.10(d,1.4 Hz) 115.06 7.00 114.99
3 146.07 148.80
4 148.80 145.71
5 6.82 (d,8.1Hz) 116.25 6.98 116.20
6 7.03 (dd,1.5, 8.1Hz) 121.68 7.00 114.99
7 7.52 (d,15.8 Hz) 145.18 742 145.71
8 6.30 (d,15.9 Hz) 115.20 6.15 114.99
9 166.74 166.18
COOH 175.88 175.38
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