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Proposed fragmentation pathway of compound 42 (kaempferol 3-O-(6"-galloyl)hexoside).

The list of phenolic compounds with regression equation parameters, correlation coeffi-cients, limits
of detection (LOD) and quantification (LOQ), obtained from the calibration curves.
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Table S1

Regression equation (Y = A + BX) LOD, LOQ,
No Compounds 2
(A £ SE) x 10° (B + SE) x 105 mg/L mg/L
1 Gallic acid -322+1.11 72.56 +2.64 0.9961 0.06 0.21
2 Gallocatechin -541+0.81 32.05+1.57 0.9952 0.06 0.21
3 Protocatechuic acid 2.66+1.36 223.63 £2.63 0.9993 0.03 0.10
4 Aesculin -0.16 £1.27 156.22 + 2.66 0.9985 0.04 0.15
5 Chlorogenic acid -4.01+1.69 9449 +2.88 0.9963 0.08 0.27
6 Catechin -1.17+1.43 11293 £3.71 0.9957 0.06 0.21
7 p-Hydroxybenzoic acid 8.35+4.69 359.63 +10.99 0.9963 0.07 0.22
8 Caffeic acid -0.12+1.20 223.33+2.45 0.9994 0.03 0.10
9 Syringic acid 2.42+3.34 236.76 +6.12 0.9967 0.08 0.25
10 Vanillic acid 2.84+2.62 223.66 +5.28 0.9972 0.06 0.21
11 Rutin -343+1.19 155.02 £2.10 0.9991 0.04 0.14
12 p-Hydroxyphenylacetic acid 5.66 +2.58 180.38 £ 4.77 0.9965 0.08 0.26
13 Hyperoside -396+1.43 129.05 +2.76 0.9977 0.06 0.20
14 p-Coumaric acid 8.11+4.37 313.16 + 8.62 0.9962 0.08 0.25
15 Catechin gallate -9.18+2.99 50.19 +3.11 0.9924 0.20 0.68
16 Ferulic acid 6.04£597 251.15+5.74 0.9974 0.13 0.43
17 Myricetin 0.11+£0.28 28.11+0.73 0.9980 0.04 0.14
18 Quercetin -899+7.31 183.45 + 8.87 0.9927 0.18 0.60
19 Naringenin -830+5.74 409.51+9.70 0.9972 0.08 0.25
20 Kaempferol -6.94+231 119.60 + 7.62 0.9920 0.07 0.24

SE - standard error; LOD-limit of detection; LOQ-limit of quantification.



