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Fig. S1. MS/MS spectra of theogallin isomers (1, 16, 26)
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Fig. S3. MS/MS spectra of digallic acid isomers (10, 58)
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Fig. S4. MS/MS spectrum of galloylglycerol (37)
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Fig. S5. MS/MS spectrum of galloylshikimic acid (41)
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Fig. S6. MS/MS spectra of methyl gallate (51) and methyl digallate (87)



Intensity

Intensity

52E4
5.0E4

4.8E4

4.6E4
4.4E4
4.2E4
4.0E4
3.8E4
3.6E4
3.4E4
2.2E4
3.0E4
2.8E4
2.6E4
2. 4E4
2.2E4
2.0E4
1.8E4
1.6E4
1.4E4
1.2E4
1.0E4
8.0E3
6.0E3
4.0E3
2.0E3
0.0EO

1.4E4

1.3E4

1.2E4

1.1E4

1.0E4

9.0E3

8.0E3

7.0E3

6.0E3

5.0E3

4.0E3

3.0E3

2.0E3

1.0E3 1

0.0EO0

| 169.0134
| OH
HO OH
] o]
] HO .
] o L OH
| 331.0663 7" Ho
{59.0135 151.0030 .
OH
] 123.0083 211.0240
] 271.0448 OH
89.0239
] 101.0240
] 71.0134
1 183.0203 241.0348
| Lo | I, o | r h . | 253.0331 289.0721  313.0570 352.3129 371.7666 410.0340 429.2738 467.2)
100.0000 150.0000 200.0000 250.0000 300.0000 350.0000 400.0000 450.0000
183.0291 OH
Peak 39 [M-H-162]
1 HO OH
i HO. s
rd
rd
| 0 Py
e
] s OH
| HO OH
£59.0134
] 89.0237 225.0395
0 0
] 71.0133 139.0391 285.0605 345.0813
107.0139 210.0152
165.0179 3001076
267.0338 -
1 W L | 1 e | | L ll | I 1 l L “ L | I- || ll 1 J o1l P | 1 1 1 L1 [ 1) ll 1 | 379.2398 408.8200 426.8668
100.0000 150.0000 200.0000 250.0000 300.0000 350.0000 400.0000
m/z

Fig. S7. MS/MS spectra of galloyl hexoside (14) and methyl gallate hexoside (39)



2264
2084
1.6E4
1.6E4

2 1464

1.2E4

1.0E4
8.0E3
6.0E3

4083 [Gallic acid+H]*

20631 103 109.0273

1

o QuE | ’ 15023 || 710067 1830678 2010067  217.0688501a330%09 2689510 3150629 S

80.0000 100.0000 120.0000 140.0000 160.0000 180.0000 200.0000 220.0000 2400000 260.0000 280.0000 300.0000 320.0000 3400000 360.0000

153.0182

Intens

miz

22E4
20E4
1.8E4
1.6E4
1.4E4 153.0182
12E4
1.0E4
8.0E3
6.0E3
40E3

2083 1 81,0330 Touezs ‘27'?383 " 174.1475 2120808 248.8408 2719940 289.8493 3149465 3300020 3]
0.0E0 .

80.0000 100.0000 120.0000 140.0000 160.0000 180.0000 200.0000 220.0000 240.0000 260.0000 280.0000 300.0000 320.0000 340.0000

ity

Intens|

OH

OH
miz

m/z 153

4.0E4
3.5E4
3.0E4
2 254 153.0184

2.0E4

Intensi

1.5€4

1.0E4

50E3 [Gallic acid+H]*

700174 1080278 1270380 141052 || 171.0289 207.0011 2249769 241.9333 256.9585 2820002 3150712320.0883  350.1585
100.0000 150.0000 200.0000 2500000 3000000 350.0000

0.0E0

miz

Fig. S8. MS/MS spectra of methyl-O-galloyl hexoside isomers (8, 23, 31)
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Fig. S17. MS/MS spectrum of phosphoethanolamine (16:0/0:0) (127)
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Fig. S18. MS/MS spectrum of phosphatidic acid (18:3/16:0) (137)
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Fig. S19. MS/MS spectrum of phosphocholine (18:2) (129)
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Fig. S21. MS/MS spectra of trimethoxyphenol (61), vaniline (72)
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