DS_TUT_SP_1

Phenolics_210305_11 4842 (4.034)

4: Diode Aray
LEaT

324.1457
14
& 220.1457 HO OH
1
e&OEJ
6.0e-1
4.0e-1
2.0e-1
ue TUe 100 110 120 | 130 | 140 150 | 180 170 180 | 190 200 | HG & 290 | 230 | 240 | 20 280 | 210 | 280 @ 280 | 300 310 320 @ 30 340 = 350 = 10 | 370 | 30 390 400 A0 | 420 430 440 = 450 460 |
Phenolics_210305_11 521 (4.063) Cm (516:526-(483:4 96+ 54 4:554)) 1 TC-F%“S"EVE-:
- 353.0859 H
H 4
5 (o}
354.0897 (o]
179.0343 3550909
do 2416820050009 7 T TOTOMIZI00TO0 03p 610 2577250 2827953 305041 IS2BSTPT T UATSETS 4330429 4510895
&0 90 100 110 120 130 140 150 160 170 180 120 200 210 220 230 240 20 p--1) 2n 280 290 300 30 320 30 40 350 360 3n 330 3%0 400 410 420 430 440 450 40 0 H
2103035_11 521 (4.067) Cm (317:525) 2.TOF
- 353.0861 HO
(0]
4 191.0545 HO HO
179.0333
354.0898
135.04 192.0587 3550909
|85.0288 96.9568 \ 173.0442 (o 0303502340211 9710938 305.1058 351.0759 || P99CSU375.0684 405 9947 451.0445

F T N R T " TR S R

W

o 2@ 2% 2 2

®0 2 280 2

W0 MGG T M0 B0 w00 W0 R0 400 40 4 80 w0 a0 &0

Supplementary (S) Figure 1A: UV absorption spectrum of neochlorogenic acid overlaid on the MS and MS/MS spectrum adjacent to the

chemical structure (in red)
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S Figure 1B: UV absorption spectrum of 5 hydroxy-6 methoxycoumarin 7 glucoside overlaid on its MS and MS/MS spectrum adjacen to
its chemical structure(in red)
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S Figure 1C: UV absorption spectrum of Eriodictyol 7-O-neohesperidoside overlaid on its MS and MS/MS spectrum adjacent to its
chemical structure (in red).
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S Figure 1D: UV absorption spectrum of caffeic acid overlaid on its MS and MS/MS spectrum adjacen to its chemical structure (in red)
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S Figure 1E: UV absorption spectrum of chlorogenic acid overlaid on its MS and MS/MS spectrum adjacent to its chemical structure (in

red)



OH

HO O
OH
DS _TUT_SP_1 (@] (I)H
Phenolics_210305_11 7119 (5.932) 4: Dicde Array
220.1457 3 20381
30013 OH @] O
2501] O
2081]
] 332.1457 HO (@]
5]
— OH
1.0e-19
0.0 Gl[l T S‘U T 1['|[| j 1é[| j 14I[| j 1é[| T "éﬂ T QElU j 22I[| j 24‘[| j Qéﬂ T 280 300 320 34‘[| 380 380 400 j lé[l j 44‘[| T 4é[| j 4é[| T SElU j Sé[l j 54I[| T Eéﬂ j Séﬂ T GElU j Sé[l j 54I[| T Séﬂ j Géﬂ T Tﬁﬂmfz
Phanolics_210305_11 765 (5.965) Cm (763768753754 +790731)) 1 ToFuS ES
100, 625.1400 5
533.1300
&
371.0961
534.1323 626.1454
367.0988 |372.1015 627.1480
120.0688 185.0084203.0173 2490599 3030804 L 4332089 4611713 55 4474 (5’35'1,276 607.2170) 693.1387
T T T T T e e 3 e e
Phenalics_210305_11 764 (5.962) Cm (763767743751 2TOF WS ES-
625.1372 e
100
=
371.0967 533.1292
300.0258 626.1502
135.0438 191.0562 534.1343
' 301.0327 353.0844 .
50.0130121.0277 ‘/137_0293 O 249.0634 i | P721037  416.1505 491.1496 5151119 statoas P27 ooy rase
80 0 e P e e

OH

OH

OH

S Figure 1F: UV spectrum of quercetin 3-glucosyl-(1->2)-galactoside overlaid on its MS and MS/MS and its chemical structure is shown

(in red)
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S Figure 1G: UV spectrum of a quercetin derivative overlaid on its MS and MS/MS spectrum
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S Figure 1H: UV absorption spectrum of rutin overlaid on its MS and MS/MS spectrum adjacent to its chemical structure
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S Figure 1J: UV absorption spectrum of quercetin 3 galactoside overlaid on its MS and MS/MS spectrum adjacent to its chemical
structure
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S Figure 1K: UV absorption spectrum of 3,5 dicaffeoylquinic acid overlaid on its MS and MS/MS spectra and its chemical structure is
shown (in red)
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S Figure 1L: UV spectrum of 1,3 dicaffeoylquinic acid overlaid on its MS/MS spectrum
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S Figure 2 : UV spectrum of 1,4 dicaffeoylquinic acid overlaid on its MS and MS/.MS spectrum and its chemical structure (in red)
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S Figure IN: UV spectrum of 4,5 dicaffeoylquinic acid overlaid on its MS and MS/MS spectrum adjacent to its chemical structure (in
red)



