Molecules 2016, 21, 1229; d0i:10.3390/molecules21091229

S1 of S18

Supplementary Materials: The Use of Mass
Spectrometric Techniques to Differentiate Isobaric

and Isomeric Flavonoid Conjugates from

Axyris amaranthoides

Lukasz Marczak, Paulina Znajdek-Awizen and Wiestawa Bylka

Intens .
800 _- 669.1330 Monoisotopic mass: 668.1224
i 317.0691 calculated [M+H]* mass: 669.1297
600 Measured mass [M+H]*: 669..1347
J Delta: -7.4 ppm
400 176 493.1023 176
200
0 A by . otk - ety
100 200 300 400 500 600 700 800 900 m/z
200 220 240 260 280 300 320 340 360 Wav elength [nm]
{ L { L { L L L 1 L 1 L 1 L I L 1 L 1 h
Intens. |
800
1 Monoisotopic mass: 668.1224
600 4 351.0565 calculated [M-H] mass: 667.1152
] 175.0244 -352 Measured mass [M-H] :667.1177
Delta: -3.7 ppm
- 315.0475
400 ‘ 176
200_' 316 667.1292
113.0241  193.0396 -158
0 .‘L"‘.“.-l.l. e e e e e et et : —T
100 200 300 400 500 600 700 800 900 miz
OCH,
2 | OH
HO 0 2
Q
o CashasOss
a1
L~ H

Figure S1. Isorhamnetin 7-O-glucuronopyranosyl-(1-2)-O-glucuronopyranoside.
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Figure S2. Chrysoeriol 7-O-glucuronopyranosyl-(1-2)-O-glucuronopyranoside.
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Figure S3. Chrysoeriol 7-O-[2-O-feruloyl-glucuronopyranosyl-(1-3)-O-glucopyranoside].
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Figure S4. Luteolin 7-O-[2"-O-feruloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S5. Tricin 7-O-glucuronopyranosyl-(1-2)-O-glucuronopyranoside.
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Figure S6. Tricin 7-O-[2-O-feruloyl-glucopyranosyl-(1-3)-O-glucuronopyranoside].
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Figure S7. Tricin 7-O-{2'-O-feruloyl-[glucopyranosyl-(1-3")-O-glucopyranosyl]-(1-2)-O-glucuronopyranoside}.
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Figure S8. Isorhamnetin 3-O-glucuronopyranoside.
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Figure S9. Isorhamnetin 3-O-{3'-O-coumaroyl-[glucuronopyranosyl-(1-2")-O-glucopyranosyl]-(1-2)-
O-glucuronopyranoside}.
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Figure S11. Apigenin 7-O-{2"-O-feruloyl-[glucopyranosyl-(1-3")]-O-glucuronopyranosyl-(1-2)-O-glucuronopyranoside}.
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Figure S12. Isorhamnetin 3-O-[2'-O-feruloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S13. Chrysoeriol 7-O-{3'-O-feruloyl-[glucuronopyranosyl-(1-2’)]-O-glucopyranosyl-(1-2)-O-

glucuronopyranoside}.
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Figure S14. Tricin 7-O-{3'-O-feruloyl-[glucuronopyranosyl-(1-2)]-O-glucopyranosyl-(1-2)-O-glucuronopyranoside}.
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Figure S15. Tricin 7-O-{3'-O-coumaroyl-[glucuronopyranosyl-(1-2’)]-O-glucopyranosyl-(1-2)-O-glucuronopyranoside}.
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Figure S16. Tricin 7-O-glucuronopyranoside.
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Figure S17. Tricin 7-O-[2"-O-sinapoyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S18. Chrysoeriol 7-O-[2'-O-feruloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S19. Tricin 7-O-[2"-O-feruloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S20. Tricin 7-O-[2"-O-coumaroyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S21. Tricin 7-O-{3-O-feruloyl-[glucopyranosyl-(1-2’)-O-glucuronopyranosyl]-(1-2)-O-glucuronopyranoside}.
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Figure S22. Tricin 5-O-glucuronopyranosyl-7-O-glucopyranoside.
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Figure 523. Tricin 7-O-[2"-O-5-hydroxyferuloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure 524. Chrysoeriol 4’-O-xylopyranosyl-7-O-[2"-O-coumaroyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S25. Tricin 4’-O-xylopyranosyl-7-O-[2'-O-coumaroyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S26. Tricin 7-O-[glucuronopyranosyl-(1-2)-O-methyloglucuronopyranoside].

Intens.
1251
317.0671 Monoisotopic mass: 814.1592
100 815.1746 calculated [M+H]* mass: 815.1665
75! -176 322 (176 + 146) > Measured mass [M+H]*: 815.1736
Delta: -8.7 ppm
Ll 493.0978
250 3
E 147.0495 230.0602 693.8817
[E! . Lo " | N J ; wd, ; day . . r 2 .
200 400 600 800 1000 mz
Intens. |
x104]
] 497.0905 Monoisotopic mass: 814.1592
1 calculated [M-H] mass: 813.1519
QCH, 2; 334 316 Measured mass [M-H] :813.1496
= OH 1 Delta: 2.9 ppm
| 13 334 -164
3 813.1539
1 163.0406 S 649.1041 *
04 4 . T T l . T T L T T i T T T T
200 400 600 800 1000 mwz
C37H34021

Figure S27. Isorhamnetin 3-O-[2'-O-coumaroyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S28. Chrysoeriol 7-O-glucuronopyranoside.
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Figure 529. Apigenin 7-O-[2'-O-feruloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S30. Chrysoeriol 7-O-[2'-O-coumaroyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S31. Tricin 7-O-[2"-O-coumaroyl-glucuronopyranosyl-(1-2)-O-methyloglucuronopyranoside].
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Figure S32. Tricin 7-O-[2'-O-benzoyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S33. Tricin 7-O-[2"-O-coumaroyl-methyloglucuronopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S34. Tricin 7-O-[2'-O-dehydrodiferuloyl-glucopyranosyl-(1-2)-O-glucuronopyranoside].
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Figure S35. Tricin 7-O-[2"-O-dehydrodiferuloyl-glucuronopyranosyl-(1-2)-O-glucuronopyranoside].



