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Figure S1. MS/MS spectrum of the extracted mass of isoorientin-G1 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure 52. MS/MS spectrum of the extracted mass of isoorientin-G2 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S3. MS/MS spectrum of the extracted mass of isoorientin-G3 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S4. MS/MS spectrum of the extracted mass of isoorientin-S1 and its retention time with neutral loss of SOs.
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Figure S5. MS/MS spectrum of the extracted mass of isoorientin-S2 and its retention time with neutral loss of SOs.
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Figure S6. MS/MS spectrum of the extracted mass of isoorientin-S3 and its retention time with neutral loss of SOs.
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Figure S7. MS/MS spectrum of the extracted mass of orientin-G1 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S8. MS/MS spectrum of the extracted mass of orientin-G2 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S9. MS/MS spectrum of the extracted mass of orientin-S1 and its retention time with neutral loss of SOs.
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Figure S10. MS/MS spectrum of the extracted mass of orientin-S2 and its retention time with neutral loss of SOs.
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Figure S11. MS/MS spectrum of the extracted mass of orientin-S3 and its retention time with neutral loss of SOs.
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Figure S12. MS/MS spectrum of the extracted mass of vitexin-G1 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).



165
164 ESI-MS/MS; m/z 6071305 [M-H]- ; 7.927-8 682 min

155+ Liad s
18] 607.1298
1454 *
144
1,354
13
1,25
12
1,154
114
1.054

0.85- 11,0851
0.2
0,85
0.8
0,75
0.7
0,651
064
0.5
054
0.45+ [M-H-GlucA]
044

035 w1065 4310963

-176.0335

0.25-
0.2+
0.154 2830588
014 113.0242
o e 1743530 2135776 J
u us

0 a L )
60 80 100 120 130 160 180

589,1168

Ll " \ L....[...I. B} | L
200 220 240 260 280 300 320 340 360 30 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700

Counts vs. Mass-to-Charge (m/z)

Figure S13. MS/MS spectrum of the extracted mass of vitexin-G2 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S14. MS/MS spectrum of the extracted mass of vitexin-G3 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S15. MS/MS spectrum of the extracted mass of isovitexin-G1 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S16. MS/MS spectrum of the extracted mass of isovitexin-G2 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S17. MS/MS spectrum of the extracted mass of isovitexin-G3 and its retention time with loss of dehydrated (-18 u)
glucuronic acid (GlucA).
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Figure S18. 'H-NMR spectrum of isoorientin in DMSO-ds at 298 K, 700 MHz.
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Figure 519. 'TH-NMR spectrum of isoorientin-3’-O-a-glucuronide in DMSO-ds at 298 K, 700 MHz.
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Figure S20. Expanded "H NMR spectrum of isoorientin-3’-O-a-glucuronide with coupling constants of H-1”" and H-1".
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Figure 521. 'H-NMR spectrum of isoorientin-4'-O-a-glucuronide in DMSO-ds at 298 K, 700 MHz.




