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Figure S1. 1D 1H NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S2. 1D 13C CAPT NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S3. 2D 1H-13C edited HSQC NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S4. 2D 1H-13C HMBC NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S5. 2D 1H-13C HSQC-TOCSY NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S6. 2D 1H-13C H2BC NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S7. 2D 1H-1H COSY NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S8. 2D 1H-1H ROESY NMR spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S9. HR Mass spectrum of the dimethylester form of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 



Figure S10. Mass spectrum of apigenin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (1) 

D:\service\...\LC-UV-MS\2018 06 03\G8 10/06/2018 08:36:31

RT: 18.07 - 57.79

19 20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56 57

Time (min)

0

50000

100000

150000

200000

250000

300000

350000

400000

450000

500000

u
A

U

31.95

28.63

31.22

26.83

32.84
28.92

30.36 33.5929.7428.37 34.4025.84 34.92 35.6125.25 36.19 36.90 37.72 38.53 39.08 41.5139.86 41.9040.57 42.83 43.89 44.56 45.59 46.26 47.0524.56 47.39 48.2123.18 50.2349.8921.63 51.7450.6020.15 52.9018.39 21.3218.98 53.7922.82 54.87 55.29 56.40

NL:

5.10E5

Channel C  

UV G8

RT: 19.01 - 56.04

20 21 22 23 24 25 26 27 28 29 30 31 32 33 34 35 36 37 38 39 40 41 42 43 44 45 46 47 48 49 50 51 52 53 54 55 56

Time (min)

0

10

20

30

40

50

60

70

80

90

100

R
e
la

t
iv

e
 
A

b
u
n
d
a
n
c
e

31.94

28.62
31.25

32.87
37.8737.55 38.0435.11 40.6440.22 44.1543.9341.3639.40 44.4936.01 42.66 45.16 45.7926.83 41.47 46.43 46.96

34.1926.89 33.93 35.23 47.4428.9526.98 49.58 51.8049.96 53.1030.04 30.77 48.97 51.3428.05 47.82 52.2126.0319.77 55.9223.20 54.7525.28 54.0823.4121.18 21.5120.55 22.66 24.27

NL:

7.08E6

m/z= 

250.00-900.00 

F: + c ESI 

Q1M S 

[100.000-

900.000]  M S 

G8

G8 #3768-3795 RT: 28.85-29.04 AV: 14 SB: 33 27.60-28.10 NL: 1.36E5

F: + c ESI Q1M S [100.000-900.000]

300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 700 720 740 760 780 800 820 840 860 880 900

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e
la

t
iv

e
 
A

b
u
n
d
a
n
c
e

784.83

785.84

814.74
786.79782.89



Figure S11. 1D 1H NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S12. 1D 13C CAPT NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S13. 2D 1H-13C HMBC NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S14. 2D 1H-13C edited HSQC NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S15. 2D 1H-13C H2BC NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S16. 2D 1H-1H COSY NMR spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 



Figure S17. HR mass spectrum of the methyl ester form of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 
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Figure S18. Mass spectrum of luteolin 7-O-(2''-O-(2'''-(E-caffeoyl)--glucuronopyranosyl)--glucuronopyranoside) (2) 


