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Figure Sla. Total ion chromatograms of the leaf methanolic extract of Christia vespertilionis in (A) positive and (B) negative ion
modes. The number above each peak represents the peak numbers, corresponding to the identified metabolites as listed in Table 1.
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Figure S1b. Photodiode array chromatograms of the methanolic leaf extract of Christia
vespertilionis. Peaks 28 and 47 were further isolated and elucidated by 1D and 2D NMR
experiments. The peak integration and % area for the major metabolites (27, 28, 30, 35, 36,
37,43, 44, and 47 are given in the Table shown below:

Peak Apex RT Start RT End RT %Area
27 5.22 5.20 5.25 1.10
28 5.35 5.32 5.41 18.54
30 5.59 5.56 5.62 7.08

35,36,37 6.00 5.97 6.05 42.72

43,44 7.09 7.05 7.13 2.27

47 9.36 9.32 9.43 24.47
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Figure S2. Proposed fragmentation pathway observed in MS/MS spectrum of p-
coumaric acid 4-O-glucoside (17).
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Figure S3. Proposed fragmentation pathway observed in MS/MS spectrum of
crotonylated derivative of vanillic acid glucosyl ester (6).
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Figure S4. Proposed fragmentation pathway observed in MS/MS spectrum of
dihydroxybenzoic acid crotonyl hexoside (9).
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Figure S5. Proposed fragmentation pathway observed in MS/MS spectrum of
dihydroxybenzoic acid dimalonyl hexoside (46).
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Figure S6. Proposed fragmentation pathway observed in MS/MS spectrum
of 7-hydroxyflavone glucoside (19).
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Figure S7. Proposed fragmentation pathway observed in MS/MS spectrum of 5,7-
dihydroxyflavone, or known as chrysin (20).
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Figure S8. Proposed fragmentation pathway observed in MS/MS spectrum
of 7-O-crotonylchrysin (21).
T: FTMS + ¢ ESId Ful ms2 341.1231@hed30.00 [50.0000365.0000] o &u [MBI*
.

OH,
1005 109.07 B 3 °J
15305 "

902 149.10 / oH &

807 - malonyl - (°B cleavage) [M+H]

701 H,0
] 177 31 @ﬂjl

83.05

D
(=]

- malonyl - C;Hs - H

191.11
21910

N
o
I T T T Y

Relative Abundance
S

|
I

I

107.05 !
|

|

30 135.04 1
|

1 17340
1 |
1 7905 111,08

1035571 8416 ‘ 162.06 | 1

0 \M

I\\\\\\II\\\\‘\H\\\\\\\\III\\\I|III\\\\\II\\\\\|II\\\\\|III\\
100 120 140 160 180 200 220 240 260 280 300 320 340 360
m/z

1
1
|
1
1
i
|
|
|
1
|
1
|
I
I
I
1

- malonyl-H,O 341.16

Figure S9. Proposed fragmentation pathway observed in MS/MS spectrum
of 7-O-malonylchrysin (25).
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Figure S10. Proposed fragmentation pathway observed in MS/MS spectrum of apigenin-6-C-f-glucoside 4’-O-a-apiofuranoside (28).



F. FIMS-CESIaFUImSZ 739.213 T@NCa30.UU [0 T1.3333-7 700000

100, 282.05
- [aglycone + 12]°®
90
] 8508 ME 132 Da
. h I
] 1
70 !
N I
] [
bt -
2 60] ; [M-H]
s ] I 73521
= n I
= 5 -132Da !
Lb] . I‘ 1 ]
= ! 44310 |
= 407 : !
o] " I
] | : -120-86 - 86
307 ! < ;
1 341.07 |
. 1
] 473.11 00 - 86 -
2 150 RpA [SB] ! 90 - 86 - 86
| 298 545.13
10 [aglycone]” 1309 ' - (86+H,0)- 86
16286 171.78 20441 269.05 | 37073 ‘ ) 639.06
Olllllllllllllll|IIIII]IIIllllllIII]ll]Illl]Illl]llII]llll]llll]llll]llll]llll]ll
100 150 200 250 300 350 400 450 500 550 600 650 700 750
m/z

Figure S11. Proposed fragmentation pathway observed in MS/MS spectrum of apigenin-6-C-$-[(4"6~O-dimalonyl)-glucoside]

4’-O-a-apiofuranoside (47).
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Figure S12. Proposed fragmentation pathway observed in MS/MS spectrum of
benzyltetrahydroisoquinoline derivative (23).
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Figure S13. Proposed fragmentation pathway observed in MS/MS spectrum of
benzyltetrahydroisoquinoline derivative (29).
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Figure S14. Proposed fragmentation pathway observed in MS/MS spectrum of
hydrogenated derivative of tuberonic acid hexoside (26).
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Figure S15. Proposed fragmentation pathway observed in MS/MS spectrum of
isopropyl derivative of phenethyl-1-O-$-D-apiofuranosyl (1—2)-4-D-glucopyranoside
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Figure S18. MS/MS spectrum of pheophorbide-a methyl ester (56).
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Figure S19. Proposed fragmentation pathway observed in MS/MS spectrum

of pheophorbide-a methyl ester (56).
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Figure S21. 'H-NMR spectrum of apigenin-6-C-f-glucoside 4'-O-a-apiofuranoside (28) (700 MHz, in CDs0D).
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Figure S22. Expanded *H-NMR spectrum of sugar signals in apigenin-6-C-f-glucoside 4'-O-a-apiofuranoside (28)
(700 MHz, in CD30D).
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Figure S23. Expanded TOCSY spectrum of apigenin-6-C-f-glucoside 4'-O-a-apiofuranoside (28)
(700 MHz, in CD30D).
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Figure S24. HSQC spectrum of apigenin-6-C-4-glucoside 4’-O-a-apiofuranoside (28) (700 MHz, in CDs0D).
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Figure S25. Expanded HMBC spectrum of apigenin-6-C-4-glucoside 4'-O-a-apiofuranoside (28) (700 MHz, in CD30D).
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Figure S26. Expanded HMBC spectrum of apigenin-6-C-$-glucoside 4'-O-a-apiofuranoside (28) (700 MHz, in CDs0OD).
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Figure S27. Expanded TOCSY spectrum of apigenin-6-C-S-glucoside 4'-O-a-apiofuranoside (28)
(700 MHz, in CD30D).
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Figure S28. Expanded TOCSY spectrum of apigenin-6-C-S-glucoside 4'-O-a-apiofuranoside (28)

(700 MHz, in CD30D).
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Figure S29. 'H-NMR spectrum of apigenin-6-C-p-[(4",6"-O-dimalonyl)-glucoside] 4'-O-a-apiofuranoside (47)
(700 MHz, in CD30D).
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Figure S30. Expanded *H-NMR spectrum of sugar signals in apigenin-6-C-4-[(4",6"-O-dimalonyl)-glucoside] 4'-O-
a-apiofuranoside (47) (700 MHz, in CD3s0OD).
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Figure S31. HMBC spectrum of apigenin-6-C-4-[(4",6"-O-dimalonyl)-glucoside] 4'-O-a-apiofuranoside (47)
(700 MHz, in CD30D).
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