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Chemical Formula: CgH705”
Exact Mass: 151.04
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Chemical Formula: CysH;304
Exact Mass: 289.07
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Chemical Formula: CsHsOy
Exact Mass: 109.03

Chemical Formula: CysHy;Os
Exact Mass: 271.06
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Quercetin
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Isohamnetin-3-O-glucoside
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Chemical Formula: CgHsOy Chemical Formula: C1:H; 04
Exact Mass: 109.03 Exact Mass: 259.02
W l\J.thm L .
| T ] t T T 1
500 1000 1500 2000
miz
B .
315.0508 oo
oo
o} OH
M | OH
e OH
4 Chemical Formula: C» HjoO13°
o ] Exact Mass: 479.08
[
C 4
Il
HC 1
|
o]
0~ t
Chemical Formula: CgH:O3
Exact Mass: 149.02
o
299.0199 OH
479.0831 0
OH
OH OH
OH O
Chemical Formula: C;sH;0;  Chemical Formula: C1gHy,0; Chemical Formula: CeHy 06
Exact Mass: 299.02 Exact Mass: 315.05 Exact Mass: 179.06
Al i " il WO PRI TUPR T
t f Y T T
500 1000 1500 2000



Quercetin-3-0-glucoside
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Isohamnetin-3-0-glucoside-7-O-rhamnoside
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Kaemferol-3-O-rutinoside
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Figure S1. Structure and mass spectrums of the identified 14 compounds existed in SBSE. The
chemical structures of the predicted fragments were drawn in the space.



