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Fig. S1 The TIC chromatogram of NG in positive ion mode.
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Fig. S2 Chemical structures of the identified compounds in NG and NS.
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Fig. S3 MS spectrum (A) and MS? spectrum for m/z 919.2712 (B) of peak6 (nigelloside) in positive mode.
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Fig. S4 Proposed fragmentation pathway of peak6 (nigelloside) in positive mode.
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Fig. S5 MS spectrum (A) and MS? spectrum for m/z 342.1704 (B) of peak3 (fuzitinechloride) in positive mode.
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Fig. S6 Proposed fragmentation pathway of peak3 (fuzitinechloride) in positive mode.
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Fig. S7 MS spectrum (A) and MS? spectrum for m/z 1221.6295 (B) of peak14 (tauroside H2) in positive mode.



OH
HO HO o
o
oH -CeH1004
—_—
HO HO
o) OH
o o)
m/z 1075.5684
OH
m/z 1221.6263 Ho OH HO
HsC OH
N H,C _O_ _O HyC 0. _O
OH

-Cs3Hge022 HO -C47H76018 HO OH
OH
'CSH1005
+
HsC o +H
| .
HOJ;J\OH HsQ  CHs +H
OH
m/z 147.0652 OH -C12H20010
(0] OH
HO
o ¢}
OH
-C44HggO
HO o 41716613
o

HsC OH
HO
m/z 9135155 )
OH
-C5HgO,

N
+H

.
+H OH
OH
HO 5
o
OH
HO on .
HO H
m/z 751.4627 ~ o
OH
HO
o)
HaC o o)
781.47 3
m/z 781.4733 . oH
H
-CsHgO4
OH HO OH
OH
o0 m/z 309.1180
.
+H
OH
OH
-CeH100s5
o
OH
HaC OH OH HaC

m/z 619.4204 m/z 457.3676

Fig. S8 Proposed fragmentation pathway of peak14 (tauroside H2) in positive mode.



