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Figure S1 Mass spectra at retention time 4.850 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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[image: ] Figure S2 Mass spectra at retention time 6.407 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.B
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Figure S3 Mass spectra at retention time 6.520 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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Figure S4 Mass spectra at retention time 7.020 min detected with full scan at 100-1000 m/z with negative mode 
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Figure S5 Mass spectra at retention time 7.410 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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Figure S6 Mass spectra at retention time 7.520 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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Figure S7 Mass spectra at retention time 7.660 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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Figure S8 Mass spectra at retention time 8.027 min detected with (A) full scan at 100-1000 m/z with negative mode, (B) MS2 fragmentation in negative mode with precursor of 373.0941 m/z and (C) full scan at 100-1000 m/z with positive mode.
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Figure S9 Mass spectra at retention time 8.217 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
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Figure S10 Mass spectra at retention time 8.333 min detected with (A) full scan at 100-1000 m/z with negative mode and (B) full scan at 100-1000 m/z with positive mode.
image7.emf
A vulgaris 100 ppm_02 #3528 RT: 6.97 AV: 1 NL: 4.75E7

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3788 RT: 7.47 AV: 1 NL: 1.45E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3793 RT: 7.48 AV: 1 NL: 1.81E8

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3848 RT: 7.59 AV: 1 NL: 5.31E7

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3843 RT: 7.58 AV: 1 NL: 1.41E9

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3908 RT: 7.71 AV: 1 NL: 4.75E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3923 RT: 7.74 AV: 1 NL: 1.46E9

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4098 RT: 8.08 AV: 1 NL: 3.15E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4082 RT: 8.05 AV: 1 NL: 1.72E7

T: FTMS - p ESI d Full ms2 373.0941@hcd30.00 [50.0000-401.5760] 
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A vulgaris 100 ppm_02 #4103 RT: 8.09 AV: 1 NL: 6.66E8

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4198 RT: 8.27 AV: 1 NL: 7.31E7

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4203 RT: 8.28 AV: 1 NL: 1.37E9

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4248 RT: 8.37 AV: 1 NL: 1.44E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #4253 RT: 8.38 AV: 1 NL: 1.20E9

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #2468 RT: 4.90 AV: 1 NL: 1.26E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #2473 RT: 4.91 AV: 1 NL: 1.29E8

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3278 RT: 6.48 AV: 1 NL: 5.12E8

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3253 RT: 6.43 AV: 1 NL: 4.98E8

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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A vulgaris 100 ppm_02 #3393 RT: 6.70 AV: 1 NL: 1.11E8

T: FTMS + p ESI Full ms [100.0000-1000.0000] 
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image6.emf
A vulgaris 100 ppm_02 #3388 RT: 6.69 AV: 1 NL: 2.71E7

T: FTMS - p ESI Full ms [100.0000-1000.0000] 
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