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Fig. S1. Base peak chromatogram of the T1 (A), T2 (B), and T3 (C) samples in positive ESI

mode.
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Fig. S2. Base peak chromatogram of the T1 (A), T2 (B), and T3 (C) samples in negative ESI

mode.




PCA

100

® ac
~ " n
S0
= A 12
&P 13
-100

-100 0 100

1]
R2X[1] = 0.227 R2X[2] = 0.183  Ellipse:Hotelling’ T2 (95%)

Fig. S3. PCA score scatter plots of LC—MS data from six biological replicates of each Brassica

Jjuncea sample.
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Fig. S4. Multivariate statistical score scatter plots and permutation test between T2 and T1. (A) PCA;
(B) PLS-DA; (C) OPLS-DA; (D) permutation test of the OPLS-DA model.
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Fig. S5. Multivariate statistical score scatter plots and permutation test between T3 and T1. (A) PCA;
(B) PLS-DA; (C) OPLS-DA; (D) permutation test of the OPLS-DA model.



