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Figure S1 Visualization of selected features for the classification on the different levels of geographical origin and botanical variety utilizing
the approaches SMD and Boruta shown in one Venn diagram. Detailed lists of the selected features can be found in Table S3 and S4.
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Figure S2. Results of the relation analysis of features that were selected by Boruta for the determination of geographical origin. For the

hierarchical cluster analyses Euclidean distances and Ward algorithm were applied.
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Figure S3. Results of the relation analysis of features that were selected by Boruta for the determination of botanical variety. For the

hierarchical cluster analyses Euclidean distances and Ward algorithm were applied.



[Unknown] -9.48min/736.533Da [Unknown] -14.90min/804.671Da [acMGDG(52:4)] -14.95min/1016.786Da

%%—é = ?%%— E$

[S)

iU
%
1+
-
ﬂ}

& VY < v B B e L ge
& < Q Q o & Q Q & O < Q <
[TG(52:5;20) + Na+] -15.05min/907.698Da [Unknown] -15.33min/1061.762Da [Unknown] -15.47min/905.645Da
2- | 2- 2-
17 14 1-
0- 0- I$I yJ_\ o= |
PP T T i T T (T T
T I -0 -2-
K & & & & o K & & & @
[Unknown] -15.64min/935.729Da [Unknown] -15.68min/889.689Da [Unknown] -15.80min/881.704Da
35 24 2]
29 1-
1-
= o
T o . K |
1) == T == .. ? - — =
6‘?‘ & N &< Qv ég & Q & Qv ég\ & N & Qv
[TG(54:4:20) + NH4+] -16.02min/932.789Da [Unknown] -17.18min/873.694Da [Unknown] -17.42min/887.708Da
2
24 -
1-
1- 1-
= ST ER T $ 1 e
1 4
-1- I | [ ! ] T 1 $
I ¥ 2- 2-
& Q v Z N & & v Z N
é(z & < Q < G{o 0 é(z <) < Q <
[Unknown] -17.45min/861.694Da [Unknown] -17.67min/897.245Da [Unknown] -17.89min/889.725Da
2- | 21 2-
L : :
& ] [ ] 0- | ] ]
0 | | 0
T = T e EEEET T $
2 | — 2- .
K & & & K & & & (;3 & & &
[Unknown] -17.90min/915.741Da [Unknown] -18.21min/929.757Da [Unknown] -18.33min/891.741Da
3- 2- .
24 1- 1-
1 -
" 0] 0- | ==
T T T ER T ]
2-
2 = 2 g
o Q v % N N N Q> v 5 N
& & & < Q ey & Q & o < < ]
[TG(55:5) + Na+] -18.34min/917.756Da [Unknown] -18.35min/860.769Da [TG(56:5) + NH4+] -18.53min/926.815Da
2- 1- 14
o L | e | T
0- 0-
q- r—:—\ '_|_| | i:‘ |_|_| -q -
- = 1 ) I |
[Unknown] -18.58min/915.812Da G(53:3) + Na+] -18.77min/893.756Da [Unknown] -19.93min/958.8790a
2- 2- 4-
2.
0- 0+
] == i‘ - é S S —
2- y | I | 1 24 | | | ) |
L & & & & & F & ¢ & o

Figure S4. Boxplots of the autoscaled intensities for the features of the cluster | from the relation analysis for the determination of
geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S5. Boxplots of the autoscaled intensities for the features of the cluster Il from the relation analysis for the determination of
geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S6. Boxplots of the autoscaled intensities for the features of the cluster Il from the relation analysis for the determination of
geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S7. Boxplots of the autoscaled intensities

for the features of the cluster IV from the relation analysis for the determination of

geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S8. Boxplots of the autoscaled intensities for the features of the cluster V from the relation analysis for the determination of
geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S9. Boxplots of the autoscaled intensities for the features of the cluster VI from the relation analysis for the determination of
geographical origin in Figure 3a. Detailed information about the metabolites can be obtained from Table S3.
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Figure S10. Boxplots of the autoscaled intensities for the features of the cluster A from the relation analysis for the determination of
botanical variety in Figure 3b. Detailed information about the metabolites can be obtained from Table S3.
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Figure S11. Boxplots of the autoscaled intensities for the features of the cluster B from the relation analysis for the determination of
botanical variety in Figure 3b. Detailed information about the metabolites can be obtained from Table S3.
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Figure S12. Boxplots of the autoscaled intensities for the features of the cluster C from the relation analysis for the determination of
botanical variety in Figure 3b. Detailed information about the metabolites can be obtained from Table S3.
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Figure S13. Boxplots of the autoscaled intensities for the features of the cluster D from the relation analysis for the determination of
botanical variety in Figure 3b. Detailed information about the metabolites can be obtained from Table S3.
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Figure S14. Results of the correlation analysis of features that were selected by SMD for the determination of geographical origin. For the
hierarchical cluster analyses Euclidean distances and Ward algorithm were applied.
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Figure S15. Results of the correlation analysis of features that were selected by SMD for the determination of botanical variety. For the

hierarchical cluster analyses Euclidean distances and Ward algorithm were applied.
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Figure S16. Scores of the first two principle components of the PCA applied to (a) raw and (b) autoscaled data. The different colors show
the samples from the years 2016-2018 analyzed in three different batches.



