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Figure S1: Score plot O2PLS-DA of (a) control samples and (b) onion samples at five time points (t0, t15, t30, t45, t60) with their
corresponding QC samples using UV scaling in positive ionization mode.
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Figure S2: Score plot O2PLS-DA of (a) control samples and (b) onion samples at five timepoints (t0, t15, t30, t45, t60) with their
corresponding QC samples using UV scaling in negative ionization mode.
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Figure S3: Score plot O2PLS-DA discrimination using pareto scaling, S-Plot, and permutation testing for onion samples at t30 vs.

t45 in (a) positive ionization mode and (b) negative ionization mode.



Molecules 2023, 28, 6771

30f7

Hierarchical clustering analysis of the (O2PLS-DA) scores pIothouv1
control Vs onion samples

1.01551 * 1[2)
°

Group 2
W Grouwp3

Group 4
M Groups

Group 6
W Group7
W Groups
M Group9
M Group 10

10
20
-30 T T T T T T T
-40 30 20 10 0 10 20 30
1.00382 * t[1]
R2X[1] = 0.141 R2X[2] = 0.0808
(c) Score plots O2PLS-DA
control samples
10, t15, t30, t45, t60
201 H5.c
= 10 15 ‘tmg
53 t15.c
2 0 ¥
g
2101
0.
-20 + )
-30 T T T
40 30 20 10 0 10 20 30

1.00335 * 1[1]
R2X[

R2X[1] = 0.122 X[2] = 0.0778

t0_control
[l t15_control
M t30_control
[ t45_control

160_control

Hierarchical clustering analysis of the (O2PLS-DA) scores plot!

(b) control Vs onion samples

10000 -
& 8000
~
©
£ 6000
o
~
= 4000

2000

calculated with Ward and sorted by size.
(d) Score plots O2PLS-DA
onion samples
10, t15, t30, t45, t60

30

20 0 g
& 10 8 @LJ$134%
2 o a0 J 0.6 4y
E w20
810 80.0 s R s
- 3 1

20 x)oo,o 566 t15.0

565.) PO — 0.0

-40 T T T T T

50 40 30 20 -10 0 10 20 30 40

1.00039 * t[1]

R2X[1] = 0.167 R2X[2] = 0.0909

i Group 1
M Group2
| [SETE
Group 4
M Groups
Group 6
W Group7
W Groups
M Group9
M Group 10

t0_onion
[ t15_onion
M t30_onion
[ t45_onion

t60_onion

Figure S4: Plots of O2PLS-DA and hierarchical clustering analysis: (a) score plots of control and onion samples (b) hierarchical
clustering analysis O2PLS-DA of control and onion samples; score plot O2PLS-DA discrimination between (c) control samples and

(d) onion samples at five timepoints (t0, t15, t30, t45, t60) using UV scaling in negative ionization mode.
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Figure S5: Score plot O2PLS-DA discrimination using pareto scaling, S-Plot, and permutation testing for onion samples at (a) t0 vs.
t15, (b) t0 vs. t30, and (c) t15 vs. t30 in negative ionization mode.
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Figure S6: Examples of compound clustering between control (in red) and onion samples (in green) in positive ionization mode
using MetaboClust: (a) Cluster 2, (b) Cluster 3, (c) Cluster 6, and (d) Cluster 7.
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Figure S7: Examples of compound clustering between control (in red) and onion samples (in green) using MetaboClust:
1, (b) Cluster 3, (c) Cluster 5, and (d) Cluster 9 in negative ionization mode.

(a) Cluster



Molecules 2023, 28, 6771

70of7

Table S1. Performance characteristics of each classification model in positive ionization mode

. Fisher's
Permutation .
. 2 (Y) ) ) values probabil-
Investigated samples R2 ( Q p-values ities
RZ QZ
trol i : 10, t15, t30, t4
Controls and Onions: 10, t15, 130, 15,507 0391 1.97x105 0349 -0.207 0
Controls: t0, t15, t30, t45, t60 0.973 0.572 1.46 x10¢ 0909 -0.179  8.8x10"7
Onions: t0, t15, t30, t45, t60 0.985 0.671 1.28 x106 0925 -0.231  8.8x10"7
t0 onion, t15 onion 1 0.897 1.54 x101 1 0.37 0.0022
t0 onion, t30 onion 0.997 0.948 552 x10+ 0909 -0.285 0.0022
t15 onion, t30 onion 0.999 0.938 148 x10% 0991 -0.135 0.0011
Table S2. Performance characteristics of each classification model in negative ionization mode
. Fisher's
Permutation .
. probabil-
Investigated samples R:(Y) Q2 p-values values ities
R2 Q
Controls and Onions: t0, t15, t30, t45, 0.791 0.458 207x10° 0514  -0.319 0
Controls: t0, t15, t30, 45, t60 0.971 0.655 527 %10+ 0.877 -0.239 6.1 1016
Onions: t0, t15, t30, t45, t60 0.973 0.755 4.70x1010  0.889 -0.265 9.9 x101
t0 onion, t15 onion 1 0.767 3.79 x101 1 0.192 0.00033
t0 onion, t30 onion 0.998 0.946 1.60 x104 0924 -0.263 0.0011
t15 onion, t30 onion 0.999 0.964 3.82x105 0911 -0.324 0.0023




