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Fig. S-1: Block loadings plot of the first CPCA model.
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Fig. S-2: Block loadings plot of the second CPCA model.
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Fig. S-3: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum

of the target peak.
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Fig. S-4: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.
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Fig. S-5: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.
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Fig. S-6: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.



12F E

10+ T _
< L
o
<
s 8 ]
@®©
)
& Il
S
E -
o
—

2 [ _
Oh Oh 24h 24h 48h 48h 72h 72h
N C N C N C N C
1004 A3
| 70
~ /L (b)
L
N
i a9 0
.
0_ I' T T LN LA DL AL L B

T I' T T T
40 70 100 130 140 190 220 250 280
repit) Propancic acid, 2-methyk, 3-methylbutyl ester

43
1004

(©

40 70 100 130 180 190 220 250 280
(Text File) Unknown peak 20

Fig. S-7: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.
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Fig. S-8: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.
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Fig. S-9: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass spectrum
of the target peak.
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Fig. S-10: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-11: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-12: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-13: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-14: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass

spectrum of the target peak.
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Fig. S-15: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-16: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-17: (a) Box-whisker plot; (b) Standard mass spectrum; (c) Extracted mass
spectrum of the target peak.
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Fig. S-18: (a) Box-whisker plot; (b) Extracted mass spectrum of the target peak. No
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satisfactory matching can be found.
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Fig. S-19: (a) Box-whisker plot; (b) Extracted mass spectrum of the target peak. No
satisfactory matching can be found.
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Fig. S-20: (a) Box-whisker plot; (b) Extracted mass spectrum of the target peak. No
satisfactory matching can be found.



