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Fig. S-1: Block loadings plot of the first CPCA model. 



 

 

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. 

2

4

6

8

10

12

0h 0h  24h 24h 48h 48h 72h 72h
N  C N  C N  C N  C

 

Lo
g 1

0 (
Pe

ak
 A

re
a)

 

(a) 

(b) 

(c) 



 

 

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