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Figure S1. MS/MS fragmentation of (A) feature 2.68_353.1, 3-caffeoylquinic acid, (B) feature 
3.22_353.1, 5-caffeoylquinic acid, (C) feature 3.36_353.1, 4-caffeoylquinic acid 
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Figure S2. 1H NMR experiments of 3-O-feruloylquinic acid. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

Figure S3. 1H and 13C NMR experiments of 5-O-feruloylquinic acid. 

 

 

 

 

 

 
 



 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
Figure S4. Scheme of chemical profiling and data analysis 
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Figure S5. Scheme of fractionation of highly predictive features 
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