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1. Supporting Schemes 

 
Scheme S1: Preparation of immobilized chemoselective probe activated for carbonyl 
conjugation. 

 

 
Scheme S2: Preparation of metabolite conjugates for carbonyl-containing metabolites 
library construction. 
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2. Supporting Figures 

 
Figure S1: Examples of three extracted ion chromatograms of the LC-MS analysis of the 

three regioisomers of conjugated o-, m-, and p-tolualdehyde. 
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Figure S2: Representative extracted ion chromatograms of LC-MS co-injection 

experiments for validation of metabolites in urine samples. 
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Figure S3: Mono- and bis-conjugated adducts of acetylacetone. 
 

 
Figure S4: Representative extracted ion chromatograms of LC-MS co-injection 

experiments for validation of metabolites in fecal samples. 
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3. Supporting Tables 

Table S1. 99 metabolites detected after analysis of urine samples using the carbonyl-
specific chemical probe. Plausible metabolites were annotated using HMDB comparison. 
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Table S2. Complete list of carbonyl-containing standard conjugates 3 sorted by molecular 
weight. 
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Table S4. Peak areas of the butanone-conjugate and two different internal standards in 
urine and blank samples were analyzed by UPLC-MS in positive ionization mode. EIC for each 
compound: Benzoic acid-13C6 (m/z = 129.0642); Phenylalanine-13C9 (m/z = 176.1135); and 
butanone-conjugate (m/z = 351.2026). 

 
 

 


