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Supplementary Table 1 
 
Title: Bacterial metabolites 
 
Table columns: 
Compound metabolite names, with co-eluting metabolites separated by commas 
PubChem_CID unique chemical identifiers, with co-eluting metabolites separated by commas 
Molecular_formula molecular formula for the metabolite 
 
 
Supplementary Table 2 
 
Title: Co-eluting metabolites 
 
Table columns: 
Precursor_ion_m/z precursor ion m/z that is used to group co-eluting metabolites 
RT   retention time (in minutes) that is used to group co-eluting metabolites 
PubChem_CID  unique chemical identifiers (e.g., unique to structural isomers) 
Compound  metabolite names 
 
Worksheets: 
C18positive  metabolites detected using the C18 positive method 
C18negative  metabolites detected using the C18 negative method 
HILICpositive  metabolites detected using the HILIC positive method 
 
 
 
 
 
 
 




