	Final Class
	Count

	Amines and derivatives
	1

	Hormones and transmitters
	1

	Pteridines and derivatives
	1

	Vitamins
	1

	Alcohols
	2

	Amines
	2

	Imidazoles
	2

	Indoles
	2

	Pyridine and derivatives
	2

	Steroids and derivatives
	2

	Cofactors
	3

	Indole and derivatives
	3

	Nucleic acids and analogues
	3

	Phenols and derivatives
	4

	Amino acids
	8

	Purines and derivatives
	9

	Nucleic acids
	10

	Carbohydrates
	21

	Organic acids
	23

	Amino acids, peptides, and analogues
	27

	Benzene and derivatives
	59

	Coumarins and derivatives
	3

	Alkaloids and derivatives
	4

	Lignans
	4

	Quinone
	5

	Tannins
	5

	Coumarins
	6

	Amino acid related compounds
	7

	Phenylpropanoids
	10

	Alkaloids
	24

	Flavonoids
	37

	Terpenoids
	39

	Lipids
	140

	Others
	57

	
	527


Table S4 Metabolite classification

