Organic acids
Benzene and derivatives
Amino acids, peptides, and analogues
Steroids and derivatives
Bile acids, alcohols and derivatives
Amines and derivatives
Carbohydrates
Phenols and derivatives
Vitamins and derivatives
Purines and derivatives
Indole and derivatives
Imidazole and derivatives
Amino acids
Indoles
Alcohols
Pyridine and derivatives
Hormones and transmitters
Nucleic acids
Fatty acyls[FA]
Glycerolipids[GL]
Polyketides[PK]
Glycerophospholipids[GP]
Sterol lipids[ST]
Sphingolipids[SP]
Prenol lipids[PR]
Terpenoids
Flavonoids
Alkaloids and derivatives
Coumarins and derivatives
Phenylpropanoic acids
Quinone
Lignans and related compounds
Alkaloids
Tannins
Phenylpropanoids
Others
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Organic acids
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Phenols and derivatives
Amines and derivatives
Bile acids, alcohols and derivatives
Amines
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Carbohydrates
Vitamins and derivatives
Indoles
Purines and derivatives
Pyridine and derivatives
Alcohols
Amino acids
Nucleic acids and analogues
Imidazole and derivatives
Imidazoles
Vitamins
Nucleic acids
Antibiotics
Hormones and transmitters
Pteridines and derivatives
Fatty acyls[FA]
Glycerophospholipids[GP]
Polyketides[PK.
Glycerolipids| GL
Prenol lipids[PR]
Sphingolipids[SP]
Sterol lipids[ST]
Terpenoids
Flavonoids
Alkaloids and derivatives
Coumarins and derivatives
Quinone
Phenylpropanoic acids
Alkaloids
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Lignans and related con(l})ounds_
oumarins
Tannins
Others
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level identification of KEGG

negative mode

Cell growth and death I 3
Signaling molecules and interaction 7
Membrane transport I 5
Signal transduction —— 5
Translation I 5
Cancers: Overview 12
Infectious diseases: Parasitic I 4
Infectious diseases: Bacterial I 3
Neurodegenerative diseases — 3
Cancers: Specific types 2
Endocrine and metabolic diseases I
Immune diseases I
Infectious diseases: Viral — ]
Substance dependence I |

Global and overview maps
Lipid metabolism
Amino acid metabolism
Metabolism of cofactors and vitamins
Carbohydrate metabolism

Nucleotide metabolism W
Metabolism of other amino acids — 5
Energy metabolism — 4
Xenobiotics biodegradation and metabolism ———
Biosynthesis of other secondary metabolites I 3
Metabolism of terpenoids and polyketides —

Digestive system
Endocrine system
Nervous system
Sensory system
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Excretory system ——— 4
Immune system — 4
Circulatory system I 3
Environmental adaptation I |
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(a-b) Classification of all metabolites annotated in ESI+ and ESI- mode.
(c-d) Identification of KEGG levels of all metabolites in ESI+ and ESI- mode.(level 1 and level 2)
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