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[Abstract] Identification of drug metabolites is an important part of drug metabolism research and the material basis of pharmacology and
pharmacodynamics research. Mass spectrometry is a major detection method for drug metabolites due to its high sensitivity and extensive
application. In general, the methods of drug metabolites identification include reference standards comparison, literature and database matching,
comprehensive spectrometry analysis, radioisotope labeling and computer-assisted structural elucidation. In this paper, recent advances in these
methods were summarized in order to provide reference for the identification of drug metabolites.
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Table 1 Commonly used databases for metabolite identification

e A& &2 ik
The Human Metabolome Database (HMDB) NN AR LS B [9]
The Madison Metabolgﬁ&s))Consortium Database AR S A G R e [10]
Metlin WL 2 RN AW [ L S e € [11]
Spectral Database for Organic Compounds (SDBS) HHEYRERZE (MS. "HNMR. “CNMR. FT-IR. Raman. ESR) [12]
RIKEN tandem mass spectral database (ReSpect) TP = — RS R, IRER RS 2 B R [13]

The Global Natural Products Social Molecul 3

S Uil b gl il i 1
Kyoto Encyclopedia of Genes and Genomes (KEGG) ng%é*gﬁﬁ?ﬁﬁﬁ’ QER LB R 4, [15]
National Institute o’(fN%%r;dards and Technology S [ [6 AR U SRR 50 i A 22 M [16]
KNApSAcK family databases (KNApSACk) FH 40 2R 5 R A I 250 [17]
ChemSpider AT HEmEPuERE, @580 00024 &4 S B AR PE [18]
PubChem N T HIALA P 584 A i A5 S [19]
Golm Metabolome Database (GMD) T 577 LE B2 AH SR HGCMSHE,  $R i@ Ef g i R Th e [20]
MassBank DT R 73 Bt R it 0 25080 )2 [21]
WETZMASS 3 B0 AN 1 v 73 T i A [22]
The DrugBank database (DrugBank) 254 Je AR R S A 2 N AE ) A5 R [23]
Chemical Entities of ]?égég%cal Interest Ontology KT NS T R A (S [24]
Bovine Metabolome Database (BMDB) 7 800N R AR IS S [25]
FooDB LA RN TR G R [26]
The Escherichia coli Metabolome Database (ECMDB) ZEHMZ]S%%{&%%?%%%? 4?%%%;?%%%*@‘ 5 000NWR, LCAS, [27]
The Yeast Metabolome Database (YMDB) GRAEEEEE %ﬁ%ﬁﬁﬁéﬂﬁiﬁﬁﬁw—m& NVREZ ) [28]
The Small Molecule Pathway Database (SMPDB) AR AN G AR [29]
PlantCyc TEAAR I B A [30]
The Toxin and Toxin Target Database (T3DB) i LR R Ay B LR [31]
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