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Simultaneous Analysis of Aconitine and Its Metabolites
by Liquid Chromatography-Electrospray Ion Trap Mass Spectrometry

CHEN Xue-guo' ?, LAI Yong-quan®, CAI Zong-wei®
(1. Department of Forensic Medicine, China Criminal Police University, Shenyang 110854, China;
2. Department of Chemistry, Hong Kong Baptist University, Hong Kong SAR 999077, China)

Abstract; A method applying liquid chromatography-electrospray ionization-ion trap mass
spectrometry (LC-ESI-ITMS) for the simultaneous analysis of Aconitine and its in-vitro
metabolites is described. Aconitine was incubated with mouse liver microsome S, fraction
firstly, and then the incubation sample was analyzed by LC-ESI-ITMS in full-scan mode.
Aconitine and its metabolites were identified from the determination of molecular ions. The
metabolites detection were confirmed from tandem mass spectrometry (MS") analysis.
Comparing with the analysis of urine, 8 metabolites were identified in the mouse liver S,
fractions by comparing with the analysis of urine of rat oral with Aconitine and referring to
the literature reports.
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Fig.1 LC-ITMS spectra of Aconitine
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Table 1 Retention time and mass spectra

of Aconitine and its metabolites

tr/
G r3 UM HTT M MS?
min
Mo EJJ\—W 19. 3 646.2 586.2 526.2
M; L‘%j\—(k@ﬁ 14.0 604.2 554.1 522.1

M, N-2: 255 3595 14.9  618.2 558.1 476.1
M, 19 35, 16.2 586.2 554.1 522.1
M, O-ZXUP 53K 16.9 618.2 558.1 498.1
Ms EZE IEN ) 17.0  662.2 602.1 542.1
Mg 16-O-EH# LB 17.8  632.1 572.1 512.1
M, FR L IR 18.8  644.2 584.2 552.1
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WE 3 Fis . E Y M, 1635 0R B B 8]
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Fig. 11 Biotransformation of Aconitine and its metabolites
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