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The cleavage pathways of 3-aminobenzoic acid ethyl ester by positive elec-
trospray ionization mass spectrometry

LI Jin-Cheng, LIU Huan, ZHANG Jing, WU Li-Dong, XV Yu-Yan, MA Bing, SONG Yi'

(Quality and Standard Research Center, Chinese Academy of Fishery Sciences, Beijing 100141, China)

ABSTRACT: Objective To study the cleavage pathways of 3-aminobenzoic acid ethyl ester by electrospray
ionization mass spectrometry (ESI-MS/MS) in the positive mode. Methods The quasi-molecular ion [M+H]"
of 3-aminobenzoic acid ethyl ester was obtained by ESI, and the MS” spectrum of quasi-molecular ion [M+H]"
ion were obtained from collision-induced dissociation (CID). Results There were three main fragment ions of
quasi-molecular ion [M+H]" with CID that were m/z 138, m/z 94, m/z 77. The cleavage pathways information of
[M+H]" ion were obtained by analyzing the MS® spectrum of [M+H]" ion. It was found that quasi-molecular
ion [M+H]" mainly fractured through ethoxyl group at the C1 of benzene ring, and lost CH,=CH, with gener-
ated fragment ion m/z 138. A part of fragment ion m/z 138 continuously lost CO, at the C1 of benzene ring with
generated fragment ion m/z 94. Then a part of fragment ion m/z 94 lost NH; at the C3 of benzene ring with
generated characteristic fragment ion m/z 77. Conclusion These cleavage rules presented here can provide a
technical support for metabolites’ identification of 3-aminobenzoic acid ethyl ester in aquatic products.
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Fig. 1 Structure of 3-aminobenzoic acid ethyl ester .
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Fig. 2 ESI-MS spectra of 3-aminobenzoic acid ethyl ester in positive mode

MS-222-15#216 RT: 0.50 AV:1 NL: 2.47E7
T: +cESI Full ms2 166.000[50.000-270.000]
100

90
80
70
60
50
40
30

20

10 7795 94.13

0.‘"""""I"‘"""""'""""""
60 80 100 120 140 160 180 200 220

138.09

15eV

166.10

Relative abundance

MS-222-3#219 RT: 0.54 AV:1 NL:2.69E7
T: +cESI Full ms2 166.000[50.000-270.000] 138.09
100 .

90
80
70
60
50
40

30
92.16
20 7122
10 | 166.09
0 f I I 1 1 L 1 1 I || n 1 I L I II I 1 1 1 1 1 L L I| I 1 1 I I I 1 1 I I 1 I
60 80 100 120 140 160 180 200 220

20 eV

Relative abundance

3 3-
Fig. 3 ESI-MS/MS of 3-aminobenzoic acid ethyl ester at different collision energy
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