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Abstract; The MS characteristic of eight common paralytic shellfish poisoning (PSP) toxins
(GTX1, GTX4, GTX2, GTX3, deGTX2, decGTX3, C1 and C2) were investigated by elec-
trospray ionization multi-stage mass spectrometry (ESI-MS") in negative ion mode. The re-
sults show that the quasi-molecular ion peak [M— H ]~ (base peak) of each PSP toxin is de-
tected by ESI-MS, Stability characteristic fragment ions are observed by the neutral loss of
—H, 0 and —NHCO for ESI-M$? detection, and the MS? spectra of PSP toxin isomers are
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different, which can provide experimental basis for qualitative and quantitative determina-

tion of sulfur containing PSP toxins by ESI-MS?, ESI-MS® detection is performed for the

main characteristic fragment ions of the target toxins produced during ESI-MS$* analysis.

The main MS® characteristics of the fragment routes are also discussed. This study can help

to offer the reference and basis for determination of sulfur containing PSP toxins by electro-

spray lonization mass spectrometry in negative ion mode.

Key words: fragmentation pathway; electrospray mass spectrometry; paralytic shellfish poi-

soning
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1200 7Y & A0 AH 354X £ E Agilent 24 1)
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F3 0.1 mol/L ZRH B3 R brME IR , e 1
TR AR 2 TR, 45 A 43 WIVR BE 43 31 - GTX1
(0. 124 mg/L), GTX2 (0. 226 mg/L), GTX3
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MS spectra of eight PSP toxins in negative ion mode
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Fig.2 MS"® spectra of eight PSP toxins in negative ion mode
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Fig.3 MS® spectra of eight PSP toxins in negative ion mode
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Bk ¥ 45 Bm/z 413,376,333 B T &, R
m/z 456 B F 1§ 4> 3 & & — NHCO, — SO, .
—SO,—NHCO 4 ®K,Cl ) m/z 413 B 114
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W m/z 395 B F AR .
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—SO; F ¥R . 8 Fifb G ¥ & R 5 M 7 A4
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Table 1 Mass spectral data of eight PSP toxins for MS" analysis

ESI-MS ESI-MS? ESI-MS?
fas ——
t/min  [M—H]~ FBETF HET FET ERBH
GTX1 29.2 410(100) 367(100), 349(6), 367 349(100) —H,0
GTX2 30.8 394(100) 351(100), 376(11), 333(8) 351 333(100) —H;0
GTX3 32.8 394(100) 376(100), 351(63), 333(30) 376 333(100) —NHCO
GTX4 31.3 410(100) 367(100), 349(12), 392(11) 367 349(100) —H;0
—80;—H,0,
235(100), 253(52), —80;,
deGTX2 3L.5 351(100) 333(100) 333 291 (51), 274 (36), —HNCNH,
316(30) —NH; —HNCNH,
—NH;
274(100), 235(95), —NH; —HNCNH,
deGTX3 33.1 351(100) 333(100) 333
253(58) —80;—H:0, —S80;
—80; —NHCO,
456(100), 351(36), 431(15), 394 (14), 333(100), 413(56),
Cl 27.8 474(100) 456 —NHCO, —S0s,
413(14) 376(40), 395(20)
—NHCO—H:0
456(100), 351(39), 431(17), 413(16), 376(100), 413(77), —S80;3;, —NHCO,
Cc2 28.9 474(100) 456
394(4) 333(9 —5803 —NHCO
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