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Table S1. Acquisition parameters of SRM mode scanning for paralytic shellfish toxins. 

ESI mode Toxin Precursor ion (m/z) Product ion (m/z) Fragmentor (v) Collision energy (v) 

ESI- GTX2,3 394.0 
333.1 

80 
−22 

351.1 −16 

 GTX1,4 410.1 
367.1 

80 
−15 

349.1 −22 

 dcGTX2,3 351.1 
333.1 

100 
−17 

164.0 −30 

 C1/2 474.1 
351.1 

90 
−25 

122.0 −30 

ESI+ STX 300.2 
221.0 

120 
35 

204.0 30 

 NEO 316.1 
298.2 

120 
34 

126.1 34 

 GTX5 380.1 
300.1 

100 
15 

282.1 35 

 
dcSTX 257.1 

239.1 
120 

22 

 126.1 30 

 
dcNEO 273.1 

225.2 
120 

35 

 126.1 35 

Table S2. Toxicity Equivalency Factors of PSTs. 
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Figure S1. PSTs (µg STX eq. kg−1, mean ± SD) determined in different tissues of mussels exposed to 

toxic A. catenella under four environmental conditions. 

 

Figure S2. The total ion chromatogram of GTX2,3, GTX1,4, dcGTX2,3, C1,2 and GTX5. 

XIC of -MRM (18 pairs): 394.000/351.100 Da ID: GTX2,3 from Sample 15 (STD4) of DataBIDUI.wiff (Turbo Spray) Max. 3.5e4 cps.
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Figure S3. The total ion chromatogram of STX, NEO, dcSTX and dcNEO. 

 

Figure S4. The mass spectrum of GTX2,3. 

XIC of +MRM (13 pairs): 300.200/204.100 Da ID: STX from Sample 7 (STD4) of DataBIDUI.wiff (Turbo Spray) Max. 2.8e5 cps.
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Figure S5. The mass spectrum of GTX1,4. 

 

Figure S6. The mass spectrum of dcGTX2,3. 

 -MRM (18 pairs): 5.291 min from Sample 16 (STD5) of DataBIDUI.wiff (Turbo Spray) Max. 2600.0 cps.
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Figure S7. The mass spectrum of C1/2. 

 

Figure S8. The mass spectrum of GTX5. 

 -MRM (18 pairs): 0.049 min from Sample 16 (STD5) of DataBIDUI.wiff (Turbo Spray) Max. 267.0 cps.
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 -MRM (18 pairs): 0.175 min from Sample 16 (STD5) of DataBIDUI.wiff (Turbo Spray) Max. 533.0 cps.
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Figure S9. The mass spectrum of dcNEO. 

 

Figure S10. The mass spectrum of STX. 

 +MRM (13 pairs): 1.068 min from Sample 7 (STD4) of DataBIDUI.wiff (Turbo Spray) Max. 4.8e4 cps.
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Figure S11. The mass spectrum of NEO. 

 

Figure S12. The mass spectrum of dcSTX. 
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300.200/204.100
300.200/138.100

300.200/282.100
300.200/128.100

257.100/126.100
257.100/221.100

257.100/222.100
257.100/239.100

316.100/298.100
316.100/220.100

316.100/108.100
273.100/126.100

273.100/225.200

Q1/Q3 Masses, Da

0.0

5000.0

1.0e4

1.5e4

2.0e4

2.5e4

3.0e4

3.5e4

4.0e4

4.5e4

5.0e4

5.5e4

6.0e4

6.5e4
In

te
n

s
it
y
, 
c
p
s

 +MRM (13 pairs): Exp 2, 2.446 min from Sample 6 (STD3) of Data2020-LUYANAN.wiff (Turbo Spray) Max. 3.7e4 cps.
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