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Supplementary materials: Structural Assignment of the Product 
Ion Generated from a Natural Ciguatoxin-3C Congener, 51-Hy-
droxycigatoxin-3C, and Discovery of Distinguishable Signals in 
Congeners Bearing the 51-Hydroxy Group 
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Table S1. Assignment of ions contained in product ion spectra from [M+H]+ of 51-hydroxy CTX3C. 
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Figure S1. Structures of product ions induced by 51-hydroxy CTX3C at charge site A.    
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Figure S2. MS/MS product ion spectrum (1) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B). 
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Figure S3. MS/MS product ion spectrum (2) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B). 
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Figure S4. MS/MS product ion spectrum (3) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (m/z 850-980). 
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Figure S5. Structures of product ions induced by 51-hydroxy CTX3C at charge site B (1). 
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Figure S6. Structures of product ions induced by 51-hydroxy CTX3C at charge site B (2).
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Figure S7. MS/MS product ion spectrum (4) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B). 



Toxins 2024, 16, 89 10 of 13 

Figure S8. MS/MS product ion spectrum (5) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (A) and CTX3C [M+H]+ as a precursor ion (B). 
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Figure S9. MS/MS product ion spectrum (6) of 51-hydroxy CTX3C [M+H]+ as a precursor ion (m/z 890-1050). 
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Figure S10. MS/MS product ion spectrum (7) of 51-hydroxy CTX3C [M+H]+ as a precursor ion. 
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Figure S11. APCI-MS/MS product ion spectrum of 51-hydoxyCTX3C [M+H]+ as a precursor ion. (Large size of full range MS/MS spectrum). 




