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SUPPLEMENTARY MATERIAL 

Summary 
This supporting information file includes additional results and information as described in the text of 

the main article including: 

Table S1. Structures of identified SMX and TRI transformation products 

Figure S1. Representative LC-MS/MS chromatograms of the [M+H]+ions: TRI (m/z 291.2), (2) SMX (m/z  254.2)   

 



Table S1. Structures of identified SMX and TRI transformation products 

Abbrevation Q1 

(m/z) 
Q3 

(m/z) Formula Structure Reference 

TRI 291.2 123.1 
230.1 

 C14H18N4O3  
 

 

- 

TRI171 171.0 126.0 
81.0 C4H3N4O4+ 

 

[1] 

TRI325 325.0 307.1 
181.0 C14H20N4O5  

 

[2,3] 



TRI291 291.1 
258.1 
261.2 
231.1 

C13H14N4O4 

 

 

 

 

 
 

[2] 
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TRI305 305.2 275.0 C14H16N4O4 
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TRI307 307.1 259.1 C14H18N4O4 
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SMX 254.2 
108.1 
156.0 

 
C10H11N3O3S 

 

- 

SMX173 173.0 

156.0 

108.0 

94.0 
C6H8N2O2S 

 

[6] 



SMX256 256.1 
214.1 

173.0 C10H14N3O3S 

 

[7] 

SMX288 288.0 

156.0 

108.0 

270.0 
C10H13N3O5S 

 

[6,8–10] 

SMX304 304.1 
286.9 

275.0 
C10H10N3O6S 

 

This work 
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Figure S1. Representative LC-MS/MS chromatograms of the [M+H]+ions: TRI (m/z 291.2), (2) SMX (m/z  254.2) 
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