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Supplemental File A 

Table 1 Chemical Names and Structures for Lesinurad and its Proposed Metabolites 

 

Name of Compound Structure and Name 

Lesinurad 

 

Molecular formula:  

C17H14BrN3O2S 

 

 

 
2-(5-bromo-4-(4-cyclopropylnaphthalen-1-yl)-4H-1,2,4-triazol-3-

ylthio)acetic acid 

 

 

M1 

 

Molecular formula: 

C23H22BrN3O8S 

 

 

                           

                                  

6-(2-(5-bromo-4-(4-cyclopropylnaphthalen-1-yl)-4H-1,2,4-triazol-3-

ylthio)acetoxy)-3,4,5-trihydroxytetrahydro-2H-pyran-2-carboxylic acid 

 

M2 

 

Molecular formula: 

C17H15N3O2S 

 

 

 

                          

                                        

2-(4-(4-cyclopropylnaphthalen-1-yl)-4H-1,2,4-triazol-3-ylthio)acetic acid 

 

M3 

 

Molecular formula: 

C17H14BrN3O3S 

 

                                       



2-(5-bromo-4-(4-(1-hydroxycyclopropyl)naphthalene-1-yl)-4H-1,2,4-

tryazol-3-ylthio)acetic acid 

 

M3b 

 

Molecular formula: 

C17H14BrN3O3S 

                       

                                         

 

M3c 

 

Molecular formula: 

C17H14BrN3O3S 

 

 

N

NN

Br S

OH

O

O

 

 

M4 

 

Molecular formula: 

C17H16BrN3O4S 

 

 

 

2-(5-bromo-4-(4-cyclopropyl-5,6-dihydroxy-5,6-dihydronaphthalene-1-

yl)-4H-1,2,4-tryazol-3-ylthio)acetic acid 

M5 

 

Molecular formula: 

C17H15N3O3S 

 

 

 

2-(4-(4-(1-hydroxycyclopropyl)naphthalene-1-yl)-4H-1,2,4-tryazol-3-

ylthio)acetic acid  

M5b 

 

Molecular formula: 

C17H15N3O3S 

 



 

 

M15 

 

Molecular formula: 

C15H12BrN3S 
 

 

N

NN

Br SH

 

M16 

 

Molecular formula: 

C17H14BrN3O4S 

 

 

 

 

  



Supplemental Figures 

Fig. 1 Proton NMR Spectrum of M4 

 

 

  



Fig. 2 Carbon NMR of M4 

 

 

  



Fig. 3 NMR Chemical shifts of M4 

 

 



Fig 4. COSY Data of M4 

 

  



Fig 5. HSQC Data of M4 

 

 

  



Fig. 6 HMBC Data of M4 

 

 

 

  



Fig. 7 Mass spectral fragmentations of lesinurad and metabolites 

Lesinurad  

 

594-112_Hu24-48Feces_Pool1-6_sb1 #7203-7382 RT: 29.83-30.13 AV: 4 NL: 1.33E5
F: ITMS + c ESI d Full ms2 404.51@pqd35.00 [50.00-820.00]
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594-112_Hu0-24Urine_Pool1-6_sb1 #6435-6510 RT: 26.61-26.62 AV: 2 NL: 7.62E4
F: ITMS + c ESI d Full ms2 580.29@pqd35.00 [50.00-1175.00]
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594-112_Hu24-48Feces_Pool1-6_sb1 #6356-6679 RT: 26.88-27.41 AV: 5 NL: 1.25E6
F: ITMS + c ESI d Full ms2 326.68@pqd35.00 [50.00-665.00]
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594-112_Hu24-48Feces_Pool1-6_sb1 #6089-6395 RT: 26.10-26.38 AV: 4 NL: 8.42E4
F: ITMS + c ESI d Full ms2 420.40@pqd35.00 [50.00-855.00]
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594-112_Hu0-24Urine_Pool1-6_sb1 #6025-6152 RT: 25.19-25.49 AV: 4 NL: 3.15E5
F: ITMS + c ESI d Full ms2 420.47@pqd35.00 [50.00-855.00]
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M4 
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594-112_Hu0-24Urine_Pool1-6_sb1 #4152-4412 RT: 18.87-19.41 AV: 6 NL: 2.72E5
F: ITMS + c ESI d Full ms2 438.39@pqd35.00 [50.00-890.00]
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594-112_Hu0-24Urine_Pool1-6_sb1 #4563-4943 RT: 20.41-20.84 AV: 4 NL: 5.91E4
F: ITMS + c ESI d Full ms2 342.74@pqd35.00 [50.00-700.00]
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M5b
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594-112_Hu24-48Feces_Pool1-6_sb2 #6076-6083 RT: 23.74-23.75 AV: 2 NL: 2.93E6
F: ITMS + c ESI d Full ms2 342.53@pqd35.00 [50.00-700.00]
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