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Figure S1. UV spectrum of compound 1. 
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Figure S2. ESI TOF spectrum of compound 1. 
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Figure S3. 1H NMR (DMSO-d6, 500 MHz) of compound 1.  
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Figure S4. 13C NMR (DMSO-d6, 125 MHz) of compound 1.  
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Figure S5. COSY spectrum of compound 1. 
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Figure S6. HSQC spectrum of compound 1. 
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Figure S7. HMBC spectrum of compound 1. 

 



 
 
 
 

 

  

Figure S8. UV spectrum of compound 2. 
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Figure S9. ESI TOF spectrum of compound 2. 
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Figure S10. 1H NMR (DMSO-d6, 500 MHz) of compound 2.  
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Figure S11. COSY spectrum of compound 2.  
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Figure S12. HSQC spectrum of compound 2.  
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Figure S13. HMBC spectrum of compound 2.



 
 
 

 

Figure S14. UV spectrum of compound 3. 
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Figure S15. ESI TOF spectrum of compound 3. 
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Figure S16. 1H NMR (DMSO-d6, 500 MHz) of compound 3.  
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Figure S17. COSY spectrum of compound 3.  
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Figure S18. HSQC spectrum of compound 3.  
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Figure S19. HMBC spectrum of compound 3.



 
 
 

 
 

Figure S20. UV spectrum of compound 4  
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Figure S21. ESI TOF spectrum of compound 4  
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Figure S22. 1H NMR (CDCl3, 500 MHz) of compound 4 

 

 



 
 
 

 
 

Figure S23. UV spectrum of compound 5  
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Figure S24. ESI TOF spectrum of compound 5  
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Figure S25. 1H NMR (DMSO-d6, 500 MHz) of compound 5  
 



 
 
 

 

Figure S26. UV spectrum of compound 6 
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Figure S27. ESI TOF spectrum of compound 6. 
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Figure S28. 1H NMR (DMSO-d6, 500 MHz) of compound 6.  



 
 
 

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5
F2 Chemical Shift (ppm)

2

3

4

5

6

7

8

9

F
1
 C

h
e
m

ic
a
l 
S

h
if
t 
(p

p
m

)

 
Figure S29. COSY spectrum of compound 6.  
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Figure S30. HSQC spectrum of compound 6.  
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Figure S31. HMBC spectrum of compound 6.  
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Figure S32. 1H-NMR (DMSO-d6, 500 MHz) time-course conversion of 3 into 6. Overlay of 1H-NMR experiments (zoom).  
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Fig. S33. HPLC traces of Marfey´s analysis of compound 1 

 
 
 
 
 
  

 

m in0 2 4 6 8

m A U

0

100

200

300

 DA D1 A , S ig= 210,10 R ef= 700,100 (U :\LCM S \LDS RF D V A .D)

 0
.3

6
1

 0
.4

4
1

 0
.4

9
3

 0
.8

2
7

 0
.9

5
5

 1
.3

3
8

 1
.8

5
9

 3
.0

1
8

 3
.4

2
4

 4
.8

2
6

 5
.2

6
3

 6
.0

7
1

 6
.5

4
8

 6
.9

9
7

 7
.3

4
9

 7
.8

7
2

 7
.9

8
0

 8
.2

6
3

 8
.3

7
5

 8
.9

5
3

 9
.5

6
3

m in0 2 4 6 8

m A U

0

200

400

600

 DA D1 A , S ig= 210,10 R ef= 700,100 (U :\LCM S \M 1LF DV A 1.D)

 0
.3

5
7

 0
.4

3
6

 0
.5

0
3

 0
.7

7
8

 1
.4

9
9

 2
.3

2
5

 2
.9

3
0

 3
.4

4
4

 4
.2

0
2

 4
.7

4
5

 5
.1

8
5

 5
.7

8
7

 5
.9

9
9

 6
.1

6
2

 6
.7

0
7

 6
.9

7
8

 7
.3

1
2

 7
.8

7
9

 7
.9

7
8

 8
.2

5
0

 8
.3

6
5

 8
.9

3
4

 9
.5

9
4

m in0 2 4 6 8

100000

200000

300000

400000

500000

 M S D1 TIC , M S  F ile  (U :\LCM S \M 1LF DV A 1.D)    A P I-E S , P os , S c an, F rag: V ar,  "P O S "

 0
.4

4
4

 2
.4

0
8

 3
.0

3
4

 3
.5

2
6

 4
.2

9
4

 4
.8

2
9

 5
.2

5
3

 8
.2

7
0 8

.4
4

4
 8

.7
5

4

m in0 2 4 6 8
0

2000

4000

6000

8000

 3
.0

1
3

 6
.2

1
9

 M S D1 386, E IC = 385.7:386.7 (U :\LCM S \M 1LF DV A 1.D)    A P I-E S , P os , S c an, F rag: V ar,  "P O S "

m in0 2 4 6 8
0

500

1000

1500

2000

 3
.0

2
5

 3
.5

4
0

 M S D1 408, E IC = 407.7:408.7 (U :\LCM S \M 1LF DV A 1.D)    A P I-E S , P os , S c an, F rag: V ar,  "P O S "

m in0 2 4 6 8
0

5000

10000

15000

20000

 3
.0

0
6

 8
.5

3
5

 M S D1 341, E IC = 340.7:341.7 (U :\LCM S \M 1LF DV A 1.D)    A P I-E S , P os , S c an, F rag: V ar,  "P O S "



 
 

 
 

 
 
 

Fig. S34. HPLC traces of Marfey´s analysis of compound 2 
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Fig. S35. LC-HRMS analysis of the oxidation crude of compound 3 (LC-HRMS chromatogram, UV spectrum and (+)-ESI-
TOF spectrum of the oxidation product of 3) 
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Fig. S36. HRMS-MS spectrum of the oxidation product of compound 3 
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Fig. S37. HPLC traces of L- and D-FDVA derivatives of standard L-cysteic acid 
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Fig. S38. HPLC traces of Marfey´s analysis of oxidation product of compound 3 
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