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Figure S1. 
1
H and 

13
C NMR (500 and 125.7 MHz, respectively, CDCl3) spectra of 

compound 8. 



3 

 

Ph

MeCO

Me C3

H-1

H-2
H-4

H-5 H-6a

H-6b
H-3

CH NHCS2

O

NHBoc

AcO
BocHN

OAc

H
N

H
N

NHTr

S

CH NHTr2

Me OC

C=S
CO

Me3C

Me3C

Ph3C

MeCO

CH2

C-1

C-4

C-5

C-3

C-6

C-2

Ph

 

Figure S2. 1
H (400 MHz, 323 K, CD3OD) and 

13
C NMR (100.6 MHz, 313 K, CD3OD) spectra 

of compound 9. 
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Figure S3. 1
H (500 MHz, 323 K, CD3OD) and 

13
C NMR (125.7 MHz, 323 K, CD3OD) spectra 

of compound 10. 
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Figure S4. 
1
H and 

13
C NMR (400 and 100.6 MHz, respectively, MeOD, 313 K) spectra 

of compound 11. 
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Figure S5. 1
H (500 MHz, 313 K, CD3OD) and 

13
C NMR (125.7 MHz, 313 K, CD3OD) spectra 

of compound 12. 
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Figure S6. 1
H (500 MHz, 323 K, CD3OD) and 

13
C NMR (125.7 MHz, 323 K, CD3OD) spectra 

of compound 13. 
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Figure S7. 
1
H and 

13
C NMR (400 and 100.6 MHz, respectively, D2O, 323 K) spectra of 

compound 14. 
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Figure S8. 1

H (500 MHz, 323 K, 12:1 CD3OD-D2O) and 
13

C NMR (125.7 MHz, 323 K, 12:1 

CD3OD-D2O) spectra of compound 15. 



10 

 

Me C3

H-1

H-2

H-4H-5
H-6a

H-6b

H-3

CH NHCS2

CH NH2 2

C=S CO

Me3C

Me3C

CH2

C-1

C-4

C-5

C-3

C-6

C-2

O

OH

HO
BocHN

OH

H
N

H
N

NH2

S

 

Figure S9. 1
H (500 MHz, 323 K, CD3OD)and 

13
C NMR (125.7 MHz, 323 K, CD3OD) spectra 

of compound 16. 
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Figure S10. 1
H (500 MHz, 343 K, DMSO-d6) and 

13
C NMR (125.7 MHz, 313 K, DMSO-d6) 

spectra of compound 18. 
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Figure S11. 1H and TOCSY (500 MHz, 333 K, 5:1 CD3OD-D2O) spectra of compound 2. 
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Figure S12. 13
C NMR (125.7 MHz, 323 K, DMSO-d6) spectrum of compound 2. 
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Figure S13. 1
H (500 MHz, 333 K, CD3OD) and 

13
C NMR (125.7 MHz, 333 K, CD3OD) spectra 

of compound 19. 
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Figure S14. 1
H NMR (500 MHz, 333 K, CD3OD) and 

13
C NMR (125.7 MHz, 323 K, CD3OD)  

spectra of compound 3. 
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Figure S15. 1
H (500 MHz, 323 K, CD3OD) and 

13
C NMR (125.7 MHz, 323 K, CD3OD) spectra 

of compound 20. 
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Figure S16. 1
H (500 MHz, 333 K, CD3OD) and 

13
C NMR (125.7 MHz, 333 K, CD3OD) spectra 

of compound 4. 


