
 

 

 

Figure S1. 1H NMR spectrum of compound I obtained using 600 MHz Bruker spectrometer at 

25 oC in D2O. 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S2. 1H NMR spectrum of compound II obtained with 600 MHz Bruker spectrometer at 

ambient temperature in D2O. 

 



 

 

 

Figure S3. 2D COSY of compound I at ambient temperature in D2O. 

Figure S4. 2D NOESY of compound I at ambient temperature in D2O. 



 

 

 

Figure S4. Molecular structure of compound II and the strategy followed. 

Figure S5: 2D COSY of compound II at ambient temperature in D2O. 



 

 Figure S6: 2D NOESY of compound II at ambient temperature in D2O. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

Tables 
Table S1. 1H chemical structure shifts of compound I using a combination of 1D and 2D 

NMR experiments. 

Position 1H Multiplicity 2D NOESY 2D COSY 

Hα 2.69  d. 
 

Hβ (1.30 ppm) 

Hβ 1.30  Br. S H6ar, H2ar, H2’ar, H6’ar 
 

Hγ 2.21 Multiple H6ar, H2ar, H2’ar, H6’ar Hβ (1.30 ppm) 

H2 1.59 d.d. 
  

H3 1.91 s. 
  

H4 1.77 s. H6ar, H2ar, H2’ar, H6’ar 
 

H5 1.91 s. 
  

H6 1.77 s. H6ar, H2ar, H2’ar, H6’ar 
 

H7 1.91 s. 
  

H8 1.59 d.d. 
  

H9 1.59 d.d. 
  

H10 1.77 s. H6ar, H2ar, H2’ar, H6’ar 
 

H2ar 7.43 d. 
  

H3ar 7.34 t. 
  

H4ar 7.29 t. 
  

H5ar 7.34 t. 
  

H6ar 7.43 d. 
  

H2’ar 7.43 d. 
  

H3’ar 7.34 t. 
  

H4’ar 7.29 t. 
  

H5’ar 7.34 t. 
  

H6’ar 7.43 d. 
  

H2p 3.07 very br. s. 
  

H3p 3.07 very br. s. 
  

H5p 3.07 very br. s. 
  

H6p 3.07 very br. s. 
  

HN-Me 2.69  d. 
 

Hβ (1.30 ppm) 

 

 

 

 

 

 

 

 

 

 

 

 



 

Table S2. 1H NMR chemical shifts of compound II derived from a combination of 1D and 2D 

homonuclear NMR experiments. 

Position 1H Multiplicity 2D 1H-1H NOESY 2D 1H-1H COSY 

Hα 2.70 ppm s. 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2eq, H8eq, H9eq 

Hβ (2.05) 

Hβ 2.05 ppm d. 
H4, H6, H10 

H2, H8, H9 
- 

Hγ 3.21 ppm d. 

HN-Me 

Hα 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

Hβ (2.05) 

Hδ 3.61 ppm br. multiplet  - 

H2 
1.62 (eq) ppm 

1.53 (ax) ppm 
d. H3, H5, H7 - 

H3 1.86 ppm s. 
H4, H6, H10 

H2, H8, H9 
- 

H4 1.53 ppm s. H3, H5, H7 - 

H5 1.86 ppm s. 
H4, H6, H10 

H2, H8, H9 
- 

H6 1.53 ppm s. H3, H5, H7 - 

H7 1.86 ppm s. 
H4, H6, H10 

H2, H8, H9 
- 

H8 
1.62 (eq) ppm 

1.53 (ax) ppm 
d. H3, H5, H7 - 

H9 
1.62 (eq) ppm 

1.53 (ax) ppm 
d. H3, H5, H7 - 

H10 1.53 ppm s. H3, H5, H7 - 

H2ar 7.22 ppm d.  - 

H3ar ~7.54 ppm t. 

Har2’, Har6’ 

H4ar’ 

H2ar, H6ar 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

- 

H5ar ~7.54 ppm t. 

H2’ar, H6’ar 

H4ar’ 

H2ar, H6ar 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

- 

H6ar 7.22 ppm d.  - 

H2’ar 7.34 ppm d.  - 

H3’ar ~7.54 ppm t. 

Har2’, Har6’ 

H4ar’ 

H2ar, H6ar 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

- 

H4’ar 7.26 ppm t.  - 

H5’ar ~7.54 ppm t. 

H2’ar, H6’ar 

H4’ar 

H2ar, H6ar 

- 



 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

H6’ar 7.34 ppm d.  - 

H2p 3.61 ppm br. multiplet 

Hα 

HN-Me 

Hγ 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

H3ar, H5ar, 

H3’ar, H5’ar 

H2ar, H6ar 

H4ar 

- 

H3p 3.61 ppm br. multiplet 

Hα 

HN-Me 

Hγ 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

H3ar, H5ar, 

Har3’, H5’ar 

H2ar, H6ar 

Har4 

- 

H5p 3.61 ppm br. multiplet 

Hα 

HN-Me 

Hγ 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

H3ar, H5ar, 

H3’ar, H5’ar 

H2ar, H6ar 

H4ar 

- 

H6p 3.61 ppm br. multiplet 

Hα 

HN-Me 

Hγ 

Hβ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

Har3, Har5, 

Har3’, Har5’ 

Har2, Har6 

Har4 

- 

HN-Me 2.99 ppm d. 

Hα 

Hβ 

Hγ 

H3, H5, H7 

H4, H6, H10 

H2, H8, H9 

H2ar, H6ar 

H3ar, H5ar 

H3’ar, H5’ar 

- 

 


