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Table S1. Chemical shift differences of selected signals in 1H and 31P NMR between D1 and D2 diastereomers of compounds 1–6 

 ΔδH (ppm) (δ D1 – δ D2)a,b 

Compound H8 Guo H8 m2
7,2'-OGuo H1' G H1' m2

7,2'-OGuo 

1 0.02 0.00 0.00 0.00 

2 –0.01 0.00 –0.01 0.00 

3 0.00 –0.02 –0.02 –0.04 

4 0.00 0.02 0.00 0.03 

5 0.07 — –0.005 — 

6 — 0.03 — 0.01 

 ΔδP (ppm) (δ D1 – δ D2)a,b 

Compound Pα Pβ Pγ Pδ 

1 0.25 –0.02 0.00 0.00 

2 0.00 –0.14 0.02 0.00 

3 0.00 0.00 0.00 0.00 

4 0.00 0.00 –0.01 0.34 

5 0.19 –0.03 0.00 — 

6 0.24 –0.04 0.00 — 

GTPαS (δSp-δRp)b 0.20 –0.28 0.00 — 
a D1 refers to the diastereomer with shorter retention on RP HPLC column bthe Δδ values are calculated from NMR spectra of  mixtures 

containing unequal amounts of the D1 and D2 diastereomers bdata from J. Ludwig and F. Eckstein, J. Org. Chem., 1989, 54, 631-635. 
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RP HPLC profiles of compounds 1-4 

 m2
7,2'-OGppppSG (D1) (1a) 

A
bs

or
ba

nc
e 

Fl
uo

re
sc

en
ce

 

 
 

 m2
7,2'-OGppppSG (D2) (1b) 

A
bs

or
ba

nc
e 

Fl
uo

re
sc

en
ce

 

 
 



Supplementary Material (ESI) for New Journal of Chemistry 
This journal is © The Royal Society of Chemistry and 

The Centre National de la Recherche Scientifique, 2010 
 

 
 
 
 
 
 
 
 
 
 
 
 
 

 m2
7,2'-OGpppSpG (D1:D2) (2a,b)  

A
bs

or
ba

nc
e 

Fl
uo

re
sc

en
ce

 

 

 m2
7,2'-OGppSppG (D1:D2) (3a,b) 

A
bs

or
ba

nc
e 



Supplementary Material (ESI) for New Journal of Chemistry 
This journal is © The Royal Society of Chemistry and 

The Centre National de la Recherche Scientifique, 2010 
Fl uo

 
 
 
 
 
 
 
 
 
 
 
 

 m2
7,2'-OGpSpppG (D1) (4a) 

A
bs

or
ba

nc
e 

Fl
uo

re
sc

en
ce

 

 

 m2
7,2'-OGpSpppG (D2) (4b) 

A
bs

or
ba

nc
e 

Fl
uo

re
sc

en
ce

 

 
 



Supplementary Material (ESI) for New Journal of Chemistry 
This journal is © The Royal Society of Chemistry and 

The Centre National de la Recherche Scientifique, 2010 
 

m2
7,2'-OGppppSG (D1) (1a), NH4

+ salt, 1H NMR in D2O at 399.94 MHz 
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m2

7,2'-OGppppSG (D1) (1a), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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m2

7,2'-OGppppSG (D2) (1b), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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7,2'-OGppppSG (D2) (1b), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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m2

7,2'-OGpppSpG (D1:D2) (2a,b), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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m2

7,2'-OGpppSpG (D1:D2) (2a,b), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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m2

7,2'-OGppSppG (D1:D2) (3a,b), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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7,2'-OGppSppG (D1:D2) (3a,b), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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7,2'-OGpSpppG (D1) (4a), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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7,2'-OGpSpppG (D1) (4a), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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m2

7,2'-OGpSpppG (D2) (4b), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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m2

7,2'-OGpSpppG (D2) (4b), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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GTPαS (D1:D2) (SP:RP ~ 10:9) (5a,b), TEA salt, 1H NMR in D2O at 399.94 MHz 
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GTPαS (D1:D2 mix) (SP:RP ~ 10:9) (5a,b), TEA salt, 31P NMR in D2O at 161.9 MHz 
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m2

7,2'-OGTPαS (D1) (6a), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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m2

7,2'-OGTPαS (D1) (6a), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 
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7,2'-OGTPαS (D2) (6b), NH4
+ salt, 1H NMR in D2O at 399.94 MHz 
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m2

7,2'-OGTPαS (D2) (6b), NH4
+ salt, 31P NMR in D2O at 161.9 MHz 

 
 


