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SUPPORTING INFORMATION 

 

 

Table S1- 1H and 31P NMR assignments for the dimeric form of d<pCCGTCCGT> 

(100mM NaCl, T=25ºC, phosphate buffer, pH=7)       

 
 NH NH2(1) NH2(2) H6/H8 H2/H5/Me H1’ H2’ H2” H3’ H4’ 31P 

C1  n.o n.o 8.05 6.11 6.48 2.26 2.64 4.62 4.62 -4.13 
C2  9.04 7.01 7.82 6.01 6.34 2.34 2.81 4.96 4.44 -4.27 
G3 13.76 9.36 8.01 7.86  6.11 2.71 2.55 5.13 4.51 -3.98 
T4 10.51   7.58 1.70 6.01 1.95 2.47 4.73 3.84 -3.83 

n.o – not observed 
         
 
 
Table S2-    13C NMR shifts of the dimeric form of d<pCCGTCCGT>  

(100mM NaCl, T=25ºC, phosphate buffer, pH=7)  

 
 C1' C2' C3' C4' C5' C5/C5M C6/8 

C1 79.9 32.6 70.4 78.0 59.3 90.6 135.4 
C2 77.9 30.6 71.9 77.8 60.1 90.6 134.1 
G3 74.9 33.1 67.7 77.6 58.5 - 129.1 
T4 80.6 34.4 71.6 78.8 59.4 5.7 129.8 
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Table S3- Mean values and order parameters* of the dihedral torsion angles of the dimeric 

form of d<pCCGTCCGT>.  

α β γ δ ε ζ χ  
Mean Order 

par. 
Mean Order 

par. 
Mean Order 

par. 
Mean Order 

par. 
Mean Order 

par. 
Mean Order 

par. 
Mean Order 

par. 

sugar 
conformation 

1C 115±90 0.50 164±22 0.90 68±6 0.99 127±7 0.99 -123±45 0.72 -55±62 0.55 -118±7 0.99 C2’- endo 

2C -34±43 0.74 180±12 0.97 47±16 0.96 131±6 0.99 -180±2 1.00 -84±2 1.00 -123±2 1.00 C2’- endo 

3G -67±3 1.00 172±2 1.00 52±2 1.00 107±2 1.00 -106±3 1.00 -170±2 1.00 -118±3 1.00 O4’-endo 

4T -77±3 1.00 157±3 1.00 48±2 1.00 139±2 1.00 -126±12 0.98 70±7 0.99 -147±2 1.00 C2’-endo 

5C 94±22 0.93 169±17 0.96 68±5 1.00 128±5 1.00 -105±30 0.89 -84±40 0.82 -120±6 1.00 C2’- endo 

6C 7±40 0.80 170±12 0.98 35±17 0.97 135±7 0.99 -179±2 1.00 -85±2 1.00 -123±2 1.00 C2’- endo 

7G -66±3 1.00 171±2 1.00 54±2 1.00 109±2 1.00 -102±3 1.00 -171±3 1.00 -117±2 1.00 O4’- endo 

8T -76±3 1.00 157±2 1.00 45±3 1.00 140±2 1.00 -87±32 0.88 119±6 0.90 -146±3 1.00 C2’- endo 

9C 89±70 0.23 133±30 0.91 61±5 1.00 124±7 0.99 -99±7 0.99 -73±12 0.98 -122±9 0.99 C2’- endo 

10C -34±22 0.92 175±7 0.99 63±13 0.97 125±5 1.00 178±2 1.00 -85±2 1.00 -128±3 1.00 C2’- endo 

11G -63±2 1.00 176±2 1.00 53±2 1.00 110±2 1.00 -123±11 0.98 -155±7 0.99 -112±2 1.00 O4’-endo 

12T -69±3 1.00 160±4 1.00 46±3 1.00 136±2 1.00 -124±12 0.98 63±5 1.00 -151±2 1.00 C2’-endo 

13C 97±21 0.93 162±18 0.95 69±4 1.00 134±5 0.99 -93±5 1.00 -76±8 0.99 -112±5 1.00 C2’- endo 

14C -29±23 0.93 175±7 0.99 60±13 0.97 127±5 1.00 178±2 1.00 -83±1 1.00 -126±2 1.00 C2’- endo 

15G -64±2 1.00 176±2 1.00 52±2 1.00 109±2 1.00 -127±18 0.96 -158±14 0.97 -112±2 1.00 O4’- endo 

16T -64±54 0.86 154±27 0.93 43±45 0.99 134±6 1.00 -83±42 0.87 117±43 0.86 -152±3 1.00 C2’- endo 

 
* Angular order parameters were calculated according to Hyberts, SG., Goldberg, MS., 
Havel, TF., and  Wagner, G.. (1992) Protein Science, 1, 736-751. An angular order 
parameter close to 1 indicates that the angle is very similar in all the structures, whereas a 
small value indicates that the angle is not well-defined. 
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Figure S1. Three different views of the average structure of the dimer of 

d<pCCGTCCGT>. Each molecule is shown in a different color, with phosphorous atoms in 

red. A semi transparent view of the van der Waals surface of the molecule is added to give 

an idea of the overall shape of the dimer. 
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