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S2 Table. Populations of the three conformational combinations of facing phosphate groups based on experimental 

data. 

  BI•BI% BI•BII|BI•BII% BII•BII% 

Oligo 1 

C2pG3•C22pG23 12 55 33 
G3pT4•A21pC22 77 23 0 
T4pA5•T20pA21 69 29 2 
A5pG6•C19pT20 77 23 0 
G6pC7•G18pC19 41 47 11 
C7pA8•T17pG18 62 34 4 
A8pA9•T16pT17 88 13 0 

A9pG10•C15pT16 77 23 0 
G10pC11•G14pC15 44 45 10 

Oligo 2 

C2pT3•A22pG23 85 15 0 
T3pC4•G21pA22 44 49 7 
C4pT5•A20pG21 84 16 0 
T5pA6•T19pA20 73 25 2 
A6pG7•C18pT19 88 13 0 
G7pC8•G17pC18 40 46 13 
C8pA9•T16pG17 80 19 1 

A9pC10•G15pT16 96 4 0 
C10pC11•G14pG15 20 57 24 

Oligo 3 

C2pG3•C22pG23 26 54 20 
G3pC4•G21pC22 49 42 9 
C4pT5•A20pG21 76 24 0 
T5pT6•A19pA20 76 24 0 
T6pA7•T18pA19 76 23 2 
A7pA8•T17pT18 96 4 0 
A8pA9•T16pT17 76 24 0 

A9pC10•G15pT16 87 13 0 
C10pG11•C14pG15 28 59 13 

Oligo 4 

G2pC3•G22pC23 73 25 2 
C3pA4•T21pG22 27 50 23 
A4pC5•G20pT21 97 3 0 
C5pG6•C19pG20 44 49 7 
G6pT7•A18pC19 87 13 0 
T7pA8•T17pA18 54 41 5 
A8pC9•G16pT17 87 13 0 

C9pG10•C15pG16 54 41 5 
 

The percentages of the BII•BII, BI•BII|BII•BI and BII•BII combinations were calculated for the four dodecamers 

from the BII percentages of individual phosphates, BII%from NMR, (see S1 Table) using the equations (2) and (3) 

given in the text section “New insights from the simulations: independence of the states of facing phosphate 

groups.”. 
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