S1 Table. BII percentages from NMR and simulations with Parmbsc0..o.; and CHARMM36.

srand 1 | B %ron | Bl%ion | Bl%ton | grrangos | BH%ion | BIl%on | BI1%on
NMR P-MD C-MD NMR P-MD C-MD
C2pG3 79 30 30 C22pG23 42 23 75
G3pT4 0 4 19 A21pC22 23 17 6
T4pA5 9 7 46 T20pA21 25 14 20
Oligo 1 | A5PGE 23 31 7 C19pT20 0 3 6
G6pC7 26 8 6 G18pC19 44 21 14
C7pA8 16 7 16 T17pG18 26 10 5
ABpPA9 13 24 10 T16pT17 0 1 1
A9pG10 23 20 5 C15pT16 0 1 1
G10pC1l | 41 3 4 G14pC15 25 11 10
C2pT3 0 0 6 A22pG23 15 14 2
T3pC4 15 3 5 G21pA22 48 20 40
CapTs 0 1 5 A20pG21 15 38 17
T5pA6 15 11 33 T19pA20 14 10 20
Oligo 2 | A6pG7 13 28 9 C18pT19 0 0 4
G7pC8 37 9 10 G17pC18 36 21 8
C8pA9 15 9 14 T16pG17 6 10 13
A9pC10 4 14 6 G15pT16 0 1 8
ClOpCll | 34 6 43 G14pG15 70 43 57
C2pG3 61 7 59 C22pG23 33 3 17
G3pC4 33 24 7 G21pC22 26 5 11
CapTh 1 0 2 A20pG21 23 11 8
T5pT6 0 0 2 A19pA20 24 21 20
Oligo 3 | T6pA7 16 3 25 T18pAl19 10 3 29
A7pA8 4 20 31 T17pT18 0 0 3
A8pA9 24 16 13 T16pT17 0 0 2
A9pC10 13 6 4 G15pT16 0 4 11
Cl0pG1l | 20 7 53 C14pG15 65 10 20
G2pC3 15 8 17 G22pC23 15 24 9
C3pAd 45 13 24 T21pG22 51 11 15
AdpC5 3 9 6 G20pT21 0 2 8
C5pG6 49 21 40 C19pG20 13 30 55
Oligo4 | GepT7 0 2 19 A18pC19 13 12 6
T7pA8 13 12 38 T17pAl8 38 14 45
A8pC9 13 10 5 G16pT17 0 5 19
C9pG10 38 33 67 C15pG16 13 15 18
G10pCll | 27 12 7 G14pC15 45 7 18

The BII percentages of the individual phosphates were inferred from SPs (BI1%gom nvr, With a tolerance of £10%)

or extracted from the simulations carried out with ParmbscO.o; (B1%#rom p-mp) or CHARMM36 (B1%¢10m c-mp)-
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