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Table S1. Non-exchangeable Proton Chemical Shifts of the 1,N’-edGeA duplex at pH

5.2,7°C.*"
Nucleotide HS8 H6 H1' H2' H2" H3' H5/H2/CH,
C' 7.69 577  1.99 2.42 4.71 5.92
G’ 7.99 592 270 2.75 4.78
C’ 7.44 557 211 2.42 4.87 5.45
A 8.34 6.18 267 2.77 5.00 7.62
T 6.62 5.65 1.30 2.44 4.75 1.35
X° 7.78 583 236 nd nd
G 7.88 nd nd nd 4.98
\ 8.12 6.00 271 291 5.06 7.15
A’ 8.12 6.10 254 2.87 4.96 7.62
T" 7.11 586 201 2.46 4.82 1.29
c" 7.60 6.06  2.23 2.48 4.83 5.63
Cc” 7.74 6.24 228 2.28 4.55 5.83
G" 7.81 5.61 2.48 2.64 4.81
G" 7.89 5.61 2.72 2.81 5.02
A” 8.27 6.31 2.74 2.97 5.04 7.85
T* 7.22 596  2.03 2.58 4.85 1.29
T 7.40 6.08 213 2.5 4.89 1.50
C® 7.66 5.20 2.18 2.40 4.89 5.73
A" 8.54 6.14 291 3.13 5.14 7.64
A 8.30 6.16 2.62 2.93 5.04 7.61
T 7.01 5.63 1.91 2.32 4.85 1.39
G” 7.81 577 258 2.62 4.95
Cc? 7.35 5.75 1.93 2.34 4.79 5.38
G* 7.93 6.14 2.34 2.62 4.67
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*Values in parts per million.
10 mM phosphate buffer, 100 mM NaCl.

nd- not determined
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Table S2. Exchangeable Proton Chemical Shifts of 1,N*-edGeA Duplex at pH 5.2, 5 °C.”"

Base Pair CN'H,, CN'H, GNIH TN3H
CleG* nd nd

G'eC” 6.6 8.4 13.1

CeG™ 6.5 8.3 12.7

AteT 13.5
TeA” 13.3
X°eA” nd

GeC” 7.5 7.5 12.5

AleT” 13.6
A’eT" 13.7
T A" 13.6
C'eG" 6.9 8.4 12.8

CPeG" nd nd

*Values in parts per million.

10 mM phosphate buffer in H,0O, 100 mM NaCl, pH 5.2.

“hb and nhb refer to the hydrogen-bonded and non-hydrogen bonded cytosine amino

protons, respectively.

nd, not detected.



