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Wobble Pair Without Hydrogen Bonding?
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Supporting Information Table 1. Proton chemical shift assignments (ppm) for the G-T

duplex at 20°C*.

Nucleotide H6/H8 H5 Methyl H1' H2' H2" H3' H4' NH°
C1 777 598  na® 599 209 252 379 4.11
C2 7.58 5.6 na 538 207 233 -4 -
A3 8.29 na na 594 284 296 5.11 4.02
Ad 8.15 na na 606 2.68 283 507 4.29
G5 7.53 na na  5.87 254 266 508 427 10.70
C6 732 521 na 586 204 251 521 4.17
T7 7.54 na 1.60 617 225 265 494 412 14.10
TS 7.48 na 173 6.15 224 263 494 424 1395
C9 7.63 583 na 6.3 227 254 490 4.24
C10 770  5.84 na 628 233 233 454 4.10
G11 7.84 na na  5.65 243 256 3.68 4.14 12.90
G12 7.86 na na 542 267 275 503 403 1285
Al13 8.21 na na 595 276 294 512 -
Al4 8.06 na na 608 263 292 510 427
G15 7.51 na na  5.87 246 269 509 425 13.05
T16 7.19 na 1.65 577 194 245 492 414 11.55
T17 7.56 na 1.62 615 229 253 493 411 14.55
T18 7.35 na 175 572 201 231 489 412 14.15
G19 7.90 na na 573 270 274 502 4.08 13.05
G20 7.84 na na 519 244 258 426 -- 1325

*Chemical shifts are referenced to residual HOD resonance.
°Chemical shifts for imino protons are reported for the duplex at 5°C.

‘Not applicable.

Not assigned due to overlap.
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Supporting Information Table 2. Proton chemical shift assignments (ppm) for the G-F
duplex at 15°C*.

Nucleotide H6/H8 H5 Methyl H1' H2' H2" H3' H4' NH®

C1 7.66 586 na® 587 198 241 453 3.68
C2 749 564 na 519 198 222 458 3.92
A3 8.16 na na 577 2.66 274 496 430
A4 779  na na 586 1.86 2.12 495 429
G5 791  na na 558 256 2.64 489 424 10.80
C6 743 516 na 579 206 245 446 4.04
T7 747 na 148 6.03 215 254 446 4.18 14.15
TS 737 na 158 6.05 214 252 483 4.10 13.90
C9 751 568 na 597 213 239 - 411
C10 755 566 na  6.15 220 239 448 3.93
G11 773  na na 553 206 238 - - 1295
G12 774  na na 530 238 261 -- 357 1285
Al13 8.08 na na 585 262 282 500 4.36
Al4 795  na na 595 251 278 499 437
G15 739  na na 555 221 256 498 421 13.30
F16 690 na 137 6.02 235 254 498 4.10
T17 711 na 136 591 197 237 498 4.09 13.95
T18 728 na 159 561 196 222 453 402 1425
G19 779  na na 559 243 263 492 - 13.05
G20 772  na na 607 227 244 457 4.15 13.20

*Chemical shifts are referenced to residual HOD resonance.
°Chemical shifts for imino protons are reported for the duplex at 5°C.
‘Not applicable.

Not assigned due to overlap.
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