SUPPLEMENTARY MATERIAL

Table S1 1H NMR assignments of rRyo-dYPyo obtained at 303K (non-exchangeable) and
278K (exchangeable) referenced against DSS. 5/5" assignments non-stereospecific. The
chemical shift of some OH protons overlap with certain NH, protons. nd not determined.
10mM Phosphate, 200 mM KCI pH 7.0.

H6/8 HS5/C3H3 K 2 2’ 3 4 5/5° NH NH2 2'0OH

H2

Gl 794 - 562 481 - 457 4.32 3.88/3.98 nd nd
A2 799 749 600 475 - 453 453 nd - 6.63,7.61 6.81
A3 762 753 579 463 - 451 451 414 nd - 6.70

7.63 6.70
G4 703 - 547 451 - 432 445 402 12.14 nd 6.93
A5 757 746 593 469 - 447 454 nd - 6.70,7.61 6.81
G6 711 - 557 462 - 437 447 4.04 12.12 nd 6.96
A7 759 724 593 469 - 451 455 4.09 - 6.72,7.67 6.69
A8 756 753 584 463 - 451 451 nd - 6.72,7.83 6.74
G9 719 - 566 4.36 - 450 442 4.02 13.20 nd 7.05
Cl10 746 525 576 4.00 - 412 418 nd - 7.08,8.15

nd
G1l1 799 - 6.07 283 295 484 424 3.83 395 nd -
CP12 755 199 6.28 245 281 485 443 420 427 6.70,9.10 -
UP13 773 199 6.17 237 280 4.89 437 4.204.28 14.38 - -
UP14 780 204 619 238 279 489 440 4.21,4.27 13.84 - -
CP15 759 205 6.03 232 272 478 434 nd - 6.71,8.70 -
UP16 770 199 6.13 234 276 487 434 4.184.23 14.00 - -
CP17 761 203 6.04 238 272 477 433 nd - 6.71,8.73 -

ubP18 766 198 601 236 271 487 428 nd 1412 - -

UP19 795 202 618 231 267 489 431 nd 14.03 - -
C20 758 563 626 216 223 454 406 nd - 7.03,8.20 -




Table S2 1H NMR assignments of dR10-rYM10 obtained at 303K (non-exchangeable) and
278K (exchangeable) referenced against DSS. nd not determined. UM® — deoxyuracil.

H6/8 H5/Me 1 2 2" 3 4 NH NH2
H2

Gl 783 - 575 247 266 482 417 1266 6.76
A2 815 741 6.06 277 292 505 440 - 7.9, 6.43
A3 795 7.38 6.05 266 281 500 444 - 7.8,6.12
G4 733 - 573 247 267 488 436 1256
A5 7.80 7.38 6.13 264 283 495 441 -
G6 726 - 571 241 265 487 433 1257 78,63
A7 779 719 6.06 256 2.84 498 444 - 7.85,6.2
A8 7.83 7.38 599 260 274 497 440 - 7.70, 6.25
G9 739 - 580 242 262 482 436 13.12 805, 6.10
Cl10 729 505 6.14 207 224 445 407 - 8.1, 6.55
Gl11 784 - 554 473 - nd nd 1273
Cl2 770 521 549 444 - nd nd - 8.37,6.77
uMe13 781 1.60 548 447 - nd nd 1424
uMeyy 791 164 567 458 - nd nd 13.88
Cl5 7.81 566 541 438 - nd nd - 8.45, 7.05
uMele 781 157 537 456 - nd nd 14.28
Cl7 7.79 566 541 440 - nd nd - 8.40, 7.03
uMesg 782 163 540 432 - nd nd 14.06
uMelg 7.88 170 580 421 - nd nd 14.16
C20 7.83 581 593 406 - nd nd - 8.22,

7.10




Table S3 1H NMR assignments of rRy-dY Uy obtained at 303K (non-exchangeable) and
278K (exchangeable) referenced against DSS. nd not determined, nv not visible.

H6/8 H5 1 2 2 K} 4 NH NH2
H2
Gl 792 - 558 478 - 459 432 nv -
A2 803 7.39 593 467 - 458 452 - -
A3 781 7.55 584 461 - 460 450 - -
G4 712 - 545 446 - 442 442 1239 -
A5 766 7.56 585 463 - 457 445 - -
G6 711 - 548 451 - 443 443 1242 -
A7 770 7.30 583 460 - 450 4485 - -
A8 7.75 7.60 580 451 - 449 459 - -
G9 739 - 567 417 - 451 439 1347 -
Cl10 754 535 581 398 - 416 416 - 7.06, 8.28
Gl11 805 - 6.03 277 277 483 nd nv -
Cl2 765 543 6.17 242 262 483 nd - 6.93, 8.68
Uis 771 544 6.15 235 267 48 nd 1444 -
ul4 7.73 555 6.10 235 267 489 nd 13.86 -
Cl15 756 564 6.06 228 256 478 nd - 7.05, 8.28
Ui 759 528 6.05 229 263 486 nd 14.05 -
Clr 757 562 6.03 228 256 4.86 nd - 7.06, 8.32
Uulg 759 5.29 6.08 225 261 486 nd 13.96 -
Ul9 7.68 551 6.17 225 261 487 nd 1391 -
C20 755 564 6.24 214 222 453 nd - 7.04, 8.20




Table $4. deoxyribose conformational parametersin DNA.RNA hybrids.

Data refer to the italicised strand. 23’ includes

3

JH3-P (4-6Hz). Values of Ps and fs

calculated as described previoudly (10)" Standard deviations were estimated as +0.5 Hz (Z1),
+1(22) and £2 (22", Z3). Errorson Ps and fs estimated at +20° and 0.1 respectively.

dR10-rYM10 rR10-dYU10
Base 21 X2 22" X3 1y, fo/ Base X1' >3 fs
Ps (*)
Hz A Hz
Gl nd nd nd nd nd nd G1l1 1484 1099 0.84
A2 15.3826.3720.339.62 299 1 Cl12 nd 1264 nd
162
A3 nd 26.37 nd 10.44 2.56 nd Uil3 1538 nd 1.0
G4 nd nd nd nd 291 nd ul4 nd nd nd
A5 14.2926.37 23.08 nd 3.32 0.79/ Cil5 nd nd nd
160
G6 nd 26.37 nd 989 273 nd Ui nd nd nd
A7 13199 nd nd 989 256 U
162 Cl7 nd nd nd
A8 13.7427.47 23.08 nd 3.04 0.74/
179 Uuis 13.74 nd 0.69



G9 1355 26.3723.63nd

C1013.7426.69  24.32 9.89

Mean 13.9826.58 22.89 9.94
sd. 0.77 0412 152 0.3

3.01

311

291
0.26

0.70/
179 U1 1319

1.0/

200 C20 13.19

0.87/173 14.07 11.54
0.14/15.7 0.998 0.952

nd 0.601

1099 0.6

0.746
0.172




Table S5. Electrophoretic mobility

Duplex prel
dr10-dY102 1.0

dr10-rvy10@ 0.92
dR10-rY(T)10 0.87
rR10-dY (U)10 @ 0.87
rR10-dY (10)@ 0.84
rR10-d°Y (10) 0.79
rR10-rY(10) & 0.77

afrom [8]



