Table S1. *H NMR Chemical Shift Assignments for the 1:1 DNA—-Drug Complex
[d(GGACGTCC),ACRAMTU]?

resdue H6/H8 H2H5/  H1 H2' H2" H3' H4' H5
CH3s H5"
G1 7.75 557 237 254 479  na 3.66 (-0.01)
(-0.08)° (-0.09) (-0.09) (-0.07) (-0.03) 3.56 (-0.01)
G2 7.76 545 263 263 498 433 4.11 (-0.04)
(-0.09) (-0.13) (-0.08) (-0.17) (-0.05 (-0.05) 4.04 (-0.05)
A3 813 742 613 267 28l 503 444 4.21 (-0.05)
(-0.08) (-050) (-0.14) (-005 (-0.12) (-0.05 (-0.05) 4.19 (-0.02)
c4 719 522 560 205 231 481 na n. a
(-0.04) (-0.02) (-0.04) (0.03) (-0.07) (-0.03) n.a
G5 7.82 586 263 270 496  4.39 4.12 (-0.03)
(-0.01) (-0.13) (0.00) (-0.09) (0.00)  (0.00) 4,01 (-0.09)
T6 721 142 605 218 251 483 423 4.21 (-0.05)
(-0.09) (0.00) (-0.02) (0.01) (-0.02) (-0.01) (-0.02) 4.21(0.01)
C7 757 574 607 248 221 484 419 4.11 (0.05)
(-0.03) (0.00) (-0.03) (-0.24) (-0.28) (0.00)  (0.01) 4.04 (0.02)
o 764 576 621 228 na 455 415 n. a
(-001) (0.01) (-0.05 (-0.02) (-0.02)  (0.09) 4.05 (0.00)

ACR H1/H8 H2/H7 H3/H6 H4/H5 H9 H10 H11 H12

786 661 708 701 415 403 314 312
(-054)° (-095) (-087) (-0.75) (-029) (-0.35) (0.26) (0.27)

4500 MHz, D,O, 308 K, pH* 7.0; shifts are relative to DSS. ® Numbers in parentheses are AS =
Seclduct— Siree DNAVree ACRAMTU (PPM). © Not assigned due to signal overlap.
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