C G C G G C A T C G G G C G G C C G

5’ Chain T Chain D

Chain P

file

Key 3 Backbone sugar and base-number

P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

W 747(T)

W 646(D) W 810(D)_W

728(D) W 754(D) W 778(D) W 793(T)* W 604(T)

W 656(D)

W 501(D) W 703(D) W 773(T)_W 793(T)* W 605(T) W 526(D) W 615(D)* W 678(D)Pro63(A) _{N Gly64(A)} N Val65(A) W 588(D) Na342(A) W 714(T)^W 615(D)* N Gly66(A) N Ile69(A) W 652(D) W 768(T)

W 500(T)_W 505(T)_W 667(T) Ala38(A) _{NZ Lys68(A)} NZ W 818(D) Lys35(A) W 680(D) W 590(D) OH Tyr39(A) OH Dct338(A) N4, N3

N4, N3N3 Dct338(A) O2O2_W 598(T)

W 537(T) Lys280(A)_W 589(T)

Doc10(P)* N4, O2

N4, O2O2 Arg283(A) NH1NH1_W 601(T)_W 665(T)*

W 603(T) Leu287(A) Thr292(A)_W 708(T)

Ile293(A) N

Glu295(A)*_W 665(T)*

W 674(P) W 761(P)*

W 820(A)_{N Gly105(A)} N W 751(P) Na341(A) W 551(P) W 766(P)

O4’ Doc10(P)* O4’ NZ Lys234(A)* NZ

W 676(T)

Tyr296(A) OHOH_W 608(T) Glu295(A)*_W 761(P)* W 821(P)_{Gly107(A)N, OG Ser109(A)}

N, OG N, Ala110(A) W 790(P) W 795(P) Pro108(A) W 610(T)

Gly231(A) Thr233(A) OG1OG1 Lys234(A)* N_W 517(T)

Ser229(A) Lys230(A)_W 602(T)

Glu232(A) N

W 701(P) W 813(P)

1 5 P 2 P 4 P 3 P 3 P 4 P 2 P 5 P 1

6 P

7 P

8 P 9 P 9 P 8 P 10 P

P 7 P

Page 1

A T T A C G A T G C C G

Chain T Chain P

5’

file

Key 3 Backbone sugar and base-number P Phosphate group

* Residue/water on plot more than once

Hydrogen bond to DNA Nonbonded contact to DNA (< 3.35A) W 88 Water molecule and number

W 643(T)_W 805(T)^W 731(P)* W 641(T)_W 688(T)_W 515(A)

His134(A) N W 731(P)*

W 792(P)* W 677(P) W 792(P)*

W 562(P)

11 6 P 12 P 5 P 13 P 4 P 14 P 3 P 15 P 2 P 16 P 1

Page 2