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

5’ Chain T 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 601(T) Asn786(A)* W 1277(T)*

W 1388(A)

W 638(T) W 1227(T) Arg260(A) W 863(T)

Lys251(A) NZNZ

Ile253(A) O Asn255(A) ND2ND2

Phe359(A)_W 411(T) W 1614(A)

W 952(T)_W 1277(T)*

Glu219(A) OE1OE1 Asp275(A) OD2OD2

Dup904(A) O4, N3

O4, N3N3_W 788(T)

Ser360(A) OGOG Ile362(A) N_W 851(T)_W 357(T)

Asn572(A) ND2ND2

Doc115(P)* N4, N3

N4, N3N3 Doc115(P)* O2O2 W 791(T) Tyr391(A)* W 980(T)

W 302(T)_W 443(T)_W 561(T)

W 114(T)_W 293(T)_W 377(T) Tyr391(A)*

W 140(T)_W 169(T)_W 184(T)_W 262(T)

Gln389(A) O

W 633(P)_W

579(P) N Gly729(A) N Met728(A) W 740(P) W 484(T)_W 1012(A)

W 224(T) Gly393(A) N Tyr391(A)* W 459(T) W 989(T)

Lys706(A) NZNZ

W 282(P) W 294(P)_{ND2 Asn284(A)} ND2 N Ser735(A)*

N_W

471(P) W 600(P) O Gln733(A) O W 625(T)

Lys705(A)* NZNZ_W 176(T)

Val396(A) N W 500(P) W 778(P)

OG, N Ser784(A)

OG, N OG, W 604(P) OG Ser735(A)* OG NZ Lys829(A) NZ W 226(T)_W 432(T)_W 250(T)*

W 434(T) W 1366(A) W 1485(T) W 1016(A)

Lys734(A)* NZNZ

Glu398(A) OE1OE1

Glu398(A) OE2OE2 Lys705(A)* N

W 683(P) W 842(P)_W

584(P) Asn786(A)* NE2 His804(A) NE2 W 549(T)_W 776(T)_W 250(T)*

W 596(T) W 383(T) Arg707(A) W 762(T) W 1299(A)

W 518(T) Lys878(A) W 1094(T) W 1324(T) W 1777(A) W 1467(A)

Lys734(A)* NZNZ

Thr703(A) OG1OG1

Glu731(A)* OE2OE2 Lys874(A)* O

W 283(P) W 447(P) W 547(P) W 688(P)*OH Tyr791(A)

OH_W

720(P) W 816(P)

1

2 P

3 P

4 P

5 P

6 P

114

P 7 P

113

P 8 P

112

P 9 P

111

P 10 P

P

110

P

Page 1

A T G C T A C G C G G C C G 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 370(T)_W 1202(T)

W 688(P)* W 751(P) W 394(T)_W 539(T)_W 1046(T)

Lys874(A)* NZNZ_W 373(T)_W 827(T)_W 945(T)

W 1309(T)*

W 21(T)_W 1309(T)*_W 1405(T)*

Lys844(A) NZNZ W 560(T) W 789(T) W 1457(T) W 1403(A)

Arg806(A) NH2NH2 Cys801(A) O Arg806(A) NENE

W 819(P)

W 831(P) W 898(T)_W 993(T)

Lys800(A) N_W 947(T)_W 1510(A)

Gly798(A) O_W 1130(P) W 1194(P) W 1405(T)*

W 1300(T)*^W 1190(P)*

W 620(T)_W 663(T)_W 1107(T)_W 1300(T)*

W 1190(P)* W 636(T)

W 528(P)

11 109 P 12 P

108

P 13 P

107

P 14 P

106

P 15 P

105

P 16 P

104

P 17 P

103

18 P

Page 2