T C A G 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

Asn786(A)* OD1OD1_W 369(T)_W 1340(T)

Glu219(A)* OE1OE1_W 221(T)_W 1983(A)

Arg260(A) NE, NH2

NE, NH2NH2 W 201(T) W 810(T) W 812(T) W 273(T) W 2042(A)*

Lys251(A) NZNZ

Ile253(A) O Asn255(A) ND2ND2 Arg260(A) NH2NH2

W 2042(A)* W 281(T) Phe359(A) W 1643(A) W 722(T)

W 568(T)_W 586(T)_W 728(T)_W 1053(T)

Glu219(A)* OE1OE1 Asp275(A) OD2OD2 Glu219(A)* OE2OE2

W 420(T) Dcp904(A) N4, N3

N4, N3N3 Dcp904(A) O2O2 Pro361(A)* Asn564(A) W 233(T)

Ser360(A) OGOG Ile362(A) N Pro361(A)* W 991(T) W 311(T)

Lys279(A) NZNZ

Asn572(A)* ND2ND2

Doc115(P)* N4, N3

N4, N3N3 Doc115(P)* O2O2 W 303(T) W 444(T) Gly571(A) W 1288(A)*

Asn572(A)* ND2ND2 W 238(T) W 445(T) W 726(T) W 727(T) W 1119(T)

Tyr567(A)* OHOH

OP1 Doc115(P)* OP1 OH Tyr619(A) OH OD2 Asp621(A) OD2 W 19(T)_W 84(T) Tyr391(A)_W 1288(A)*

W 27(T)_W 97(T)_W 278(T)_W 345(T)

Tyr567(A)* OHOH

Gln389(A) O

NZ Lys706(A)*

NZ_W

478(P) N Gly729(A)

N_W

760(P) W 57(P) NE2 Gln733(A) NE2 W 188(T)_W 1066(A)

Gly393(A) N_W 572(T)_W 716(T)_W 1227(T)

Lys706(A)* NZNZ

W 69(P) W 128(P)_{ND2 Asn284(A)*} ND2 OG, N Ser735(A)*

OG, N

OG,_W

331(P) W 441(P) W 385(T)*_W 699(T)_W 881(T)

Lys705(A)* NZNZ_W 1064(T)_W

26(T)

Val396(A) N_W 880(P) W 1870(A)_{OG, N Ser784(A)}

OG, N

OG,_W

411(P)

W 371(P)

NZ Lys734(A) NZ ND2 Asn284(A)* ND2 OG Ser735(A)* OG NZ Lys829(A) NZ W 90(T)*_W 300(T)_W 385(T)*_W 406(T)

W 423(T) W 51(T) W 1648(A)

Glu398(A) OE2OE2 Lys705(A)* N Glu398(A) OE1OE1

W 350(P) W 723(P)

ND2 Asn786(A)* ND2 NE2 His804(A) NE2 W 859(P) W 90(T)*_W 199(T)_W 876(T)

W 255(T) Arg707(A) W 751(T) W 871(T) W 1240(T) W 1433(A)

W 633(T) W 1241(T) W 1354(T) W 1226(A) W 262(T)

Thr703(A) OG1OG1

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

W 209(P) W 325(P) W 701(P)

OH Tyr791(A)

OH_W

860(P) ND2 Asn787(A) ND2

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 185(T)_W 1035(T)

W 275(P) W 861(P)

W 1316(P) W 403(T)_W 493(T)_W 862(T)*_W 868(T)

Lys874(A)* NZNZ_W 364(T)_W 1125(T)_W 1247(T)

W 1067(P)

W 730(T)_W 862(T)*

Lys844(A) NZNZ_W 482(T) W 1430(A)

Cys801(A) O Arg806(A) NENE

W 872(P) W 874(P)

W 1317(T)

Lys800(A) N_W 402(T)

Gly798(A) O W 731(P) W 873(P)

W 875(T)*

W 492(T)_W 846(T)_W 875(T)*

W 1209(P)

W 844(T) W 464(T)_W 592(T) W 593(P) W 1166(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