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

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)* OD1, ND2

OD1, ND2ND2_W 349(T)_W 760(T)

Glu219(A)* OE1OE1 W 388(T) Glu254(A) W 636(T) W 658(T)

W 1035(T)_W 1211(T)_W 497(T)

Lys251(A) NZNZ

Ile253(A) O

W 595(T) W 1725(A) Dft4(T)* Phe359(A) W 1313(A) W 288(T) W 1742(A) W 192(T)

W 478(T)_W 742(T)_W 743(T)_W 1131(T)

Glu219(A)* OE1OE1 Asp275(A) OD2OD2 Glu219(A)* OE2OE2 Asp275(A) OD1OD1 Arg260(A) NH2NH2 Asp275(A) OD2OD2

Dft4(T)* Doc115(P)* N3, O2

N3, O2O2 W 290(T) Tyr391(A)* Gly568(A) W 687(T)

Dft4(T)*_W 273(T)_W 479(T)_W 494(T)

W 19(T)_W 113(T)_W 293(T) Tyr391(A)*

W 101(T)_W 358(T)_W 1989(A)_W 248(T)

Gln389(A) O

NZ Lys706(A)*

NZ_W

1043(P)_{N Gly729(A)} N W 345(P) Met728(A) W 1141(P) W 55(P) NE2 Gln733(A) NE2 W 194(T)_W 1150(A)

Gly393(A) N_W 355(T)_W 372(T)

Lys706(A)* NZNZ

W 173(P)* W 395(P)

ND2 Asn284(A)* ND2 N Ser735(A)*

N_W

657(P) W 173(P)*_W 960(T)

Lys705(A)* NZNZ_W 24(T)_W 1072(T)_W 1075(T)

W 502(P) W 660(P)_{OG, N Ser784(A)}

OG, N OG, W 1577(A)

W 1185(P)

OG Ser735(A)* OG NZ Lys829(A) NZ ND2 Asn284(A)* ND2 W 173(P)*_W 392(T)_W 469(T)_W 164(T)*

W 623(T) W 20(T) W 1671(A)

Lys734(A)* NZNZ

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

W 461(P) W 528(P)

ND2 Asn786(A)* ND2 NE2 His804(A) NE2 W 179(P) W 465(T)_W 164(T)*_W 1148(T)

W 599(T) W 673(T) Arg707(A) W 781(T) W 177(T)

Lys734(A)* NZNZ Lys734(A)* NZNZ

Thr703(A) OG1OG1 W 116(P)

W 136(P) W 336(P)OH Tyr791(A) OH_W

874(P) Lys790(A) W 224(T)_W 834(T)

W 247(T)_W 1492(A)_W 843(T)

Lys874(A)* NZNZ_W

281(T)

Lys874(A)* O Glu731(A) OE2OE2_W 515(P) W 1070(P)

1

2 P

3 P

5

6 P

114

P 7 P

113

P 8 P

112

P 9 P

111

P 10 P

110

P 11 P

P

109

P

Page 1

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 359(T)_W 588(T)_W 772(T) W 606(T)_W 773(T)*

Lys844(A) NZNZ_W 517(T) W 176(T)

Cys801(A) O Arg806(A) NENE

W 929(P) W 1030(P)

W 769(T)_W 1004(T)

Lys800(A) N_W 500(T)

Gly798(A) O_W 771(P) W 773(T)* W 819(P) W 1214(T)

W 523(T)_W 763(T)_W 840(T)

W 406(T)

W 139(T) W 30(P) W 761(P) W 762(P)

W 342(T)*

W 342(T)*_W 765(T)_W 766(T)

12 108 P 13 P

107

P 14 P

106

P 15 P

105

P 16 P

104

P 17 P

103

18 P

Page 2