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

5’ Chain B Chain C

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 130(B)*_W 137(B)

W 13(C) W 64(C)_{N Arg401(A)*}

N_W

43(C) W 134(C) W 17(A) N Ser402(A) N W 127(B)_W 130(B)*_W 131(B)_W 138(B)

W 147(B)

W 100(C) W 115(B)*_{W 101(C)}

N Arg399(A)* N Ser400(A) W 54(A) O Lys397(A) O W 115(B)*_W 144(B) W 116(B)

W 6(A)*

W 33(C)

NH1 Arg399(A)* NH1

W 115(B)*_W 119(B)_W 6(A)*

W 55(A)

Arg399(A)* NH1NH1

Lys443(A) NZNZ

W 11(A) NH2 Arg399(A)* NH2

W 126(B)

W 125(B) His439(A) W 118(B)

Arg401(A)* NH2NH2 Arg405(A) NH2NH2

W 113(C) W 146(B)

Arg407(A) NH1NH1 Arg432(A) NE, NH2

NE, NH2NH2_W 114(B)

Gln408(A) NE2NE2_W 58(C) W 102(C)*

W 70(C)

Asp433(A)* N Thr436(A) OG1OG1 W 38(C) W 102(C)*

Thr435(A) OG1OG1_W 133(B)

W 128(B)_W 71(A)

Asp433(A)* OD1OD1 Asp433(A)* OD1OD1_{W 20(C)}

W 45(C) W 56(C)* W 81(C)

W 117(B)_W 123(B) W 149(B)

W 56(C)*

NH2 Arg442(A) NH2 W 14(C) W 61(C) W 139(B) W 141(B)_W 148(B)

W 5(C) W 34(C) His434(A)

W 62(C)

101 213

P

102

P

212

P

103

P

211

P

104

P

210

P

105

P

209

P

106

P

208

P

107

P

207

P

108

P

206

P

109

P

205

P

110

P

P

204

P

Page 1

A T G C G C

Chain B Chain C

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 154(B)

W 7(C) W 30(C) W 50(C)*W 131(C)

NZ Lys415(A) NZ N Leu422(A) N Pro423(A)* W 120(B)

W 50(C)*_{W 86(C)}

OG Ser421(A) OG W 27(C) W 88(C) W 123(C) Pro423(A)* W 129(B)_W 132(B)_W 134(B)

W 122(B)_W 135(B)_W 152(B)_W 110(C) W 114(C)

111 203

P

112

P

202

P

113

P

201

Page 2