C G C G T A G C A T C G T A C G G 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 140(C) OG Ser530(A) OG Gln533(A) W 222(B)^W 115(C)_W 125(C)

ND2 Asn527(A) ND2 W 120(C) ND2 Asn529(A)* ND2 W 210(B)_W 214(B)

Lys551(A) NZNZ W 132(C) W 143(C) W 119(C) O Asn529(A)* O W 213(B)_W 215(B)

Thr550(A) OG1OG1 Thr552(A) OG1OG1_W 218(B)_W 102(C) W 135(C)

W 133(C) W 1159(A) O Gly590(A) O W 204(B)_W 205(B)_W 219(B)

Thr556(A) N, OG1

N, OG1OG1_W 207(B)_W 1367(A)_W 1065(A)

Tyr554(A) O Ser555(A) OGOG

NZ Lys582(A)*

NZ_W

109(C)*_{N Glu620(A)} N W 101(C) W 110(C) W 113(C) W 117(C) W 202(B)_W 1183(A)*

Arg578(A) NH1NH1_W 206(B)_W 211(B)_W 208(B)

Lys582(A)* NZNZ

Ala558(A) N Leu575(A) O^{W 130(C)}_{ND2 Asn622(A)*ND2}

W 109(C)* W 114(C) Ser618(A) W 1183(A)* OG Ser617(A) OG W 107(C) W 108(C) W 124(C) W 142(C)

NZ Lys582(A)* NZ

W 212(B) Asn625(A) ND2ND2

Tyr587(A)

W 221(B)_W 1290(A)

Gln579(A) O W 129(C) W 104(C)_{W 106(C)N Gln612(A)N}

W 105(C) W 116(C) W 137(C) Thr611(A)

ND2 Asn622(A)* ND2 W 209(B) Ile626(A) W 201(B)

Ile628(A) N Arg629(A) N W 216(B) W 223(B) W 203(B)

Gln624(A) O His829(A) NE2NE2

Leu630(A) N NE2 Gln797(A)NE2

W 111(C) W 112(C) W 103(C)

NH2, NH1 Arg771(A)

NH2, NH1

NH2, W 128(C)

NH1 Arg615(A) NH1 O2 Doc29(B)

O2_W

127(C)

Phe786(A) Arg789(A)

Tyr714(A) Ile716(A) ND2 Asn724(A) ND2 Ctp901(D)

OG, N Ser717(A)

OG, N OG, Gly720(A)

21 12 P 22 P 11 P 23 P 10 P 24 P 9 P 25 P 8 P 26 P 7 P 27 P 6 P 28 P 5 P 4 P 3 P

Page 1

T 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

2

Page 2

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

5’ Chain E Chain F

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 218(E)

W 130(F)

OG Ser530(D) OG NE2 Gln533(D) NE2 W 135(F) W 224(E)_W 227(E)

W 132(F) W 143(F)_{ND2 Asn527(D)} ND2 W 154(F) W 160(F) W 125(F) ND2 Asn529(D)* ND2 W 211(E)_W 213(E)

Lys551(D) NZNZ_W 225(E)_W 226(E)_W 156(F) W 117(F)

W 136(F) W 146(F)

O Asn529(D)* O W 220(E)_W 232(E)_W 233(E)_W 234(E)

W 214(E) Thr550(D) OG1OG1 Thr552(D)_W 120(F) Lys582(D)* Thr586(D)W 112(F)_{W 129(F)}

W 147(F) W 158(F) W 161(F) W 215(E)

Thr556(D) N, OG1

N, OG1OG1_W 221(E)_W 212(E)_W 1141(D)

Ser555(D) OGOG Tyr554(D) O

W 107(F)* Lys582(D)*

N Glu620(D) N W 108(F) W 109(F) W 118(F) W 137(F) W 203(E)

Arg578(D) NH1NH1 W 208(E) W 219(E) Ala558(D) W 237(E)

Leu575(D) O^W 114(F) ND2 Asn622(D) ND2 W 107(F)* W 119(F) Ser618(D) ^W 106(F)

OG Ser617(D) OG W 104(F) W 127(F) W 150(F) Leu610(D)

Asn625(D) ND2ND2_W

209(E)_W 1272(D)

W 216(E)_W 217(E)

Tyr587(D) OHOH

W 102(F) W 110(F)_{W 105(F)}

N Gln612(D) N W 103(F) W 116(F) Thr611(D) W 205(E) Ile626(D) W 201(E)

Ile628(D) N Arg629(D) N_W 204(E)_W 231(E)

Gln624(A) O His829(A) NE2NE2

W 111(F) W 144(F) Gln797(D)* W 101(F)

NH2, NH1 Arg771(D)

NH2, NH1

NH2, W 157(F)

NH1 Arg615(D) NH1 O2 Doc29(E) O2 W 122(F) Tyr714(D)* Gln797(D)* Ctp901(D)*

Phe786(D)* NE Arg789(D) NE W 138(F) W 142(F) Tyr714(D)* Ile716(D)* Ctp901(D)* W 153(F)

Ile716(D)* OG, N Ser717(D)*

OG, N OG, Gly720(D)

21 12 P 22 P 11 P 23 P 10 P 24 P 9 P 25 P 8 P 26 P 7 P 27 P 6 P 28 P 5 P 4 P 3 P

Page 3

T A

Chain F

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 123(F) W 168(F) Phe786(D)*

OG Ser717(D)* OG 2 P 1

Page 4