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

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 1013(C) W 1315(C)_{OG Ser530(A)} OG NE2 Gln533(A) NE2 W 212(C) W 547(C) W 1768(C) ND2 Asn527(A)* ND2 W 521(B)_W 1554(B)

W 253(C) W 1126(C)_{ND2 Asn527(A)*} ND2 W 1006(C) W 1695(C) W 1395(C) ND2 Asn529(A)* ND2 W 590(B)_W 896(B)

Lys551(A) NZNZ_W 408(B)_W 445(B) W 310(C)_W

1180(C) W 1329(C) W 1349(C) W 918(A)

O Asn529(A)* O OE1 Glu589(A) OE1

O Ser585(A) O W 288(B)_W 422(B)_W 979(B)

Thr550(A) OG1OG1 Thr552(A) OG1OG1_W 360(B) W 1334(C)_W

966(C) W 984(C) W 987(C) W 1088(A) O Gly590(A) O W 117(B)_W 911(B)_W 968(B)

Thr556(A) N, OG1

N, OG1OG1_W 113(B)_W 57(B)_W 132(A)

Ser555(A) OGOG Tyr554(A) O NZ Lys582(A)*NZ

W 900(C)* W 961(C)N Glu620(A) N W 904(C) W 916(C) W 959(C) W 1031(C) W 337(B)

Arg578(A) NE, NH2

NE, NH2NH2_W 130(B)_W 956(B)_W 3(B)

Leu575(A) O ND2 Asn622(A)*ND2_{W 1131(C)}

W 259(C) Ser618(A) W 900(C)* OG Ser617(A) OG W 865(C) W 887(C) W 998(C) W 1102(C)

Asn625(A) ND2ND2_W 313(B) W 1101(A)

Arg629(A)* NH2NH2_W 5(B)_W 420(B)_W 1017(B)

Lys582(A)* NZNZ Tyr587(A) OHOH

Gln579(A) O

W 421(C) W 830(C)_{N Gln612(A)NW 901(C)}

Thr611(A) W 816(C) W 1038(C) W 1138(C)

ND2 Asn622(A)* ND2 2dt29(B)* W 198(B) Ile626(A) W 1141(A)

Ile628(A) N Arg629(A)* N, NH1

N, NH1NH1 W 265(B) W 539(B) W 34(B)

Gln624(A) O His829(A) NE2NE2

Leu630(A) N W 145(C)

W 318(C) Gln797(A) W 804(C)NH1 Arg771(A) NH1 W 111(C) W 245(C)

W 17(A)

NH1 Arg615(A) NH1 OD1 Asn793(A) OD1 OG1 Thr794(A) OG1 2dt29(B)* _{NE Arg789(A)} NE W 135(C) W 163(C) W 179(C) W 150(C) O Phe786(A) O N3, O4 D3t201(A)

N3, O4 N3, Ile716(A) W 881(A)OG, N Ser717(A)

OG, N

OG,_W

349(C) W 367(C) W 468(C)

O Ala707(A) O

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 A

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 1802(A) W 342(C)

NH1 Arg729(A) NH1 2 P 1

Page 2

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

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 248(F)_W

482(F) OG Ser530(D) OG Gln533(D) W 630(F) W 402(E)_W 544(E)

W 191(F) W 535(F) W 571(F)ND2 Asn527(D) ND2 W 381(F) W 1316(F) ND2 Asn529(D)* ND2 W 233(E)_W 1025(E)

Lys551(D) NZNZ_W 1326(E)_W 1430(E)_W 273(F) W 348(F) W 267(D)_{W 922(D)}

W 1154(F) W 1549(F) W 453(F)

O Asn529(D)*

O O Ser585(D) O NZ Lys593(D)* NZ

OE1 Glu589(D) OE1 W 8(E)_W 131(E)_W 281(E)_W 1748(E)

Thr550(D) OG1OG1 Thr552(D) OG1OG1_W 1084(E)_W 1436(E) W 478(F)

W 317(F) Thr586(D)W 950(F)

W 960(F) W 935(D) W 1087(D)

NZ Lys593(D)* NZ O Gly590(D) O W 89(E)_W 235(E)_W 375(E)

Thr556(D) N, OG1

N, OG1OG1_W 236(E)_W 175(D)_W 415(E)

Tyr554(D) O Ser555(D) OGOG NZ Lys582(D)*NZ

W 70(F)* W 1117(F)N Glu620(D) N W 62(F) W 841(F) W 878(F) W 1158(F) W 206(E)

Arg578(D)_W 862(E)_W 255(E)

Ala558(D) N W 43(F)_{ND2 Asn622(D)ND2}

W 15(F) W 70(F)* Ser618(D) OG Ser617(D) OG W 94(F) W 306(F) W 844(F) W 993(F)

Asn625(D) ND2ND2_W 257(E) W 1034(D)

W 11(E)_W 14(E)_W 1397(E)

Lys582(D)* NZNZ Tyr587(D) OHOH

Gln579(D) O_W 13(F) W 271(F)_{W 28(F)N Gln612(D)N}

W 51(F) W 308(F) W 332(F) Thr611(D)

2dt29(E)*_W 149(E) Ile626(D)_W 9(E)

Ile628(D) N Arg629(D) N, NH1

N, NH1NH1_W 6(E)_W 295(E)

Gln624(D) O

W 37(F) W 146(F) Gln797(D) W 68(F) NH1 Arg771(D) NH1 W 23(F) W 27(F) W 1265(F)

NH1 Arg615(D) NH1 2dt29(E)* W 1597(F)_{NE Arg789(D)} NE W 127(F) W 333(F) W 372(F) W 56(F) O Phe786(D) O N3, O4 D3t202(D)

N3, O4 N3, Ile716(D) W 1195(F)OG, N Ser717(D)

OG, N

OG,_W

158(F) W 262(F) W 387(F)

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 101(F) Arg729(D) W 1086(F) 2 P 1

Page 4