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

5’ Chain D Chain E

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 182(E) W 368(E)_{N Ser458(A)} N W 193(E) W 451(E) W 235(E) W 128(E)

N Asn459(A) N O1 Edo502(D)* O1 W 464(D)

O2 Edo501(E)*

O2_W

598(E) Na504(E)* W 815(E)NE2 His455(A) NE2 NE Arg457(A)

NE_W

315(A) W 386(E)

Edo501(E)* O1O1_W 426(D)

W 720(D)_W 726(D) W 530(E) Na504(E)*

O2 Edo635(A)

O2_W

811(E) Edo502(D)* O2O2_W 211(D)_W 333(D)

W 347(B) W 115(E) W 306(E) W 826(E)

W 488(E) W 175(D) 5cm407(D)* Na637(A)_W 173(D)

W 229(D) Ser486(A) OGOG_W 151(D) Unl322(B)

Asn494(A)* OD1OD1

NE2 His450(A) NE2 W 817(E) NH2, NE Arg496(A)*

NH2, NE

NH2, W 105(D)* W 360(E)

W 231(A) ND2 Asn494(A)* ND2 W 366(A) W 105(D)* W 316(D) 5cm407(D)* Val451(A) W 117(A)

W 154(D)_W 217(D) 5cm407(D)*

Arg496(A)* N

O Asn494(A)* O ND2 Asn494(A)* ND2 W 727(E) W 282(D)_W 391(D)

Arg438(A) N W 55(D) W 254(D) W 843(D) W 239(D) W 15(D)

Arg436(A) O Asn557(A) ND2ND2

Lys544(A) NZNZ Val439(A) N W 491(E)

W 580(E) W 446(E)

W 192(A)

O2 Edo503(E)* O2 O Gly493(A) O NZ Lys495(A) NZ W 238(D)_W 624(D)_W 865(D)*

W 505(D)_W 754(D) O1 Edo503(E)*

O1_W

755(E)

W 865(D)*

402 432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

P

427

P

408 426

P

409

P

425

P

410

P

424

P

411

P

P

423

P

Page 1

A T C G

Chain D Chain E

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 326(D)_W 733(D)^W 834(E)

412 422

P

413

P

421

Page 2

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

5’ Chain C 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

Unl359(C)_W 567(C)^W 744(F)_{N Ser458(B)N}

O1 Edo509(F) O1 W 369(B) W 59(F) W 407(F)

OG Ser458(B) OG O2 Edo505(C)* O2 OD1 Asn459(B) OD1 W 277(C)*_W 734(C)

W 414(C)_W 751(C) Na503(F)* O2 Edo506(F)* O2 O2, O1 Edo511(F)

O2, O1

O2, NE2 His455(B) NE2 NE Arg457(B)

NE_W

88(F) W 118(F)

Edo506(F)* O1O1_W 277(C)*_W 452(C)_W 557(C)

W 393(C)

W 140(F) Na503(F)*

NE Arg448(B)

NE_W

232(F) W 406(F) Edo505(C)* O1O1_W 38(C)_W 125(C)

W 346(C)_W 113(C) Unl456(C)*_W 72(F) W 297(F) W 458(F)_W

445(F) W 713(F) W 224(C) Na634(B)_W

69(B)

W 90(C) Ser486(B) OGOG Unl456(C)* Gly487(B) W 135(C)

Lys495(B) O

Unl637(C) O1O1

NE2 His450(B) NE2 W 737(F)

NH2, NE Arg496(B)*

NH2, NE

NH2, W 68(F)* W 190(F)_W 583(F)

W 732(F) W 205(F) ND2 Asn494(B)* ND2 W 68(F)*_W 415(C)_W 86(C)_W 639(B)

W 260(C) 5cm407(C) O3’, O4

O3’, O4O4 Arg438(B)* NH1NH1 Lys544(B)* NZNZ W 512(C) W 714(B)

Arg496(B)* N Thr497(B) OG1OG1

Ala468(B) O

O Asn494(B)* O ND2 Asn494(B)* ND2 W 577(F) W 441(C)*_W 753(C)

Arg438(B)* N W 61(C) W 710(C) W 18(C) W 807(C)

Asn557(B) ND2ND2

Val439(B) N Lys544(B)* NZNZ

W 291(F) W 327(F)

W 170(B) O Gly493(B) O W 342(C)_W 441(C)*_W 762(C)

W 830(C)

O2 Edo513(F) O2 W 612(F) W 345(C)

402 432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

P

427

P

408 426

P

409

P

425

P

410

P

424

P

411

P

P

423

P

Page 3

A T C G

Chain C 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 534(C) W 586(F)

412 422

P

413

P

421

Page 4