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

5’ Chain C Chain D

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

Asp42(A)* Lys43(A) N

Asp42(A)* Lys300(A) NZNZ

W 2001(C)

W 2010(D)

Ser294(A) OGOG Ser296(A) Gln297(A) NE2NE2

W 2004(C)

Thr250(A)* O Thr295(A)* OG1OG1

W 2005(C)

Arg165(A)* NH1NH1 Thr250(A)* OG1OG1 Gly257(A)* O Gol1338(A)* O1O1

NZ Lys89(A)* NZ Gly257(A)* N_W 2006(C)

Arg209(A) NH1NH1 W 2165(A)

Glu239(A) OE2OE2 Ile258(A) N O Tyr254(A)*

O_W

2009(D)* NH2 Arg97(A) NH2 W 2054(A)

O Ser87(A)* O O Gln82(A) O N Lys89(A)* N N Gly256(A) N O2, N3 5cm407(C)*

O2, N3 O2, N4 5cm407(C)* N4 Gly255(A) W 2007(D) W 2009(D)* Ala253(A)

N Tyr254(A)*

N_W

2008(D)

OG Ser252(A) OG O Ser87(A)* O OD1 Asn304(A) OD1 Gly236(A) Gln237(A) N, OE1

N, OE1OE1 Gln237(A) OE1OE1

5cm407(C)* O3’O3’_{O Phe79(A)O}

Cys81(A) OE1 Glu119(A) OE1 NH2, NE Arg165(A)*

NH2, NE

NH2, NH2 Arg165(A)* NH2 W 2006(D) OG Ser85(A) OG NH1 Arg165(A)* NH1 W 2080(A)

W 2005(D)

O Gly303(A) O O Ser305(A) O N Asn123(A) N NH1 Arg165(A)* NH1 OG1 Thr250(A)* OG1 O Gly257(A)* O O1 Gol1338(A)* O1 O Ile86(A) O NH2, NH1 Arg240(A)

NH2, NH1

NH2,_{OG1, N Thr250(A)*}

OG1, N

OG1, W 2156(A) Lys162(A)

W 2004(D) O Thr250(A)* O OG1 Thr295(A)* OG1 W 2008(C)

Gln90(A) NE2NE2

W 2003(D)

NH2, NE Arg228(A)

NH2, NE

NH2, OH Tyr242(A) OH

401

402

P

433

P

403

P

432

P

404

P

431

P

405

P

430

P

406

P

429

P

428

P

408 427

P

409

P

426

P

410

P

P

425

P

Page 1

G C A T C G

Chain C Chain D

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 2002(D)

W 2009(C)

Ser126(A) OGOG

411 424

P

412

P

423

P

413

P

422

Page 2