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

5’ Chain B Chain C

1I3J_old

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 390

W 256_W 421^W 353 N Ser165(A)

N_W 351 W 368 N Gln158(A) N W 378^W 323_W 347

N Tyr162(A) N W 286_W 355 Arg168(A)*

W 425

Arg170(A) NH1NH1_W 385 Arg168(A)* OG Ser176(A)* OG

W 377* W 277 OG Ser176(A)*

OG_W 409 W 292_W 377* Asn175(A)*

W 424

W 293_W 305 Asn175(A)*

Gly172(A) N_W 298 Ser171(A)_W 311

Phe177(A) His182(A) NE2NE2_W 301

Asn179(A) N_W 280_W 282 His180(A) O_W 343 W 363*

W 369 NZ Lys197(A)* NZ W 376*

W 264_W 318_W 265 Lys187(A)* NZNZ

NZNZ

W 363*

1

2 P 51 P 3 P 50 P 4 P 49 P 5 P 48 P 6 P 47 P 7 P 46 P 8 P 45 P 9 P 44 P 10 P

P 43 P

Page 1

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

Chain B Chain C

1I3J_old

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 288_W 376* Ile190(A) Met194(A)*

W 345*

OG Ser200(A) OG W 327 Met194(A)*_W 335

Ser191(A) OGOG

Lys197(A)* O

W 345*

Pro199(A)*

Gly196(A) N

W 308

Pro199(A)* Asn201(A) ND2ND2

Arg220(A) NH2NH2_W 389

W 339

Lys203(A)* N Cys214(A) Ala215(A) Ala216(A) N W 281

Lys203(A)* NZNZ Thr230(A) OG1OG1 Tyr242(A) OHOH_W 394

W 313 Lys234(A)

W 276

W 354

N Gly227(A) N

OG Ser225(A)

OG_W

300 O Lys223(A) O W 391 W 255 NE Arg232(A) NE

11 42 P 12 P 41 P 13 P 40 P 14 P 39 P 15 P 38 P 16 P 37 P 17 P 36 P 18 P 35 P 19 P 34 P 20 P

P 33 P

Page 2

T A A

Chain B Chain C

5’

1I3J_old

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 271 Tyr231(A) Lys237(A)

21 32 P 31

Page 3