C G G C G C G C C G A T T A G C C G C 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 496(E) W 402(E)

Gln136(A) OE1OE1

W 970(F)

OG1, N Thr123(C)

OG1, N

OG1, W 485(F) W 406(C) N Cys124(C) N O Cys124(C) O W 906(E)

Ser121(A) N_W 179(E)_W 375(E)

W 1007(F)

Lys120(A)* NZNZ_W 170(E)

W 461(E)_W 155(E)

Lys120(A)* NZNZ

W 514(F) Arg248(B)* Lys120(A)* NZNZ_W 335(E)_W 152(E)

W 317(E)_W 601(E)

Lys120(A)* NZNZ

W 503(F)

W 788(F) ND2 Asn239(A) ND2 W 234(E) W 614(E)

NH1, NH2 Arg280(A)*

NH1, NH2

NH1, W 169(F)_{OG Ser241(A)OGN Ala276(A)N}

Cys275(A)

W 23(F)

W 37(F)

N Cys277(A) N NH2 Arg280(A)* NH2 OD2 Asp281(A) OD2 O Val274(A) O W 308(E)_W 346(E) W 214(E)

W 272(F) W 617(F)

NE Arg248(A) NE NH2, NH1 Arg273(A)

NH2, NH1

NH2, W 230(E)

Arg273(B) NH1NH1_W 435(E) Arg248(B)*_W 436(E)

W 218(F) W 370(F)

W 509(F)

Arg280(B)* NH2, NH1

NH2, NH1NH1

Ser241(B) OGOG Ala276(B) N Cys275(B) W 141(E) W 304(B)

Val274(B) O Cys277(B) N Arg280(B)* NH2NH2 Asp281(B) OD2OD2

W 842(E)_W 862(E)

W 329(F)

W 664(E)

NZ Lys120(B)

NZ_W

685(F)

1 12 P 2 P 11 P 3 P 10 P 4 P 9 P 5 P 8 P 6 P 7 P 7 P 6 P 8 P 5 P 9 P 4 P 10 P

P 3 P

Page 1

C G G C

Chain E 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 960(E)^W 969(F)

11 2 P 12 P 1

Page 2

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

5’ Chain G Chain H

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 517(G)

Lys120(D)* N

Ser121(D) OGOG

W 948(H)

Lys120(D)* NZNZ

Lys120(D)* NZNZ

W 471(H)

NH1, NH2 Arg280(D)

NH1, NH2

NH1,_{OG Ser241(D)} OG N Ala276(D) N W 304(D)

W 143(H)

N Cys277(B) N NH2 Arg280(B) NH2 OD2 Asp281(B) OD2 O Val274(D) O W 252(G)^W 454(H)_W 468(H) NE Arg248(D)* NE NH1 Arg273(D) NH1 W 423(H) W 477(G)_W 796(G)

Arg248(C) NENE Arg273(C) NH1NH1_W

266(G)_W 334(H) W 384(H) W 370(D)_W

394(H) W 529(H)

NH2 Arg248(D)* NH2 Arg280(C)* NH2, NH1

NH2, NH1NH1_W 393(D)

Ser241(C) OGOG Ala276(C) N W 312(C) W 91(G)

Arg248(D)* NH1NH1

Cys277(C) N Arg280(C)* NH2NH2 Asp281(C) OD2OD2 Val274(C) O W 168(H)

W 340(H) W 920(H)*

W 835(H) W 450(G) NZ Lys120(C)*

NZ_W

203(H) W 920(H)* W 522(G)_W 740(G) W 650(G)

NZ Lys120(C)*

NZ_W

938(H)

1 12 P 2 P 11 P 3 P 10 P 4 P 9 P 5 P 8 P 6 P 7 P 7 P 6 P 8 P 5 P 9 P 4 P 10 P

P 3 P

Page 3

C G G C

Chain G Chain H

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 717(G)^W 527(H)

N Lys120(C)*

N_W

526(H) W 690(H) W 979(H)

11 2 P 12 P 1

Page 4