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

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

W 74(C)

W 101(C)

Lys136(B) NZNZ W 116(D)

Arg132(B)* NH1NH1 Gln161(B) NE2NE2 W 180(C) W 220(C) W 7(B)

Tyr142(B) OHOH Asn158(B) OD1OD1 Arg164(B)* NH2NH2

W 115(D)

Arg132(B)* NH2NH2

Arg157(B) NE, NH2

NE, NH2NH2 Arg164(B)* NH2NH2_W 233(C)_W 5(B)

Gly125(B) O

W 23(C) W 232(B) His117(B)* ND1ND1

Glu124(B)* O

Glu124(B)* N

Glu124(B)* OE1OE1 Arg131(B)* Arg184(B) NE Arg188(B) NE W 184(C)

NZ Lys127(B) NZ Arg131(B)* W 8(B)OH Tyr118(B)* OH N Leu179(B)

N_W

153(D)

OH Tyr118(B)* OH NE2 Gln135(B) NE2 N Tyr118(B)* N W 25(D) W 114(D) W 23(D)

N Arg119(B) N ND1 His117(B)* ND1 O Glu124(B)* O Arg195(B) W 186(D) Asn194(B)

1 22 P 2 P 21 P 3 P 20 P 4 P 19 P 5 P 18 P 6 P 17 P 7 P 16 P 8 P 15 P 9 P 14 P 10 P

P 13 P

Page 1

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

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

W 178(C)

Asn194(A)

NH2, NH1 Arg195(A)

NH2, NH1

NH2, W 217(A)

Tyr118(A)* N Leu177(A)_W 32(C) Lys127(A)* NZNZ

His117(A) ND1ND1

Lys127(A)* NZNZ_W 44(C) Lys187(A)_W 36(C)

W 58(C) Tyr118(A)* OHOH Leu179(A) N Val178(A)

Tyr118(A)* OHOH

W 212(A)

Gln135(A) NE2NE2 Arg184(A) Arg188(A) Arg131(A) NH1NH1 Arg131(A) NH2NH2 OE1 Glu124(A)* OE1

W 73(C)*^W 28(A)

W 170(D)

O Glu124(A)* O

W 73(C)* NH2 Arg132(A)* NH2 NH2, NE Arg157(A)

NH2, NE

NH2, NH2 Arg164(A) NH2 W 26(A) O Gly125(A) O W 205(C)

NH1 Arg132(A)* NH1 NE2 Gln161(A)* NE2 W 37(D) W 51(D) OD1 Asn158(A) OD1

11 12 P 12 P 11 P 13 P 10 P 14 P 9 P 15 P 8 P 16 P 7 P 17 P 6 P 18 P 5 P 19 P 4 P 20 P

P 3 P

Page 2

A T T A

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

NZ Lys136(A)

NZ_W

193(D) NE2 Gln161(A)* NE2 21 2 P 22 P 1

Page 3

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

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 108(G)

Lys136(F)

W 59(H)

Gln161(F) NE2NE2 W 24(G) W 220(F) W 68(G)

Tyr142(F) OHOH Asn158(F) OD1OD1 Arg164(F)* NH2NH2

W 125(H)

Arg132(F) NH2NH2_W

63(F)

Arg157(F) NE, NH2

NE, NH2NH2 Arg164(F)* NH2NH2_W 4(F)

Gly125(F)* O W 217(H) W 222(F)

Gly125(F)* N

Glu124(F) OE1OE1^W 126(H)Arg131(F)*

NE2 Gln135(F) NE2 NZ Lys127(F) NZ Arg131(F)* _{OH Tyr118(F)*} OH N Leu179(F) N W 150(H) O Leu179(F) O NH2 Arg184(F) NH2 W 217(F)

N Tyr118(F)*

N_W

67(F) W 55(H)

NZ Lys127(A) NZ ND1 His117(F) ND1 N Arg119(F) N

1 22 P 2 P 21 P 3 P 20 P 4 P 19 P 5 P 18 P 6 P 17 P 7 P 16 P 8 P 15 P 9 P 14 P 10 P

P 13 P

Page 4

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

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

Leu190(E)

W 223(E) OD1 Asn194(E) OD1 W 195(G) Arg195(E)*

Arg195(E)* W 136(G)

Tyr118(E)* N_W 43(G) W 23(G)

Lys127(E)* NZNZ

Arg119(E) N His117(B) ND1ND1 Glu124(B) O

Lys127(E)* NZNZ Lys187(E) NZNZ

Tyr118(E)* OHOH Arg131(E) Val178(E) Leu179(E) N W 152(G)

Leu179(E) O

Arg184(E) NH1NH1_W 218(E)

Arg184(E) O

OE1 Glu124(E) OE1

W 219(H)*

W 70(E) N Gly125(E)* N NH2 Arg132(E)* NH2 W 219(H)*

NE Arg157(E) NE NH2 Arg164(E) NH2 W 3(E) O Gly125(E)* O NH1 Arg132(E)* NH1 NE2 Gln161(E) NE2 W 140(H) W 131(H) OD1 Asn158(E) OD1

11 12 P 12 P 11 P 13 P 10 P 14 P 9 P 15 P 8 P 16 P 7 P 17 P 6 P 18 P 5 P 19 P 4 P 20 P

P 3 P

Page 5

A T T A

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 181(G) Lys136(E)

21 2 P 22 P 1

Page 6