T G A G G T A G T A

5’ Chain X

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

Met413(A) Ile434(A)*

Arg418(A) Lys422(A) NZNZ Gln433(A) NE2NE2 Ile434(A)* Val685(A)* Mg686(A)*

Asn449(A) ND2ND2

Ile434(A)* Leu435(A) Asn436(A) N Arg446(A) NH1NH1

Val685(A)* Mg686(A)*

Tyr642(A) His657(A)* NE2NE2 Arg661(A) NH2NH2

Arg651(A) N_W 23(X)

His657(A)* ND1ND1

Asp609(A)*

Asp609(A)* Arg615(A)* N, NH2

N, NH2NH2

Leu267(A) Ser280(A)

Leu281(A) N Arg286(A) NH1NH1 Arg580(A) NH2NH2 Thr613(A)

Arg615(A)* NH1NH1

Tyr171(A) N_W 726(A)

Leu279(A) O

Leu265(A) Thr266(A)

Ile173(A) N

1

2 P

3 P

4 P

5 P

6 P

7 P

8 P

9 P

10 P

P

Page 1

G G A T A G T

Chain X

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

Arg172(A) NH2NH2

Po422(X)

Met82(A)

Ile254(A)

His227(A)

Tyr197(A) OHOH Tyr226(A) OHOH Arg232(A) NH1NH1

11

12 P

18 P

19 P

20 P

21 P

Page 2

T G A G G T A G T A

5’ Chain Y

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

Met413(B) O

Mg2(Y)* Arg418(B) Lys422(B) NZNZ Ser432(B) Gln433(B) Ile434(B) N Lys457(B)

Arg446(B) Asn449(B) ND2ND2

Asn436(B) N, ND2

N, ND2ND2

Ala644(B)

Mg2(Y)* Val685(B)

Tyr642(B) His657(B) NE2NE2 Arg661(B) NH2NH2

Arg651(B) N

Arg615(B) N, NH2

N, NH2NH2

Leu279(B)

Arg286(B) Arg580(B) NH2NH2 Thr613(B)

Ala170(B) Tyr171(B) N

Ser576(B) OGOG

Arg172(B) NH1, NH2

NH1, NH2NH2

Arg192(B)

101

102 P

103 P

104 P

105 P

106 P

107 P

108 P

109 P

P

Page 3

T A G T

Chain Y

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

Tyr226(B)* Ile254(B) Tyr197(B) OHOH Tyr226(B)* Arg232(B) NH2NH2

119 P

120 P

121 P

Page 4