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

W 119(C)

Lys399(B) W 116(C)*

W 114(C)_W 116(C)*

Leu337(B) N Tyr396(B) OHOH Gln336(B) W 108(C)

Ile335(B) O Lys379(B)* NZNZ

W 106(C)*

W 106(C)*_W 116(C)*

Trp375(B) NE1NE1 Lys379(B)* NZNZ W 109(C) W 115(C) W 117(C)

W 117(D) Lys388(B) NZNZ_W 110(C) OH Tyr395(B)

OH_W

105(D)

1

2 P

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

P 14 P

Page 1

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

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 103(C) NH2, NE Arg391(B)

NH2, NE

NH2, W 104(D)

W 107(C)_W 113(C)*

NE Arg394(B)*

NE_W

102(D)

W 113(D) O Arg394(B)* O W 111(C)*_W 113(C)*_W 118(C)

W 110(D)

OH Tyr397(B)

OH_W

118(D)

W 121(D) NH1 Arg394(B)* NH1 OH Tyr412(B) OH W 102(C)_W 111(C)*

Ser235(A) N, OGN, OGOG Trp237(A) NE1NE1 W 403(A)

Ser234(A) OGOG Ser235(A) O

OH Tyr386(B) OH NZ Lys404(B) NZ N Tyr410(B)* N W 120(C)

Ser218(A) OGOG_W 105(C)

Asn211(A)* OD1OD1

W 111(D) W 112(D) W 122(D)*

OH Tyr410(B)*

OH_W

108(D)

His215(A)* ND1ND1

ND2 Asn211(A)* ND2 W 101(D)* W 122(D)*

W 121(C)^W 101(D)*

W 101(C)^W 119(D)_W 409(A)

OH Tyr165(A) OH OG Ser212(A) OG

W 116(D) W 109(D)_{W 103(D)}

Asn158(A) Ser164(A)

W 123(D)

NE2 His215(A)* NE2 N Ala166(A) N OD1 Asn216(A) OD1

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

P 4 P

Page 2

T A A 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

21 3 P 2 P 1

Page 3