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

5’ Chain B Chain D

Chain C

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 113(B)

W 61(D) W 148(B)*_W 241(B)

W 288(D)* W 289(D) W 325(D)N Gly304(A) N_W

90(A) W 142(D) W 148(B)*_W 239(B)_W 240(B)_W 293(B)

W 59(D) W 169(D) W 288(D)*W 95(D)_{N Gly306(A)} N N Met309(A) N Arg308(A) W 163(D) N Lys307(A) N W 91(B)_W 155(B) Trp274(A)

Arg275(A)* W 294(D) Gly278(A)OH Tyr267(A) OH Arg275(A)* OH Tyr279(A) OH NZ Lys324(A) NZ W 227(B) His511(A)

Ala518(A)

D3t581(A)* O4, N3

O4, N3N3_W 56(B)

W 103(B)_W 144(B)_W 287(B)

W 65(B)_W 68(B)

Arg538(A) NH2NH2 W 119(B) W 229(B) W 228(B) W 34(B)

Arg538(A) NENE Lys521(A) NZNZ Arg517(A) O Leu527(A) N W 215(C)* OH Tyr505(A)* OH W 31(C) Asp490(A)

W 86(A)* W 38(C)

W 17(C)

W 123(C)

OH Tyr505(A)* OH OE2 Glu529(A)* OE2 NE2 Gln372(A)* NE2 O2A D3t581(A)* O2A O2A D3t581(A)* O2A W 98(B) W 86(A)*

W 55(B) Lys544(A)_W 223(A)_W 111(A)

Tyr505(A)* OHOH Glu529(A)* OE2OE2

Ser526(A) OGOG Ser528(A) OGOG

W 215(C)*_{W 82(C)}

N Gly343(A) N W 40(C) W 43(C) W 180(C) Na578(A)

Lys472(A)* NZNZ W 15(B)* W 108(B) W 237(B) W 140(A)

His530(A) NE2NE2_W 268(B)_W 271(B)

Lys472(A)* NZNZ

W 33(C) W 45(C) W 57(C)N Gly345(A) N Lys347(A) OG1, N Thr348(A)

OG1, N

OG1, W 15(B)*_W 100(B) W 17(B)*

Gln471(A) N_W 89(A) W 16(B)

Ser463(A) N_W

62(B)_W 78(B)

Gln372(A)* NE2NE2 D3t581(A)* O2AO2A

Gln469(A) O Gln464(A) N Lys472(A)* O

Glu466(A)* OE2OE2

W 49(C) W 99(C) W 104(C)

W 74(C)

1 4 P 2 P 3 P 3 P 2 P 4 P 1

5 P

6 P

7 P 6 P 8 P 5 P 9 P 4 P 10 P

P 3 P

Page 1

T A G C

Chain B Chain C

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 24(B)_W 47(B) W 17(B)*

Gln372(A)* NE2NE2 D3t581(A)* O2AO2A

W 7(C) W 27(C) W 284(C)

11 2 P 12 P 1

Page 2