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

5’ Chain P Chain T

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

Lys431(A) NZNZ Ala433(A)

Lys532(A)

Ser530(A) W 2587(P)^W 2640(T)_W 2723(T)

Asn527(A) W 2598(P)*

W 2362(T) W 2553(T) W 2598(P)* W 2130(P)_W 2598(P)*

Thr550(A) Lys551(A) NZNZ_W 2717(P) Thr552(A)

W 2361(T)

W 1052(T) W 2612(T) W 1056(P)_W 2546(P)*

Thr556(A) N

W 2161(A)

W 2296(T) W 1050(T)N Glu620(A)

N_W

2290(T) W 2295(T)

NZ Lys582(A)* NZ OG1 Thr586(A) OG1 ND2 Asn625(A) ND2

Lys582(A)* NZNZ_W 2283(P)_W 2546(P)*_W 2734(P)

Ala558(A) N Arg578(A) NH1NH1_W 1049(P)_W 2521(P)

Ser618(A) ND2 Asn622(A)* ND2 OG Ser617(A)

OG_W

2291(T) W 2292(T) W 2060(P)_W 2515(P)_W 2520(P)_W 2281(T) W 2737(T) W 1010(A)N Gln612(A) N Thr611(A) W 2282(T) W 2047(T)

ND2 Asn622(A)* ND2 NE2 Gln612(A) NE2 Ile626(A) W 1006(A)

Ile628(A) N Arg629(A)* N_W 1018(P)_W 2147(P)

Arg629(A)* NH1NH1_W 2529(P)_W 2542(P)_W 1013(P)

Gln624(A) O His829(A) NE2NE2

Arg637(A)* NH2NH2

Gln797(A)* W 1046(T)_{NH2 Arg771(A)} NH2 Phe786(A)* W 2298(T) W 2061(A) OD1 Asn793(A) OD1

19 14 P 20 P 13 P 21 P 12 P 22 P 11 P 23 P 10 P 24 P 9 P 25 P 8 P 26 P 7 P 27 P 6 P 28 P

P 5 P

Page 1

A T A T

Chain P Chain T

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

Arg615(A) NH1NH1

Tyr714(A) W 2287(T) Gln797(A)* Phe786(A)* NH1 Arg789(A) NH1 O Ala707(A) O Gly711(A) Gly720(A) Leu721(A) Asn724(A)

29 4 P 3 P 2

Page 2