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

5’ Chain T Chain D

Chain P

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 16(T) W 68(T)

W 101(D) W 23(T)*_W 71(T)^W 159(D) N Gly304(A)

N_W

99(D) W 23(T)*_W 35(T)_W 41(T)_W 49(T)

His541(A) ND1ND1_W 59(T)

W 250(D)

W 256(D) N Gly306(A) N Met309(A) W 36(T)_W 57(T) Trp274(A)*

Lys521(A)* NZNZ_W 19(T)_W 43(T)_W 158(D) Trp274(A)* Gly278(A) ^W 138(D)_{NH1 Arg308(A)NH1Lys312(A)O32 Ppv579(A)O32}

Arg275(A) Na503(D)

W 685(A) OH Tyr267(A) OH OH Tyr279(A) OH Arg514(A) NH2, NE

NH2, NENE_W 39(T)_W 42(T)

Lys281(A) NZNZ_W 43(P) Asn513(A) _{W 69(P)*W}

126(P) Asp429(A) Asp490(A)* Na576(A) W 17(T) W 27(T) Arg517(A)* NH1NH1 Glu529(A) OE2OE2

Leu527(A)

Lys521(A)* NZNZ_W 55(T)_W 14(T)_W 617(A)

Arg517(A)* O Arg538(A) NENE W 71(P)

OH Tyr505(A) OH Asp490(A)*

W 69(P)* W 206(P) Trp342(A)

W 616(A) OD2 Asp427(A) OD2 NH1 Arg488(A) NH1 W 29(T)_W 18(T)

W 48(T)_W 53(T)_W 24(T)_W 634(A)

Lys472(A)* NZNZ

Lys544(A) NZNZ

Ser528(A) OGOG Ser526(A) OGOG

W 12(P) W 39(P)_W

40(P) N Gly343(A) N Na577(A) W 15(T)_W 20(T)*_W 30(T)

Gln471(A) NE2NE2 His530(A) NE2NE2_W 34(T)_W 40(T) W 17(P)

W 81(P) W 125(P)*W 50(P)_{N Gly345(A)} N Lys347(A) OG1, N Thr348(A)

OG1, N

OG1, W 20(T)*_W 25(T)*

W 58(T) W 13(T) W 592(A)

Gln372(A)* NE2NE2

Gln464(A) NE2NE2

Gln464(A) N Lys472(A)* O Gln469(A) O W 48(P)

W 53(P) W 125(P)* W 22(T)_W 47(T)_W 25(T)*

Ser463(A) N_W 21(T)_W 38(T)_W 44(T)

W 726(A)_W 611(A)

Gln372(A)* NE2NE2

Glu466(A) OE1OE1

Thr371(A)* OG1OG1 Thr371(A)* N

W 52(P)* W 70(P)

W 148(P)*

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

5 P 7 P 6 P 6 P 7 P 5 P 8 P 4 P 9 P 3 P 10 P

P 2 P

Page 1

G C Chain T Chain P

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 12(T)_W 28(T)_W 37(T)

W 52(P)*

W 148(P)*

11 1

Page 2