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

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 89(C) W 179(C)

Lys124(A) NZNZ

W 58(D)

W 159(C)

Arg121(A) NH2NH2 Arg149(A) NH2NH2_W

160(C)

W 49(D) W 132(C)

Lys47(A)* NZNZ Lys51(A) O W 35(D)* W 86(D)

W 174(D)

Arg150(A) NH1, NH2

NH1, NH2NH2_W 35(D)*

Lys47(A)* NZNZ Lys53(A) N Gly55(A) N_W 109(C)* W 205(A)

W 28(D) W 162(D)

OD1 Asn143(A) OD1 W 19(C) W 44(C) Thr58(A) OG1OG1 Arg34(A) W 24(C)

Ser54(A) O

W 151(D)

OG1 Thr140(A) OG1 W 21(D) W 9(D) O Thr140(A) O W 6(C)_W 109(C)*

Ser35(A)* N Thr38(A) OG1OG1_W 34(C)_W 123(C)

Leu102(A) NH2 Arg151(A)

NH2_{Phe104(A)}

Act3002(D) W 204(A) W 23(D)

NH1 Arg109(A) NH1 ND2 Asn147(A) ND2 Ser35(A)* OGOG_W 45(C)_W 164(C)

W 60(C)_W 168(C)

W 165(D)

W 182(D)

NH2 Arg101(A)* NH2

W 62(C)_W 209(A) W 79(C)

W 153(C)

Arg101(A)* NH1NH1

W 40(D)* Gly37(A)

W 167(D)

1001

1002 P 1027

P 1003 P 1026

P 1004 P 1025

P 1005 P 1024

P 1006 P 1023

P 1007 P 1022

P 1008 P 1021

P 1009 P 1020

P 1010 P

P

1019

P

Page 1

T A A T A T T 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

W 40(D)*

OE1 Gln36(A) OE1 W 5(D)* W 154(C)*NE2 Gln24(A)* NE2 OG Ser40(A)

OG_W

125(D) W 198(A) O Ser40(A) O W 154(C)* W 54(C) W 5(D)* W 14(D)* W 16(D)NZ Lys18(A) NZ N Gln24(A)*

N_W

2(D) N Ala25(A) N W 5(D)*_W 42(C) W 104(C)

W 14(D)*

W 41(D) W 14(D)*

1011 1018

P 1012 P 1017

P 1013 P 1016

P 1014 P 1015

Page 2

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

5’ Chain E Chain F

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

Lys124(B)

W 4006(B)

Arg121(B) NENE

Arg150(B)* NH1NH1

Lys51(B) NZNZ

W 81(F)

Arg150(B)* NH1, NH2

NH1, NH2NH2

Lys47(B) NZNZ Lys53(B) N Gly55(B)* N_W 17(F)* W 51(F)

W 50(F)

OD1 Asn143(B)* OD1 ND2 Asn143(B)* ND2 W 91(E)

Thr58(B) OG1OG1 Arg34(B)_W 158(E)_W 148(E)

Gly55(B)* O

W 17(F)*

OG1 Thr140(B) OG1 W 117(F) W 3(F) W 4039(B)

O Thr140(B) O OG Ser139(B) OG W 157(E)

Ser35(B)* N Thr38(B) OG1OG1_W 22(E)_W 120(E)

NH2 Arg151(B) NH2 Act3001(E)* O3 Gol4001(B)

O3_W

12(F) W 7(F)

N Phe104(B) N ND2 Asn147(B) ND2 Ser35(B)* OGOG Arg101(B) NH2, NH1

NH2, NH1NH1 Act3001(E)*

W 156(F) W 124(E) Act3001(E)* W 129(E)

Pro100(B)

W 52(F) W 18(E)* Gly37(B)

W 173(F)

2001

2002 P

2003 P 2026

P 2004 P 2025

P 2005 P 2024

P 2006 P 2023

P 2007 P 2022

P 2008 P 2021

P 2009 P 2020

P 2010 P

P

2019

P

Page 3

T A A T A T T A

Chain E Chain F

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 18(E)*_W 178(E)

OE1, NE2 Gln36(B)

OE1, NE2

OE1, W 25(E)*

OG Ser40(B) OG W 188(E) W 20(E)* W 25(E)* W 170(F)

N Gln24(B)

N_W

139(F) N Ala25(B) N W 25(E)*_W 64(E)^W 20(E)*

W 76(F) W 20(E)*

2011 2018

P 2012 P 2017

P 2013 P 2016

P 2014 P 2015

Page 4