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

5’ Chain A 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

W 3081(A)_W 3152(A)^W 3314(F)*_{NZ Lys64(G)NZ}

ND2 Asn80(G) ND2 W 3124(F) O3’ 5iu1135(F)* O3’ W 3077(G)

NE2 His240(H)* NE2

OD1 Asn80(G) OD1 5iu1135(F)* O4, N3

O4, N3N3_W 3314(F)*

His240(H)* NE2NE2

W 3156(A)_W 3048(H)

Ala241(H) Lys278(H) NZNZ_W

3052(A)

Lys275(H)* NZNZ

Lys275(H)* O W 3027(F)*

N Met8(G)

N_W

3012(F) W 3037(F) W 3042(F) N Arg9(G) N W 3027(F)*

Trp238(H) NE1NE1 Arg282(H)* NENE_W 3025(A)

Arg282(H)* NH2NH2_W 3009(F) W 3222(F)* W 3309(F)N His444(I)

N_W

3169(F)

W 3228(G) NH1 Arg7(G) NH1 O Ala442(I) O W 3352(A)_W 3004(A)

Arg282(H)* NH1NH1 W 3053(A)

Arg282(H)* NH2NH2

Asn286(H)* OD1OD1 Arg307(H) NH2NH2_W 3038(F)* W 3045(F) W 3222(F)*

NE Arg443(I) NE N Gly502(I) N W 3134(A)_W 3036(A)

Asn286(H)* ND2ND2

W 3038(F)* W 3256(F)

NZ Lys500(I) NZ SG Cys283(H) SG

W 3131(A)_W 3145(A)* W 3195(A)

W 3022(F)*

ND2 Asn280(H)* ND2 W 3007(F) Lys264(H)

NE2 His440(I)* NE2

W 3145(A)*_W 3022(F)*

Lys475(I) NZNZ

His440(I)* NE2NE2

W 3147(F) W 3157(F)

NE1 Trp258(H) NE1 W 3090(H) W 3014(F)

O Asn280(H)* O OG1 Thr262(H) OG1 Ala441(I) N Lys478(I) NZNZ_W

3059(A)

Pro474(I) O

N Met208(H)

N_W

3071(F) N Arg209(H) N Arg482(I)* NH1NH1 5iu1010(A)* O3’O3’ W 3084(A) W 3227(I)

Asn486(I)* OD1OD1 Arg507(I)* NH1NH1 Arg507(I)* NH2NH2

O4, N3 5iu1010(A)*

O4, N3 O4,

1001 1136

1002 P

1003 P 1134

P 1004 P 1133

P 1005 P 1132

P 1006 P 1131

P 1007 P 1130

P 1008 P 1129

P 1009 P 1128

P

P

1127

P

Page 1

G C A T T

Chain A 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 3026(A)

Arg482(I)* NH2NH2^W 3244(F) NH2, NE Arg643(J)

NH2, NE

NH2, W 3210(A)_W 3107(I) W 3364(A)

Asn486(I)* ND2ND2 W 3281(F) Lys701(J)

1011 1126

P 1012 P 1125

P 1124

Page 2

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

5’ Chain B Chain E

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

ND2 Asn480(I) ND2 W 3220(E) Lys464(I) O3’ 5iu1123(E)* O3’ W 3159(I) OD1 Asn480(I) OD1 5iu1123(E)* O4, N3

O4, N3N3_W 3040(B)*

Lys675(J)* NZNZ

His640(J)* NE2NE2 W 3265(E)_W 3311(B)_W 3040(B)*

Ala641(J) N Lys678(J) NZNZ_W

3241(B) 5iu1123(E)* O2O2

His640(J)* NE2NE2

Lys675(J)* O

N Met408(I)

N_W

3197(E) W 3344(E) W 3158(E) N Arg409(I) N W 3269(B)

Trp638(J) NE1NE1 Arg682(J)* NENE Lys700(J) NZNZ Arg707(J) NH2NH2 W 3136(B)

Arg682(J)* NH2NH2

W 3129(E)

N His844(K)

N_W

3091(E) W 3168(E) W 3214(K) O Ala842(K) O W 3140(B)_W 3010(B)

Arg682(J)* NH2NH2

W 3047(E) W 3068(E)*

Arg843(K)

W 3319(K) N His840(K)* N O Gly902(K) O W 3105(B)

Asn686(J) ND2ND2^W 3068(E)*

Lys900(K) W 3262(E) W 3064(B)*_W 3209(B)_W 3108(J)

Cys683(J) O

W 3115(B)* W 3397(B)*

Lys664(J) ND2 Asn680(J)* ND2 NE2 His840(K)* NE2

W 3064(B)*_W 3397(B)*

Lys875(K)* NZNZ

His840(K)* NE2NE2^W 3115(B)*_{NE1 Trp658(J)NE1}

Thr662(J) W 3132(E) W 3085(E) O Asn680(J)* O W 3115(B)*

Ala841(K) N Lys878(K) NZNZ_W 3079(B)_W 3301(K)

Lys875(K)* O

N Met608(J)

N_W

3054(E) N Arg609(J) N Arg882(K)* NH1NH1 Asn886(K) ND2ND2_W 3067(B) 5iu1022(B)* O3’O3’

O4, N3 5iu1022(B)*

O4, N3

O4,_W

3139(E)

1013 1124

1014 P

1015 P 1122

P 1016 P 1121

P 1017 P 1120

P 1018 P 1119

P 1019 P 1118

P 1020 P 1117

P 1021 P 1116

P

P

1115

P

Page 3

G C A T

Chain B Chain E

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 3005(B)

Arg882(K)* NH2NH2 NE Arg2043(L) NE 1023 1114

P 1024 P 1113

Page 4

A T A G C T A G C A T A T A T G C 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 3237(B)^W 3247(D)*_W 3146(D)_{NZ Lys864(K)NZ}

ND2 Asn880(K) ND2 W 3015(D) O3’ 5iu1111(D)* O3’ W 3186(D)

NE2 His2040(L)* NE2 O2 5iu1111(D)* O2 OD1 Asn880(K) OD1 5iu1111(D)* O4, N3

O4, N3N3_W 3247(D)*

His2040(L)* NE2NE2

W 3211(C)

Ala2041(L) N Lys2078(L) NZNZ_W 3348(C)

Lys2075(L) O

N Met808(K) N W 3272(D)

W 3208(D)

NE Arg805(K) NE NH2 Arg805(K) NH2 N Arg809(K) N

Trp2038(L) NE1NE1 Arg2082(L)* NENE Arg2107(L)* NH2NH2_W 3103(C)

Arg2082(L)* NH2NH2

W 3203(D) W 3380(D) W 3182(C)

Arg2082(L)* NH1NH1_W 3306(C) W 3142(L)

Arg2082(L)* NH2NH2

Arg2107(L)* NH2NH2 Asn2086(L)* OD1OD1 Arg2107(L)* NH1NH1

W 3377(C)_W 3324(C)

Asn2086(L)* ND2ND2

W 3127(C)*_W 3185(C) Cys2083(L) _{NZ Lys2064(L)NZ}

ND2 Asn2080(L)* ND2 W 3254(D) W 3097(L) OD1 Asn2080(L)* OD1 W 3127(C)*_W 3394(C)

W 3008(D) W 3128(C)*

NE1 Trp2058(L) NE1 W 3024(D) W 3021(D)

O Asn2080(L)* O OG1 Thr2062(L) OG1 W 3128(C)*_W 3163(D) W 3120(C)

5iu1034(C)* O4’O4’ N Met2008(L)

N_W

3251(D) N Arg2009(L) N

5iu1034(C)* O3’O3’

O4, N3 5iu1034(C)*

O4, N3 O4, Arg2007(L)*

Arg2007(L)*

1025 1112

1026 P

1027 P 1110

P 1028 P 1109

P 1029 P 1108

P 1030 P 1107

P 1031 P 1106

P 1032 P 1105

P 1033 P 1104

P

P

1103

P

Page 5

G C A T T

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 3190(D)

1035 1102

P 1036 P 1101

P 1100

Page 6