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

Val80(B) Gln83(B) Arg87(B)

Glu79(B)

W 953(D)

W 882(D) W 698(C) W 595(C)_W 703(C)

W 645(D)

W 744(D)

OE2 Glu136(B) OE2 W 1139(C)

NZ Lys135(B)

NZ_W

905(D) W 1020(D) W 644(C)_W 853(C)*_W 969(D)*_W 1153(C)

W 1055(D)

W 853(C)*_W 1082(D)*^W 969(D)*

Lys339(A) NZNZ_W 557(C) Thr301(A)_W 1137(C)

W 628(D) W 1082(D)*

W 782(D) W 961(C)

Gly299(A)_W 786(C)

Arg298(A) NENE W 740(D) W 840(D) Glu219(A) N Ala220(A) N W 727(C)

Ser297(A) N_W 642(C) Val296(A) W 1147(D)

W 706(D) W 964(D)

NZ Lys221(A) NZ

W 627(C)*_W 832(C)* W 1163(C)

W 588(D) W 627(C)* W 1162(A) W 855(D)

NZ Lys243(A)* NZ NH1 Arg240(A) NH1 W 722(D)*_W 832(C)*_W 1054(C)

Ile189(A)*_W 874(C)

Thr190(A) N, OG1

N, OG1OG1_W 804(C)_W 1233(C) Ile189(A)*

W 627(C)* W 722(D)* N Lys243(A)* N Ser244(A) W 1045(D) NH1 Arg242(A) NH1

1801 1918

P 1802 P 1917

P 1803 P 1916

P 1804 P 1915

P 1805 P 1914

P 1806 P 1913

P 1807 P 1912

P 1808 P 1911

P 1809 P 1910

P 1810 P

P

1909

P

Page 1

T A T A G T T 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 975(D) Arg336(A)* W 722(D)*

N Gly246(A) N Arg336(A)*

Gly185(A) Ile186(A) W 743(D)* W 887(D)

NH1 Arg247(A) NH1 N Ile248(A)

N_W

743(D)*

O2, N3 Doc1813(C)*

O2, N3 O2, N4 Doc1813(C)*

N4_W

1172(D) W 864(D)OG1 Thr250(A) OG1 Val32(A) W 1046(A)

O2 Doc1813(C)* O2 NH2 Arg332(A) NH2 Gly41(A)* O6, N1 Dgt401(A)

O6, N1

O6,_{NH2 Arg331(A)} NH2 W 747(D) Gly41(A)* W 1182(A) OG Ser34(A) OG Pro60(A)* Leu293(A) _W

977(D)* Phe37(A)* W 672(D) Pro60(A)*

Phe37(A)* W 977(D)*

1811 1908

P 1812 P 1907

P 1906

P 1905

P 1904

P 1903

P 1902

Page 2

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

W 800(E)^W 671(F)

W 536(F) W 712(F) W 548(E)^W 746(F)

W 1016(F) W 1113(F) W 1224(E)

W 653(E)

W 531(F) W 827(F)

W 640(F)

W 1029(F) W 1094(F) W 535(E)_W 947(E)

W 1059(E) Lys339(B) W 745(F) W 798(F)* Arg300(B) Thr301(B) OG1OG1

W 798(F)*

W 742(F) N Ala220(B) N W 858(E)*_W 863(E)

Gly299(B) N_W 909(E) Arg298(B)_W 651(E)

His285(B) NE2NE2_W 721(F) Lys221(B) W 1053(F) W 612(E)_W 677(E)_W 858(E)*

W 1152(E) W 582(B)

Ile295(B) O Ser297(B) N_W 675(E)* W 770(E)*

W 669(F) W 593(E) Mg407(B)

Ile189(B)_W 723(E)

W 616(F)*

N Lys243(B) N Ser244(B)

1801 1918

P 1802 P 1917

P 1803 P 1916

P 1804 P 1915

P 1805 P 1914

P 1806 P 1913

P 1807 P 1912

P 1808 P 1911

P 1809 P 1910

P 1810 P

P

1909

P

Page 3

T A T A G T T T T

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 675(E)*_W 770(E)*_W 1058(E)

W 616(F)* W 700(F)* W 790(F) W 1145(F)*N Gly246(B) N NH2 Arg336(B) NH2 W 663(F) W 1145(F)* W 830(B) NZ Lys275(B) NZ W 526(E)

Gly187(B) N Thr190(B) OG1OG1_W 1076(E)

Asn188(B) N W 700(F)*_W

1047(F) W 1195(F) Arg247(B) Ile248(B)

N3 Doc1813(E)*

N3_W

505(F) W 696(F) W 1199(F)

OG1 Thr250(B)* OG1 NH2, NE Arg332(B)

NH2, NE

NH2, Dgt501(B) W 973(F)_{W 529(F)}

W 1166(F)

W 764(B) OG1 Thr250(B)* OG1 NE Arg331(B)* NE Ser34(B) Phe37(B) Ser40(B) Gly41(B) W 631(F) NH2 Arg331(B)* NH2 W 1205(F)

W 773(F) W 896(F) W 1217(B)

1811 1908

P 1812 P 1907

P 1906

P 1905

P 1904

P 1903

P 1902

Page 4