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

5’ Chain E Chain I

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 389(E)^W 81(I)_W 119(I)

W 539(I) W 60(E)_W 472(E) W 585(E)

W 531(I)

W 59(I) W 383(I) W 969(I) W 1207(I)

W 1167(I)

W 992(E)

W 972(I) W 334(E) W 432(E)

Thr301(A) N

W 861(I) W 191(E)*

Gly299(A) N Arg298(A)* W 910(E) W 57(E)

Gly299(A) O Lys321(A) NZNZ

W 149(I)* W 572(I)_{N Ala220(A)NGlu219(A)}

W 398(I)

W 4029(A)

OG Ser103(D) OG N Asp105(D) N OD1 Asp105(D) OD1 O Ile217(A) O N Lys221(A) N W 149(I)*_W 191(E)*_W 525(E)_W 956(E)

Ser297(A) N_W 663(E) Arg298(A)* W 427(I)

W 414(E) Arg240(A) NZ Lys243(A)*

NZ_W

789(I) W 208(E)_W 237(E)

W 30(E) Ile189(A)

Gly187(A) N Thr190(A) N, OG1

N, OG1OG1_W 209(E)

W 620(I)

N Lys243(A)* N OG, N Ser244(A)

OG, N

OG,_W

447(I) W 283(I) O Val241(A) O

1 18 P 2 P 17 P 3 P 16 P 4 P 15 P 5 P 14 P 6 P 13 P 7 P 12 P 8 P 11 P 9 P 10 P 10 P

P 9 P

Page 1

C G T A A T G A C T

Chain E Chain I

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 401(E)^W 180(I)_W 420(I) Arg242(A) N Gly246(A) N NH2 Arg336(A) NH2 W 66(E)

Gly185(A) N_W 338(E)_W 1120(E)_W 195(E)

Val183(A) O

W 312(I) W 423(I)_W

29(I) Arg247(A) N Ile248(A) N W 85(E) Glu106(A)*_W 167(E) Ser103(A)*

Glu106(A)* Lys152(A) NZNZ W 469(I) W 797(I)_{OG1 Thr250(A)*} OG1 Arg332(A) W 46(I) W 4172(A)

N Thr250(A)* N O Phe33(A) O O2 Ddy4010(A) O2 W 820(I)

W 605(I)

OG1 Thr250(A)* OG1 NE Arg331(A) NE OG Ser34(A) OG Ser40(A) N Gly41(A) N Val62(A)

11 8 P 12 P 7 P 13 P 6 P 5 P 4 P 3 P 2

Page 2

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

5’ Chain F Chain J

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 658(F)^W 169(J)*

W 450(J) W 736(F)_W 932(F) W 1014(F)

W 169(J)*

W 256(F)^W 1165(J)

W 466(J) W 416(F)* W 949(F)

W 327(J)*_W 416(F)*_W 697(F)_W 841(F)

Lys339(B)

W 915(J)

W 150(F)_W 536(F)

Thr301(B) OG1OG1_W 288(F)_W 269(F)

Gly299(B)* O W 327(J)*

W 986(J) W 498(F)_W 621(F)

Arg298(B)* Gly299(B)* N_W 329(F)_W 701(J) W 1158(J)_{N Ala220(B)} N Glu219(B) W 449(J) W 231(J) N Lys221(B) N W 112(F)_W 436(F)_W 468(F)

W 1209(F) Arg298(B)*_W 438(F)

Ser297(B) OGOG W 241(J)

W 454(J) W 556(J) W 1004(J) W 848(F)_W 899(F)^W 497(J)

NH1 Arg240(B) NH1 W 249(F)*_W 321(F)

Gly187(B) N Ile189(B) Thr190(B) N, OG1

N, OG1OG1_W 489(F)

W 720(J)

N Lys243(B) N OG Ser244(B)

OG_W

342(J)

1 18 P 2 P 17 P 3 P 16 P 4 P 15 P 5 P 14 P 6 P 13 P 7 P 12 P 8 P 11 P 9 P 10 P 10 P

P 9 P

Page 3

C G T A A T G A C T

Chain F Chain J

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 249(F)*_W 511(F)_W 545(F)

W 73(J) W 361(J) W 526(J)

N Gly246(B) N NH2 Arg336(B) NH2 W 181(F)_W 1223(F)

Gly185(B) N_W 147(F)_W 810(F)_W 4030(B)

Val183(B) O

W 705(J) W 912(J)

Arg247(B) N Ile248(B) N W 153(F)_W 527(F)_W 1017(F) Glu106(B)*

Glu106(B)* Lys152(B) NZNZ

W 115(J) OG1 Thr250(B) OG1 NE Arg332(B)* NE Val32(B)

Gly58(B) N3, N4 Ddy4011(B)

N3, N4 N3, O2 Ddy4011(B)

O2 NH2 Arg331(B) NH2 W 603(J) W 242(J)

OG Ser34(B) OG NH1 Arg332(B)* NH1 Leu293(B)

N Gly41(B) N W 1012(J) Pro60(B)

11 8 P 12 P 7 P 13 P 6 P 5 P 4 P 3 P 2

Page 4

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

5’ Chain G Chain K

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 84(G)^W 154(K)

W 69(K) W 26(G)_W 123(G)_W 541(G)

W 284(G)

W 270(K)

W 650(K) W 218(G) W 1130(G)

W 801(K)

W 446(K) W 1168(K) W 516(G)_W 928(G)^W 534(K)

W 444(G)

Lys339(C) NZNZ_W 183(G)_W 504(G) W 340(K)

W 581(K) W 213(G)_W 467(G)

Thr301(C) OG1OG1 Arg300(C)_W 328(G)

His285(C) NE2NE2 W 268(K)

W 957(G)

Gly299(C) N_W 155(G)

Glu219(C) Ala220(C) W 716(K)

W 4025(C) O Ile217(C) O N Lys221(C) N W 529(G)*_W 586(G)

Ser297(C) N_W 4185(C)_W 4050(C)

Arg298(C) NH2NH2 Ser297(C) OGOG_W 345(K) W 1218(K)

W 631(K) W 461(G)_W 529(G)*^W 222(K) W 845(K) W 994(K) W 157(G)_W 358(G)_W 491(G) Gly187(C) N Ile189(C) Thr190(C) N, OG1

N, OG1OG1

N Lys243(C) N OG Ser244(C) OG

1 18 P 2 P 17 P 3 P 16 P 4 P 15 P 5 P 14 P 6 P 13 P 7 P 12 P 8 P 11 P 9 P 10 P 10 P

P 9 P

Page 5

C G T A A T G A C T

Chain G Chain K

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 555(G)_W 702(G)

Arg242(C)* W 272(K)

Arg242(C)* N Gly246(C) N NH2 Arg336(C) NH2 W 163(G)

Gly185(C) N_W 261(G)_W 485(G)_W 4039(C)

Val183(C) O

W 320(K) W 699(K)_{NH1 Arg247(C)} NH1 N Ile248(C)

N_W

455(K) W 352(K) NH1 Arg247(C) NH1 Glu106(C) Lys152(C) W 143(K) W 568(K)_{OG1 Thr250(C)*} OG1 NE Arg332(C)* NE W 316(K) W 4142(C) W 24(K) N Thr250(C)* N N3, N4 Ddy4012(C)

N3, N4 N3, O2 Ddy4012(C)

O2_W

21(K) W 593(K)W 318(K)

W 999(K) W 126(K)

OG1 Thr250(C)* OG1 NH1 Arg332(C)* NH1 Leu293(C) _{N Gly41(C)} N NH2 Arg331(C) NH2 W 4137(C) Ser40(C) W 4024(C) NE Arg36(C) NE Pro60(C)

NH1 Arg119(A) NH1 ND2 Asn123(A) ND2 W 4241(A) OD1 Asn123(A) OD1

11 8 P 12 P 7 P 13 P 6 P 5 P 4 P 3 P 2

Page 6

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

5’ Chain H Chain L

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 1177(H) W 271(L) W 451(L) W 675(L)*_W

1015(L) W 1220(L) W 182(H)_W 452(H)_W 513(H)

W 266(H)

W 675(L)*

W 1137(H) W 942(H)

W 642(L)

W 473(H)^W 580(L)

W 944(L)

W 976(H) W 968(H) Thr301(D)

W 799(L)

W 904(L) W 805(H)_W 1234(H)

Gly299(D) N_W 337(H)_W 4098(D)

Gly299(D) O_W 263(L) W 351(L)_{Ala220(D)W}

714(L) Glu219(D) W 4035(D) O Ile217(D) O N Lys221(D) N W 4214(D)_W 4188(D)

Arg298(D) NH2NH2 Ser297(D) OGOG

W 655(L) W 693(L) W 715(L) W 791(L) W 122(L)

W 891(L) W 706(H) Gly187(D) N Ile189(D) Thr190(D) N, OG1

N, OG1OG1

W 984(L)

N Lys243(D) N OG Ser244(D) OG

1 18 P 2 P 17 P 3 P 16 P 4 P 15 P 5 P 14 P 6 P 13 P 7 P 12 P 8 P 11 P 9 P 10 P 10 P

P 9 P

Page 7

C G T A A T G A C T

Chain H Chain L

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 490(H)^W 958(L)_W 1134(L)

N Gly246(D) N NH2 Arg336(D) NH2 W 197(H)_W 792(H)

Gly185(D) N W 137(H) W 357(H) W 916(H) W 55(H)

Val183(D) O

W 192(L) W 615(L)

Arg247(D) N Ile248(D)

N_W

710(L) W 276(H)_W 353(H)_W 574(H)

Lys152(D)_W 719(H)_W 943(H)

Glu106(D) OE2OE2_W 301(L) W 1198(L)_{OG1 Thr250(D)} OG1 NH2, NE Arg332(D)*

NH2, NE

NH2, W 533(L) W 78(L)

O Phe33(D) O N Thr250(D) N

Ser103(D) OGOG Asp105(D) N Asp105(D) OD1OD1 Ile217(A) O Lys221(A) N N3, N4 Ddy4013(D)N3, N4N3,

O2 Ddy4013(D)

O2_W

442(L) W 1121(L)W 289(L)

W 185(L) W 394(L)

NH1 Arg332(D)* NH1 NE Arg331(D)* NE W 967(L)

N Gly41(D) N NH2 Arg331(D)* NH2 W 390(L) Ser40(D)

W 822(L)

NH1 Arg119(B) NH1 W 4089(B) OD1 Asn123(B) OD1

11 8 P 12 P 7 P 13 P 6 P 5 P 4 P 3 P 2

Page 8