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

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

Lys149(A) NZNZ_W 625(J)

Trp156(A)

W 536(I) W 626(I)_{NZ Lys149(B)} NZ N Lys150(B) N OG1 Thr151(B) OG1 W 584(I) W 506(E)_W 516(E)_W 881(E)*

Pro155(A)_W 505(E)_W 503(E)_W 520(E)

Ala256(A)* N Ala152(A) N

W 530(I) W 534(I) W 581(I) NZ Lys161(B) NZ W 555(E)

Gln257(A)* N

W 559(I) W 881(E)*

W 524(E)_W 513(E)

Gln257(A)* NE2NE2

Ala256(A)* O Arg33(A)*

W 786(E) Arg33(A)* _{NZ Lys56(A)*NZ}

NE2 His70(A) NE2 Asn160(A) W 556(I) W 545(I) N Lys56(A)* N Phe110(A)_W 522(E)

Ped427(I)* W 502(I) Met73(A)

NZ Lys56(A)* NZ Ped427(I)*

Arg108(A) NENE

Pro107(A)_W 853(E)

Arg109(A)

Ped427(I)* W 875(I)

W 560(I) W 551(I)

O Gln257(A)* O N Ala259(A) N Lys88(A) His89(A) NE2NE2

401 433

P

402

P

432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

407

P

408

P

426

P

409

P

425

P

410

P

P

424

P

Page 1

T A G C G C

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

411 423

P

412

P

422

P

413

P

421

Page 2

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

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

Lys149(B) NZNZ Trp156(B)

W 563(J)

NZ Lys149(A) NZ N Lys150(A) N OG1 Thr151(A) OG1 W 518(J) W 562(F)_W 572(F)_W 582(F)_W 828(F)*

W 571(F)_W 586(F)_W 569(F)

Ala256(B)* N_W 793(J) W 800(J)

NZ Lys148(A)

NZ_W

597(J) W 515(A) NZ Lys161(A) NZ W 577(F) W 618(F)

Ala256(B)* N Gln257(B)* N W 622(J) W 828(F)*

W 588(F)_W 579(B)

Gln257(B)* NE2NE2

Ala256(B)* O^W 594(J)

W 770(F) NH2 Arg33(B) NH2 W 777(B)_{NZ Lys56(B)*} NZ ND2 Asn160(B) ND2 W 619(J) His70(B) W 608(J)

NH1 Arg258(B)* NH1 N Lys56(B)* N Phe110(B)*^W 568(J)Phe110(B)* _{NZ Lys56(B)*NZ}

Gly167(B) Asn168(B) NH2 Arg258(B)* NH2 O3’ Ped427(J)* O3’ W 570(B) NH1 Arg258(B)* NH1 Arg108(B) NENE

Pro107(B)_W 979(F)*

Arg109(B) NH1NH1

W 932(J)

Ala259(B) W 614(J) W 623(J)

O2P Ped427(J)* O2P O Gln257(B)* O W 979(F)*

His89(B) NE2NE2

401 433

P

402

P

432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

407

P

408

P

426

P

409

P

425

P

410

P

P

424

P

Page 3

T A G C G C

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

411 423

P

412

P

422

P

413

P

421

Page 4

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

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

Trp156(C) Asp159(C)

W 754(K)

NZ Lys149(D) NZ N Lys150(D) N OG1 Thr151(D) OG1 W 710(K) W 645(G)_W 753(G)_W 954(G)

Pro155(C)_W 634(G)_W 632(G)_W 649(G)

Ala256(C) N Ala152(C) N

W 662(K) Lys148(D) W 658(K) W 707(K) NZ Lys161(D) NZ W 640(G) W 682(G)

W 686(K)

W 642(G)_W 653(G)*

Gln257(C)* NE2NE2 NH2 Arg33(C)* NH2 W 648(K) W 813(K) W 653(G)*_W 660(G) NH2 Arg33(C)*

NH2_{NZ Lys56(C)*} NZ NE2 His70(C) NE2 Asn160(C) W 683(K) W 673(K) N Lys56(C)* N Phe110(C)_W 651(G)

W 631(K) Gly72(C) _{NZ Lys56(C)*NZMet73(C)}

Gly167(C) Asn168(C) NH2 Arg258(C) NH2 O3’ Ped427(K)* O3’ W 633(C) NH1 Arg258(C) NH1 Arg108(C) NENE

Arg31(C)

Pro107(C)_W 787(G)*

Arg109(C) NH2NH2_W 926(G)

Ala259(C) W 663(K) W 687(K) W 679(K)

W 939(C)

O Gln257(C)* O O2P Ped427(K)* O2P OH Tyr236(C) OH O1P Ped427(K)* O1P W 787(G)*

Lys88(C) NZNZ His89(C)

W 871(G)

401 433

P

402

P

432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

407

P

408

P

426

P

409

P

425

P

410

P

P

424

P

Page 5

T A G C G C

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

411 423

P

412

P

422

P

413

P

421

Page 6

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

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

Trp156(D)

W 690(L) W 727(L)_{NZ Lys149(C)} NZ OG1 Thr151(C) OG1 W 647(L) Lys150(C) W 689(K)_W 698(H)_W 708(H)

Pro155(D)_W 697(H)_W 695(H)_W 711(H)

Ala256(D)* N Ala152(D) N

W 721(L) W 725(L) W 644(C) NZ Lys161(C) NZ W 703(H) W 746(D)

Gln257(D)* N

W 750(L)

W 938(L) W 715(H)*_W 705(H)

Gln257(D)* NE2NE2

Ala256(D)* O^W 783(L)

W 764(L) W 715(H)*_W 858(H) NH2 Arg33(D)

NH2_{NZ Lys56(D)*} NZ NE2 His70(D) NE2 Asn160(D) W 747(L) W 736(L) N Lys56(D)* N Phe110(D)_W 713(H)* W 922(H) W 694(L) Ped427(L)* W 724(L)

NZ Lys56(D)* NZ Ped427(L)* Arg108(D) NENE_W 713(H)*

Pro107(D)_W 965(H) W 958(H)

Ped427(L)*

W 726(L) Ala259(D) W 751(L) O Gln257(D)* O W 972(H)

Lys88(D) His89(D) NE2NE2

401 433

P

402

P

432

P

403

P

431

P

404

P

430

P

405

P

429

P

406

P

428

407

P

408

P

426

P

409

P

425

P

410

P

P

424

P

Page 7

T A G C G C

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

411 423

P

412

P

422

P

413

P

421

Page 8