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

5’ 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 375(D)_{ND1 His147(B)} ND1 W 213(C) W 275(C) W 280(D) W 296(D) W 228(C)*_W 292(C)

Lys91(A)* NZNZ Lys91(B)* NZNZ_W 355(A)

Thr85(A) OG1OG1

Asn83(A)* O Asn83(B)* O W 291(D)* W 500(D)* W 486(D)*

Ala87(A)* N Ala87(B)* N Lys88(A)* NZNZ Lys88(B) NZNZ W 512(D)* W 334(D)*

Asp162(A)* OD2OD2 Asp162(B)* OD2OD2

Gln84(B)* OE1OE1 Gln84(A)* OE1OE1^W 228(C)*

W 133(D)

W 237(A)

NZ Lys91(A)* NZ NZ Lys91(B)* NZ

OE1 Glu81(B) OE1 O Ile82(B) O ND2 Asn83(B)* ND2 OE1 Glu81(A) OE1 O Ile82(A) O ND2 Asn83(A)* ND2

Gln84(A)* NE2NE2 Gln84(B)* NE2NE2_W 486(D)*_W 434(B)

Lys61(A)* NZNZ Lys61(B)* NZNZ_W

285(A)*_W 353(C)*_W 386(C)*_W 483(D)*_W 513(D)*_W 260(B)*

Asp162(B)* OD2OD2 Asp162(B)* OD2OD2

Thr92(A)* OG1OG1

Thr92(B)* OG1OG1 O Asn83(A)*O O Asn83(B)* O W 228(C)* W 291(D)* W 470(D)* W 500(D)* W 486(D)* N Ala87(A)* N N Ala87(B)* N NZ Lys88(A)* NZ W 512(D)* W 334(D)*

OD2 Asp162(A)* OD2 OD2 Asp162(B)* OD2

OE1 Gln84(B)* OE1 OE1 Gln84(A)* OE1 Arg170(A)* NH2NH2 Arg170(B)* NH2NH2 W 391(C) W 448(A)* W 408(B)*

W 287(D)* W 407(B)* W 413(A)* W 425(A)* W 442(D)* W 464(B)* W 411(C)* W 457(C)* W 422(C)* W 406(D)*

Asp162(A)* OD2OD2 Asp162(B)* OD2OD2

Asn144(B)* N Thr142(A)* O Asn144(A)* N

Thr142(B)* O Thr93(A)* O Lys66(B)* NZNZ Thr93(B)* O Lys66(A)* NZNZ NE2 Gln84(A)*NE2

NE2 Gln84(B)* NE2 W 500(D)* W 486(D)*^{NZ Lys61(A)*} NZ NZ Lys61(B)*

NZ_W

285(A)* W 353(C)* W 386(C)* W 483(D)* W 513(D)* W 260(B)*

OD2 Asp162(A)* OD2 OD2 Asp162(B)*

OD2_{OG1 Thr92(A)*} OG1

OG1 Thr92(B)* OG1 NH2 Arg170(A)* NH2 NH2 Arg170(B)* NH2 W 428(D) W 429(D) W 408(B)* W 448(A)*^{W 287(D)*}_{W 407(B)*}

W 413(A)* W 425(A)* W 442(D)* W 464(B)* W 411(C)* W 457(C)* W 422(C)* W 406(D)*

OD2 Asp162(B)* OD2 OD2 Asp162(A)*

OD2_{N Asn144(B)*} N O Thr142(A)* O N Asn144(A)* N O Thr142(B)* O O Thr93(A)* O NZ Lys66(B)* NZ O Thr93(B)* O NZ Lys66(A)* NZ Asn83(A)* OD1OD1 Asn83(B)* OD1OD1 Thr166(A)* Thr166(B)*

W 427(B)* W 469(D)* Pro95(A)* Pro95(B)* W 222(D)* W 415(C)* W 432(D)* W 130(C)* W 410(C)* W 495(C)* W 416(C)* W 463(A)*

Arg94(B)* NH1NH1 Ser96(A)* OGOG Asn69(B)* ND2ND2

Ser96(B)* OGOG Arg94(A)* NH1NH1 Asn69(A)* ND2ND2

Ser96(A)* OGOG Ser96(B)* OGOG Lys135(A) NZNZ Ser163(A) OGOG OD1 Asn83(A)*OD1

OD1 Asn83(B)* OD1 Thr166(A)* Thr166(B)* ^{W 222(D)*W} 463(A)*W_{469(D)*Pro95(A)*Pro95(B)* Na305(A)* Na306(B)*}

W 415(C)* W 432(D)*

W 427(B)*

W 410(C)*

W 130(C)*

W 416(C)*

W 495(C)*

NH1 Arg94(B)* NH1 OG Ser96(A)* OG NZ Lys135(B) NZ OG Ser163(B) OG NH1 Arg94(A)* NH1 ND2 Asn69(B)* ND2 OG Ser96(B)* OG OG Ser96(B)* OG ND2 Asn69(A)* ND2 OG Ser96(A)* OG Asn83(A)* ND2ND2 Asn83(B)* ND2ND2 W 412(B)* W 401(A)*

Arg101(A)* NH1, NH2

NH1, NH2NH2 Arg101(B)* NH1, NH2

NH1, NH2NH2 W 220(C)* W 497(C) W 210(C)* W 514(A)* W 475(B)*

Asp162(B)* OD1OD1 Asn165(B)* ND2ND2 Asp162(A)* OD1OD1 Asn165(A)* ND2ND2

Gly169(A)* O

Ile104(B)* O Ile104(A)* O Gly169(B)* O ND2 Asn83(A)*ND2

ND2 Asn83(B)* ND2 W 412(B)*

W 401(A)* NH2, NH1 Arg101(A)* NH2, NH1

NH2, NH2, NH1 Arg101(B)*

NH2, NH1

NH2, W 220(C)* W 514(A)* W 475(B)* W 210(C)*

OD1 Asp162(B)* OD1 ND2 Asn165(B)* ND2 OD1 Asp162(A)* OD1 ND2 Asn165(A)* ND2 O Gly169(A)* O O Ile104(A)* O O Gly169(B)* O O Ile104(B)* O Arg94(A)* NH2NH2 Arg94(B)* NH2NH2_W 291(D)*_W 470(D)*

His149(A)* ND1ND1 His149(B)* ND1ND1 Asn165(A)* ND2ND2 Asn165(B)* ND2ND2 Na305(A)* Na306(B)* W 516(A) W 466(B)

His149(B)* O Asp173(B) OD2OD2

W 291(D)* W 470(D)*_{ND1 His149(A)*} ND1 ND1 His149(B)* ND1 Na305(A)* Na306(B)*

Val146(A) Val146(B)

-4 4 P -3 P -4

-2 P -3 P -1 P -2 P 0 P -1 P 0 P 1 P 1 P 2 P 2 P 3 P 3 P 4 P

Page 1