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

5’ Chain G Chain H

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

Arg38(F)* Phe295(F) W 1015(F)

Arg35(F) O

Arg38(F)*_W 918(G) Val40(F)

Arg330(F) NH2NH2_W 901(G)

Thr248(F)* OG1OG1 OG Ser42(F)

OG_W

911(H) W 1001(F)Asp8(F) _{Asp103(F)Glu104(F)}

Mg901(F) Mg902(F) W 1008(F)

OG Ser42(F) OG O3 Po4903(F)* O3 W 906(G)_W 907(G)

Thr248(F)* N, OG1

N, OG1OG1_W 1101(F) Arg247(F)_W 1062(F)

Glu246(F)* OE2OE2

W 904(H)

NZ Lys150(F)

NZ_W

917(H) W 914(G)_W 915(G)

Glu246(F)* N Arg273(F) NH1NH1_W 910(G)_W 917(G)

W 913(H) W 914(H)

N Gly183(F)

N_W

909(H) W 918(H) W 902(G)_W 920(G)_W 923(G)

Arg240(F) NH1NH1 Gly244(F) N_W 913(G)_W 910(H) W 915(H)

N Gly185(F) N Val187(F) OG, N Ser188(F)

OG, N OG, W 908(G)_W 916(G)*

Lys241(F)* N Ser242(F) OGOG_W 919(G) W 906(H)

W 902(H) W 909(G)_W 916(G)*_W 924(G)

Lys241(F)* NZNZ_W 1122(F)

Arg238(F) NENE

NE1 Trp256(A) NE1 Arg317(A) W 916(H)

W 907(H)

NH1 Arg37(A) NH1 O Thr248(A) O N Gln297(F) N W 921(G)_W 922(G)^W 905(H) OG1 Thr298(F) OG1 W 903(H) W 1042(F) OG1 Thr299(F)* OG1 W 912(G)

Lys217(F)

W 908(H)

Gln300(F) N Glu301(F) N Arg323(F) W 1017(F) OG1 Thr299(F)* OG1

838

839

P

840

P

874

P

841

P

873

P

842

P

872

P

843

P

871

P

844

P

870

P

845

P

869

P

846

P

868

P

847

P

P

867

P

Page 1

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

Chain G Chain H

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

NH1 Arg285(F) NH1 N Val303(F) N W 904(G) W 911(G) W 919(H) W 905(G)

W 901(H) W 912(H)

848 866

P

849

P

865

P

850

P

864

P

851

P

863

P

852

P

862

P

853

P

861

P

854

P

860

Page 2

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

5’ Chain B Chain C

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

Arg35(A) NENE Gly60(A)

Phe295(A)*

Arg38(A)

Val40(A)

Phe295(A)* W 902(B) W 917(B)

Thr248(A)* OG1OG1 Lys291(A) NZNZ Arg330(A) NENE

Ser42(A) _{Asp8(A)}

Asp103(A) Glu104(A) Mg901(A) Mg902(A) W 909(B)_W 912(B)_W 913(B)

Thr248(A)* N, OG1

N, OG1OG1 W 1043(A) W 907(B)

Glu246(A)* OE2OE2 Arg37(A) NH1NH1 Thr248(A)* O Gln297(F) N

NZ Lys150(A)

NZ_W

922(C) W 919(B)_W 1036(A)

Glu246(A)* N Arg247(A) NH2NH2_W 920(B) Val245(A)

Glu246(A)* OE2OE2^W 910(C) N Gly183(A)

N_W

913(C) W 906(B)_W 915(B)

Arg240(A) NH1NH1 Gly244(A) N Val243(A) W 1025(A)

Gly244(A) O Arg273(A) NH1NH1

Gly185(A) N Val187(A) N OG, N Ser188(A)

OG, N OG, W 911(B)

Lys241(A) N Ser242(A) OGOG_W 910(B)_W 914(C) W 920(C) W 923(C)

W 916(B)

Arg238(A)

W 902(C)

Lys217(A) NZNZ

OG1 Thr298(A) OG1 W 1039(A) OG1 Thr299(A)* OG1 W 901(B) N Glu301(A) N NH2 Arg323(A) NH2 W 905(C) OG1 Thr299(A)* OG1

838

839

P

840

P

874

P

841

P

873

P

842

P

872

P

843

P

871

P

844

P

870

P

845

P

869

P

846

P

868

P

847

P

P

867

P

Page 3

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

Chain B Chain C

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

NH2, NH1 Arg285(A)

NH2, NH1

NH2, His302(A) N Val303(A) N W 903(B)^W 907(C) W 921(C) W 905(B)*

W 918(B)^W 905(B)* W 901(C) W 918(C) W 903(C) W 911(C) W 914(B) W 912(C)

W 908(B) W 904(B) W 906(C)* W 904(C) W 915(C) W 906(C)*

W 919(C) W 909(C)

848 866

P

849

P

865

P

850

P

864

P

851

P

863

P

852

P

862

P

853

P

861

P

854

P

860

P

859

P

858

P

857

Page 4