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

5’ Chain D Chain B

Chain A

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 1217(A)

Arg187(C) NH2NH2

W 1064(A)

His181(C) ND1ND1_W

1016(A) Arg170(C)*

Arg180(C) NH1NH1

Arg170(C)*_W 1035(A)

Ala173(C) N W 1338(B)

Thr177(C)_W 1187(A)

W 1043(A)_W 1077(A) W 1079(B) NE2 His176(C) NE2

W 1039(A)

His153(C) ND1ND1_W 1028(A)_W 1265(A)_W 1019(C)

Thr174(C) OG1OG1

Ala152(C) O

Ser149(C)* O

W 1020(A)_W 1219(A)*

W 1074(A) W 1133(A) W 1063(C)

Ser145(C)* OGOG Ser149(C)* OGOG

Arg142(C) NENE Asn143(C) O

W 1329(B)

W 1026(A)_W 1219(A)* W 1117(C)

Ser145(C)* OGOG

W 1153(B)

Gln146(C)* NE2, OE1

NE2, OE1OE1_W 1221(A)

Arg114(C) NENE His125(C) ND1ND1_W

1328(A) W 1033(B)*

W 1059(B)

67 33 P 2 32 P 3 P 31 P 4 P 30 P 5 P 29 P 6 P 28 P 7 P 27 P 8 P 26 P 9 P 25 P 10 P

P 24 P

Page 1

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

Chain A Chain B

Chain D Chain E

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 1033(B)*

W 1025(A)* W 1037(B) OE1 Gln146(C)* OE1 N Ala148(C) N Asn121(C) ND2ND2_W 1025(A)* W 1125(A)

Ser117(C) OGOG W 1053(B)*

Gln147(C) Gln118(C) NE2, OE1

NE2, OE1OE1_W 1053(B)*

Thr120(C)* W 1115(B)*

W 1115(B)* Thr120(C)*

W 1281(B)

W 1154(B)

W 1253(A)

W 1052(D)_W 1262(D)

W 1233(D)

Arg287(F) NH2NH2 W 1251(E)

W 1042(D)_W 1285(D)

Arg270(F) NH1, NH2

NH1, NH2NH2 His281(F) ND1ND1_W 1105(D)

W 1017(D)

Ala273(F)* N

W 1113(E) W 1194(E)

11 23 P 12 P 22 P 13 P 21 P 14 P 20 P 15 P 19 P 16 P 18

17 P 83 P 52 82 P 53 P 81 P 54 P

P 80 P

Page 2

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

Chain D Chain E

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

Arg280(F)* NH1, NH2

NH1, NH2NH2^W 1085(E)*_W 1264(E)

Thr277(F) W 1029(D)

NH1 Arg280(F)* NH1 W 1085(E)* W 1163(E)* W 1238(E) NE2 His276(F)* NE2

W 1211(F)

His253(F) ND1ND1_W

1031(D)_W 1198(D) Thr274(F) OG1OG1^W 1163(E)*

W 1005(D)

Arg242(F)_W 1014(F)_W 1123(F)

Ser245(F)* N Asn243(F) O W 1241(E)

W 1331(E)

N His276(F)* N

W 1049(D) W 1106(D)_W 1242(F)

Ser245(F)* OGOG W 1165(E)

W 1136(E) Gln246(F) NE2, OE1

NE2, OE1OE1

His225(F) ND1ND1_W

1263(D) W 1050(E)*

W 1168(E) W 1050(E)*

Arg214(F) W 1066(D)* W 1009(E) N Ala248(F) N

Asn221(F) ND2, OD1

ND2, OD1OD1_W 1066(D)*

Arg203(F) W 1038(D)*

W 1246(F) NE2 Gln247(F) NE2 Gln218(F) NE2, OE1

NE2, OE1OE1_W 1038(D)*

Thr220(F)* W 1121(E)*

W 1121(E)* Thr220(F)*

55 79 P 56 P 78 P 57 P 77 P 58 P 76 P 59 P 75 P 60 P 74 P 61 P 73 P 62 P 72 P 63 P 71 P 64 P

P 70 P

Page 3

G C A T

Chain D Chain E

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 1215(E) W 1243(E) W 1311(E)

65 69 P 66 P 68

Page 4