C C A A A A G A A G

5’ 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

Ile675(A) Gtp1108(A) N2, N1

N2, N1N1 W 1180(A)

Ser680(A) OGOG

Gtp1107(A) N2, N1

N2, N1N1 Gtp1107(A) O6O6_W 718(C)

W 817(C) Lys176(A)_W 1719(C)

W 628(C)_W 1330(C)_W 1156(A)

W 483(C)_W 1267(A)

Arg424(A) NH1NH1

Arg421(A) NENE

W 1213(C)

Arg318(A) NH1NH1_W 939(C)_W 138(C)_W 1075(C)

Leu317(A) O Gln426(A) OE1OE1

W 1245(C) Glu886(A) W 1302(A)

Ala171(A) N Glu205(A) OE2OE2

Thr202(A) OG1OG1_W 949(C)

W 711(C) Ala888(A)_W 1664(A)

Glu889(A) OE2OE2

Lys267(A) Thr269(A)* OG1OG1

Thr269(A)* OG1OG1_W 1238(C)

Gly271(A) N W 1112(A) W 714(C)

Leu203(A) N Gly271(A) O Tyr273(A) OHOH

W 1031(C)_W 1221(C)

W 1411(A)_W 489(C)

Glu254(A) OE1OE1 Met903(A) N

Arg904(A) NH1, NH2

NH1, NH2NH2

Arg902(A) NH2NH2_W 1331(A)_W 1179(C)

W 1417(A)

Asp901(A)* OD2OD2 Asp900(A) O

Lys114(A)* NZNZ

4

5 P

6 P

7 P

8 P

9 P

10 P

11 P

12 P

13 P

P

Page 1

C G G A G C T T C T

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

W 864(C)_W 1131(C)_W 1054(C)

Asp901(A)* OD1OD1 W 113(C)_W 171(C) Arg119(A)_W 407(C)_W 1315(C) W 393(C) Lys849(A)

W 258(C)_W 455(C)

W 491(C) Lys850(A)

W 1239(C) W 555(C)

W 788(C)

W 1303(C)

Ser260(A) OGOG

14

15 P

16 P

17 P

18 P

19 P

20 P

21 P

22 P

Page 2

T C C A A A A G A A

5’ Chain D

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 55(D)_W 66(D) Gly916(B)

W 40(D)*_W 60(D)

Ile675(B) Ser680(B) Gtp1107(B) N2, N1

N2, N1N1

Gly681(B) N_W 40(D)*

Gtp26(D) N2, N1

N2, N1N1 Pro921(B) W 52(D)

W 69(D)

W 44(D)_W 65(D)_W 39(D)

Arg421(B)* NENE

Arg318(B) NH1NH1_W 72(D) W 1643(B) W 83(D)

Leu317(B) O Arg421(B)* N Gln426(B) NE2NE2

Glu886(B) W 31(D)

Ala171(B) N Glu205(B) OE2OE2

Asp177(B) Thr202(B) OG1OG1

Lys267(B) Lys268(B) Thr269(B)* OG1OG1

W 58(D)

Thr269(B)* OG1OG1_W 41(D)_W 75(D)

W 54(D)_W 82(D)_W 68(D) W 27(D)

Arg904(B)* O Tyr273(B) OHOH Leu203(B) N Gly271(B) O

W 42(D) W 63(D)_W 28(D)

Arg902(B) NH2NH2 W 1710(B) W 1637(B)

Met903(B) N

Asp900(B)* O Arg902(B)* NENE Asp901(B)* OD2OD2

3

4 P

5 P

6 P

7 P

8 P

9 P

10 P

11 P

12 P

P

Page 3

G C G G A G C T T C

Chain D

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

Arg904(B)* NH1, NH2

NH1, NH2NH2

Asp901(B)* OD2OD2_W 85(D)

W 88(D)_W 90(D)

Lys114(B)_W 1501(B)

W 36(D)_W 47(D)_W 89(D)

Asp901(B)* OD1OD1

Arg119(B) NH1, NH2

NH1, NH2NH2_W 35(D)_W 46(D)_W 70(D)

W 56(D)_W 57(D)

Lys849(B) NZNZ_W 38(D)_W 50(D)_W 80(D)

W 33(D)_W 34(D)_W 53(D)*_W 67(D)_W 87(D)

Lys850(B) NZNZ_W 37(D)_W 49(D)

W 43(D)_W 53(D)*_W 92(D)

W 86(D) W 71(D)

W 61(D)

13

14 P

15 P

16 P

17 P

18 P

19 P

20 P

21 P

22 P

P

Page 4

T Chain D

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

23

Page 5