
G C

T A

A A

C T

G C

C G
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A G
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G C

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)

W88 Water molecule and number

W 467(D)

Lys165(B)* 
W 410(A) NZ Lys165(A)* NZ

W153(C)*

W302(D)*
W472(C)*

W 107(C)*
W 438(D)
W 148(D)*W 94(D)*

W 124(C)*
W 223(D)
W 226(D)
W 318(D)
W 319(D)
W 234(D)*
W 224(B)*

O Act12(C)* O

O Gly43(A)* O
O Gly43(B)* OW107(C)*

W290(D)*
W148(D)*

Asn169(A)* NN
Asn169(B)* NN

Thr168(A)*
W256(C)

W246(C)

Act12(C)* OO

Gly167(B) OO
Ser51(B)* OGOG
Gly167(A)* OO

W 153(C)*
NZ Lys165(A)* NZ
Lys165(B)* 
Thr168(A)* 
W 302(D)*
W 472(C)*
Thr168(B)* Asn169(A)* OO

Asn169(B)* OO
W12(D)*
W13(D)*

Asn169(A)* ND2ND2
Asn169(B)* ND2ND2

W242(A)*
W285(C)*
W351(D)*
W233(B)*
W385(B)
W262(A)

Thr108(A)* OG1OG1

Thr108(B)* OG1OG1
Lys113(B)* NZNZ
Lys113(A)* NZNZ W 107(C)*

W 145(D)
W 181(D)
W 290(D)*
W 148(D)* NZ Lys113(A)* NZ

NZ Lys113(B)* NZ
Thr168(A)* 
Thr168(B)* 
N Asn169(A)* N
N Asn169(B)* N

O Act12(C)* O

W111(C)*
Arg171(A)* NE, NH2NE, NH2NH2
Arg171(B)* NE, NH2NE, NH2NH2

Thr77(A)*
Glu78(A)*
Glu78(B)*

W39(C)*
W226(A)*

W246(B)*

Trp107(A)* NN

Trp107(B)* NN

W14(C)*

W15(C)*

W20(C)*

W15(D)*

W14(D)*

W18(C)*

Glu48(B) OE1OE1
Glu48(A)* OE1OE1

Ser51(B)* OGOG
Gly167(A)* OO

Leu105(A)* OO

Thr108(B)* OG1OG1

Asn169(A)* ND2ND2

Arg171(A)* NH2NH2

Glu80(A)* NN

Leu105(B)* OO

Glu80(A)* NN

Leu105(A)* OO

Thr108(B)* OG1OG1

Asn169(A)* ND2ND2

Arg171(A)* NH2NH2

Thr108(A)* OG1OG1

Asn169(B)* ND2ND2

Arg171(B)* NH2NH2 W 12(D)*
W 13(D)*
Thr77(A)* 
O Asn169(B)* O
Thr77(B) ND2 Asn169(A)* ND2

W 242(A)*
W 248(D)
W 285(C)*
W 318(A)
W 335(D)
W 351(D)*
W 299(B)
W 233(B)*

OG1 Thr108(A)* OG1

O Ile76(A) O

O Ile76(B) O
OG1 Thr108(B)* OG1Met47(A)*

W246(B)*
Met47(B)*

W111(C)*

W15(C)*
Asp82(A)*
Asp82(B)*

Trp107(A)* NE1NE1
Trp107(B)* NE1NE1

 Na217(A)*
 Na217(B)*

W15(D)*

Ser51(A)* OGOG

Glu80(A)* NN NE Arg171(A)* NE
NH2, NE Arg171(B)* NH2, NENH2,
W 39(C)*
Glu78(A)* 
Glu78(B)* 
W 226(A)*
W 111(C)* W 14(D)*

W 15(D)*
W 20(C)*
Pro79(A) 

W 14(C)*

W 15(C)*

W 18(C)*

OE1 Glu48(A)* OE1
OG Ser51(A)* OG

N Glu80(A)* N
O Leu105(B)* O

O Leu105(A)* O
OG1 Thr108(B)* OG1
ND2 Asn169(A)* ND2
NH2 Arg171(A)* NH2
N Glu80(A)* N
OG1 Thr108(A)* OG1
ND2 Asn169(B)* ND2
NH2 Arg171(B)* NH2W24(C)*

Lys104(A)* NZNZ
Lys104(B)* NZNZ

W28(C)*
Met47(A)*
Met47(B)*

W23(D)*

Thr94(A) N, OG1N, OG1OG1
Thr94(B)* N, OG1N, OG1OG1

W17(D)*

W345(A)
W16(C)*
W362(B)*

W17(C)*

Lys104(A)* NZNZ
Arg171(A)* NN

Gly50(B)* OO
Lys93(A)* NZNZ

Thr94(A) OO
Gly50(A)* OO

Lys93(B)* NZNZ
Gly50(B)* OO

Lys93(A)* NZNZ W 246(B)*
Met47(A)* 
Met47(B)* 
W 111(C)*W 15(D)*

Asp82(A)* 
Asp82(B)* 
 Na217(A)* 
 Na217(B)* 

W 17(C)*

W 15(C)*
W 261(B)

OG Ser51(A)* OG

O Gly50(B)* O
NZ Lys93(A)* NZ
N Glu80(A)* N
OE1 Glu54(B) OE1W77(D)*

W118(C)*
W127(C)*
W141(C)
W182(C)*
W197(C)

Arg53(A) NH1, NH2NH1, NH2NH2
Arg53(B)* NH1NH1

Thr96(A)* N, OG1N, OG1OG1
Thr96(B)* OG1OG1

Ile95(B)
W281(A)*
W268(B)*

Thr96(A)* OO
Thr96(B)* OO W 24(C)*

NZ Lys104(A)* NZ
NZ Lys104(B)* NZ
W 28(C)*
Met47(A)* 
Met47(B)* 

W 23(D)* OG1, N Thr94(B)* OG1, NOG1,

W 17(D)*

W 362(B)*

W 17(C)*

W 16(C)*

NZ Lys104(A)* NZ
N Arg171(A)* N

O Gly50(B)* O
NZ Lys93(A)* NZ
NZ Lys93(B)* NZ
O Gly50(B)* O
NZ Lys93(A)* NZ
O Gly50(A)* OW107(C)*

W450(C)
W148(D)*

Val45(A) NN
Val45(B)* NN

W94(D)*
W124(C)*
W234(D)*
W224(B)*

Act12(C)* OO

Gly43(A)* OO
Gly43(B)* OO W 28(C)*

W 77(D)*
W 118(C)*
W 127(C)*
W 182(C)*
W 364(B) NH2, NH1 Arg53(B)* NH2, NH1NH2,

OG1 Thr96(A)* OG1
OG1, N Thr96(B)* OG1, NOG1,
W 243(D)
W 281(A)*
W 343(D)
W 268(B)*

O Val45(B)* O

O Thr96(A)* O

O Thr96(B)* OAct13(C) OXTOXT
W107(C)*
W148(D)*

Lys44(A)* NZNZ
Lys44(B) NZNZ

W444(D)*

Act12(C)* OO NZ Lys44(A)* NZ
W 123(D)
W 168(D)
W 444(D)*

2 2

3

P

10

P

4

P

3

P

5

P

4

P

6

P

5

P

7

P

6

P

8

P

7

P

9

P

8

P

10

P

9

P

11

P

11

P
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