
G C

C G

C G

T A

T A

G C

C G

C G

G C

G C

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)

W88 Water molecule and number

W2001(B)
W2002(B)

W 2044(C)*

W 2044(C)*
W 2045(C)

W2003(B)
W2004(B)

W2005(B)

W 2043(C)
W2006(B)
W2123(A)Leu167(A)* OO

Arg170(A) NH1NH1
W 2041(C)

W2007(B)

Ser166(A) OGOG
Leu167(A)* NN

W2008(B)
W2009(B)

Arg124(A) NH1, NH2NH1, NH2NH2
W2011(B)

Thr150(A) OG1OG1

W2013(B)

W2015(B)
Ser83(D) OGOG

His152(A) NE2NE2
Leu153(A) OO

W 2038(C)*

Asp154(A)

W2016(B)
W2018(B)

NH2, NH1 Arg126(A) NH2, NH1NH2,
W 2038(C)*

W2019(B)
W2021(B)

W2020(B)
W2022(B)

N Lys120(A) N
W 2036(C)
W 2077(A) OD1 Asp119(A) OD1

Arg157(A) NH1, NH2NH1, NH2NH2 W 2034(C)
W 2027(B)*
Ala116(A) 
 Ca1183(A)* 
W 2032(C)*
W 2035(C)

W 2031(B)*

O Gly20(A)* O
OD1 Asp21(A)* OD1
ND2 Asn93(A)* ND2
OE1 Glu117(A)* OE1
OE2 Glu117(A)* OE2

1 25

P

2

P

24

P

3

P

23

P

4

P

22

P

5

P

21

P

6

P

20

P

7

P

19

P

8

P

18

P

9

P

17

P

10

P

P

16

P
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G C

T A

A T

A T

G C

T A

T A

C G

C G

G C

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)

W88 Water molecule and number

W2024(B)His158(A) NE2NE2 OD2 Asp155(A) OD2
W 2032(C)*

N Lys130(A) N
W 2030(C)
W 2002(A)

W 2031(C)*

O Ile19(A) O
O Gly20(A)* O
OD1 Asp21(A)* OD1
ND2 Asn93(A)* ND2
OE1 Glu117(A)* OE1
OE2 Glu117(A)* OE2

W2026(B)*
W 2028(C)*
W 2032(B)*

W 2027(C)
W 2029(C)

W2026(B)*
W2027(B)*

Lys43(A)* NZNZ

W 2028(C)*

Thr41(A)
Thr76(A) OG1OG1

Lys43(A)* NN
 Ca1183(A)*

Gly22(A)
Arg77(A)* NENE

W2030(B)

W2031(B)*

W2032(B)*

W2031(C)*

Gly20(A)* OO
Asp21(A)* OD1OD1
Asn93(A)* ND2ND2

Glu117(A)* OE1OE1
Glu117(A)* OE2OE2

Gly20(A)* OO
Asp21(A)* OD1OD1
Asn93(A)* ND2ND2

Glu117(A)* OE1OE1
Glu117(A)* OE2OE2

W 2022(C)

Arg77(A)* NH2NH2

Tyr25(A) OHOH

W2053(A)

W2036(B)
W2037(B)

Arg37(A)* NH1NH1
Glu79(A)* OE2OE2

Lys85(G) NZNZ
W 2054(A) NH1 Arg77(A)* NH1

OE1 Glu79(A)* OE1

W2039(B)

NH2, NH1 Arg37(A)* NH2, NH1NH2,
NH2 Arg81(A) NH2

W 2018(C)

Tyr29(A)
NH2 Arg37(A)* NH2
W 2049(A)

NZ Lys68(A)* NZ

OE2 Glu35(A) OE2
NE2 Gln70(A)* NE2

N Lys68(A)* N

W 2048(A)

W 2045(A)

O Lys68(A)* O
NE2 Gln70(A)* NE2
N Ser83(A)* N
O Lys66(A) O

11 15

P

12

P

14

P

13

P

13

P

14

P

12

P

15

P

11

P

16

P

10

P

17

P

9

P

18

P

8

P

19

P

7

P

20

P

P

6

P
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G C

C G

G C

C G

G 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)

W88 Water molecule and number

Arg33(A) NH1NH1
W2040(B)

W 2015(C)
N Lys85(A)* N

W 2017(C)

W 2016(C)

OG Ser83(A)* OG
NE2 His158(G) NE2
O Gly20(D) O
OE2 Glu35(G) OE2
NE2 Gln70(G) NE2
NH1 Arg81(G) NH1
N Lys86(A) N
OE2 Glu117(D) OE2

W2042(B)

OG Ser34(A) OG
OH Tyr36(A) OH
NZ Lys85(A)* NZ
W 2010(C)
W 2011(C)

W2043(B)
W2046(B)

W2045(B)
W 2008(C)
Asn32(A)* 
W 2013(A)

Asn32(A)* 
O Gly31(A) O

W 2007(C)

W 2003(C)
Asn93(G) ND2ND2

W2049(B)
W2051(B)

W2052(B)
W2043(G)

Lys86(G) OO
Lys85(D) NZNZ
Lys86(G) NZNZ W 2002(C)

W 2012(G)

N Tyr36(G) N
N Ser44(D) N
OG Ser83(G) OG
OH Tyr89(G) OH

21 5

P

22

P

4

P

23

P

3

P

24

P

2

P

25

P

1
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G C

C G

C G

T A

T A

G C

C G

C G

G C

G C

5’

Chain E Chain F

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

W2001(E)

W 2044(F)W2002(E)

Ser166(D) OGOG
Leu167(D) NN

W2003(E)

W 2042(F)

Arg124(D)* NH2NH2

Thr150(D)

NH1 Arg124(D)* NH1

NH1 Arg126(D) NH1
W 2039(F)

His156(D)

N Lys120(D) N
W 2037(F)
Asp119(D) 
W 2038(F)

Arg157(D) NH1, NH2NH1, NH2NH2
W2005(E)

W 2033(F)
W 2112(D)

W 2034(F)*
Ala116(D) 
 Ca1196(D)* 
W 2035(F)

W 2006(D)*

OD2 Asp154(D) OD2

OD1 Asp21(D)* OD1
OH Tyr89(A)* OH
OE1 Glu117(D)* OE1
NE2 His158(D)* NE2

1 25

P

2

P

24

P

3

P

23

P

4

P

22

P

5

P

21

P

6

P

20

P

7

P

19

P

8

P

18

P

9

P

17

P

10

P

P

16

P
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G C

T A

A T

A T

G C

T A

T A

C G

C G

G C

Chain E Chain F

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

W2006(E)

Asp21(D)* OD1OD1
Tyr89(A)* OHOH

Glu117(D)* OE1OE1
His158(D)* NE2NE2

OD2 Asp155(D) OD2
W 2034(F)*

N Lys130(D)* N

W 2019(E)*

W 2032(F)

W 2016(E)*

W 2086(D)

O Gly20(D)* O

OE2 Glu35(G)* OE2

NE2 Gln70(G)* NE2

NH1 Arg81(G)* NH1

N Lys86(A)* N

OE2 Glu117(D)* OE2

O Ile19(D) O

O Gly20(D)* O

OE2 Glu117(D)* OE2

OD1 Asn129(D) OD1

W2007(E)*
W 2017(E)*
W 2029(F)*

NZ Lys130(D)* NZ
W 2031(F)

W2007(E)*

W2009(E)Gly31(D)* OO
Thr76(D)* OO

W 2029(F)*

Thr41(D)
Thr76(D)* OG1OG1

W2018(E)*

Lys43(D) NN
 Ca1196(D)*

W2012(E)

Tyr36(G) NN
Ser44(D) NN

Ser83(G) OGOG
Tyr89(G) OHOH

W 2026(F)
Arg77(D)* NENE

W2015(E)
W2018(E)*
W2020(E)

W2006(D)*

W2017(E)*

W2018(E)*

W2019(E)*

W2016(E)*

Asp21(D)* OD1OD1

Tyr89(A)* OHOH

Glu117(D)* OE1OE1

His158(D)* NE2NE2

Gly20(D)* OO

Glu35(G)* OE2OE2

Gln70(G)* NE2NE2

Arg81(G)* NH1NH1

Lys86(A)* NN

Glu117(D)* OE2OE2

OD2 Asp75(D) OD2

Arg77(D)* NH2NH2

Tyr25(D) OHOH
W2013(E)

Gly22(D)
W 2025(F)*

W2063(D)

W2021(E)

Arg37(D)* NH1NH1
Glu79(D)* OE2OE2

W 2025(F)*
W 2062(D)

W 2024(F)

NH1 Arg77(D)* NH1
OE1 Glu79(D)* OE1

W2022(E)
W2023(E)

NH2, NH1 Arg37(D)* NH2, NH1NH2,
NH2, NH1 Arg81(D) NH2, NH1NH2,

W 2021(F)
W 2022(F) O Ile71(D) O

Tyr29(D)

W2024(E)

NH2 Arg37(D)* NH2
W 2026(D)

NZ Lys68(D)* NZ

OE2 Glu35(D) OE2

Lys30(D) NZNZ

Ser67(D) 
N Lys68(D)* N

W 2057(D)
O Lys68(D)* O
NE2 Gln70(D) NE2
N Ser83(D)* N

11 15

P

12

P

14

P

13

P

13

P

14

P

12

P

15

P

11

P

16

P

10

P

17

P

9

P

18

P

8

P

19

P

7

P

20

P

P

6

P
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G C

C G

G C

C G

G C

Chain E Chain F

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

Arg33(D) NH1NH1
N Lys85(D)* N

W 2016(F)

W 2015(F)

O Gly20(D)* O
OE2 Glu35(G)* OE2
NE2 Gln70(G)* NE2
NH1 Arg81(G)* NH1
N Lys86(A)* N
OE2 Glu117(D)* OE2
OG Ser83(D)* OG
NE2 His152(A) NE2
O Leu153(A) O

W 2007(F)*
W 2011(F)

OG Ser34(D) OG
OH Tyr36(D) OH
NZ Lys85(D)* NZ

W2028(E)
W2029(E)

W 2007(F)*
W 2009(F) O Gly31(D)* O

O Thr76(D)* O

W2030(E)
W 2004(F)
W 2005(F)

W 2002(F)
W 2003(F)

Asn93(A) ND2ND2
W2056(A)

W2031(E)

W2058(A)
Lys85(A) NZNZ

Gly20(A) OO
Asp21(A) OD1OD1
Asn93(A) ND2ND2

Glu117(A) OE1OE1
Glu117(A) OE2OE2

Lys86(A)* OO
W 2001(F)

W 2006(A)

OD1 Asp21(D)* OD1
OH Tyr89(A)* OH
OE1 Glu117(D)* OE1
NE2 His158(D)* NE2

21 5

P

22

P

4

P

23

P

3

P

24

P

2

P

25

P

1
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G C

C G

C G

T A

T A

G C

C G

C G

G C

G C

5’

Chain H Chain I

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

W2001(H)

W 2026(I)

W2003(H)

Ser166(G) OGOG
Leu167(G) NN

W2005(H)
W2006(H)

Arg124(G) NH2NH2

Thr150(G) OG1OG1
W2007(H)
W2008(H)

Asp154(G)
W2011(H)

W2013(H)

NH2, NH1 Arg126(G) NH2, NH1NH2,

W2014(H)
W2016(H)

N Lys120(G) N
W 2023(I)
W 2024(I)

Arg157(G) NH1, NH2NH1, NH2NH2 W 2021(I)
W 2019(I)*
Ala116(G) 
 Ca1182(G)* 
W 2022(I)*

W 2004(G)* OD1 Asp21(G)* OD1
OE1 Glu117(G)* OE1

1 25

P

2

P

24

P

3

P

23

P

4

P

22

P

5

P

21

P

6

P

20

P

7

P

19

P

8

P

18

P

9

P

17

P

10

P

P

16

P
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G C

T A

A T

A T

G C

T A

T A

C G

C G

G C

Chain H Chain I

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

W2017(H)Ser83(A) OGOG
His158(G) NE2NE2

OD2 Asp155(G) OD2
W 2019(I)*

N Lys130(G) N
W 2018(I)

W 2023(H)* O Gly20(G)* O
OE2 Glu117(G)* OE2

W2019(H)*

W2020(H)

W 2017(I)*

W2019(H)*

Thr41(G)
Thr76(G) OG1OG1

W2024(H)*

Lys43(G) NN
W2022(I)*

 Ca1182(G)*

Gly22(G)
Arg77(G)* NENE

W2004(G)*

W2017(I)*
W2024(H)*

W2023(H)*

Asp21(G)* OD1OD1
Glu117(G)* OE1OE1

Gly20(G)* OO
Glu117(G)* OE2OE2

Arg77(G)* NH2NH2

Tyr25(G) OHOH

W2040(G)

W2026(H)
W2027(H)

Arg37(G)* NH1NH1
Glu79(G) OE2OE2

Tyr29(G)* NH2, NH1 Arg37(G)* NH2, NH1NH2,

W 2015(I)

Tyr29(G)*

W2028(H)
W2029(H)

NH2 Arg37(G)* NH2

W 2016(G)

O Gly20(D) O
OE2 Glu35(G)* OE2
NE2 Gln70(G)* NE2
NH1 Arg81(G) NH1
N Lys86(A) N
OE2 Glu117(D) OE2

W2030(H) OE1 Glu35(G)* OE1
Ser67(G) 

W 2038(G)
O Lys68(G) O
NE2 Gln70(G)* NE2
N Ser83(G)* N

11 15

P

12

P

14

P

13

P

13

P

14

P

12

P

15

P

11

P

16

P

10

P

17

P

9

P

18

P

8

P

19

P

7

P

20

P

P

6

P
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G C

C G

G C

C G

G C

Chain H Chain I

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

Arg33(G) NH1NH1
W2031(H)

N Lys85(G)* N
W 2013(I)

W 2012(I)

N Tyr36(G)* N
N Ser44(D) N
OG Ser83(G)* OG
OH Tyr89(G) OH

Arg97(D)

W 2008(I)
OG Ser34(G) OG
OH Tyr36(G)* OH
NZ Lys85(G)* NZ
W 2009(I)

W2034(H)
W2035(H)

Asn32(G) 

W 2014(G)
NZ Lys26(D)* NZ
O Gly31(G)* O
OH Tyr89(D)* OH

W2038(H)

W2037(H)

W 2004(I)
W 2007(I)

W 2006(I)
W2040(H)

Asn93(D)*
W2041(H)

W2039(H)
W2044(H)
W2042(H)Lys86(D) OO Asn93(D)* 

W 2002(I)

W 2014(D)

W 2001(I)

NZ Lys26(D)* NZ
O Gly31(G)* O
OH Tyr89(D)* OH

21 5

P

22

P

4

P

23

P

3

P

24

P

2

P

25

P

1
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