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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

N Arg42(E)* N
OG1 Thr45(E) OG1

 Rb74(J)* 

 Rb74(J)* 

 Rb74(J)*

Arg49(E)

-73 73

P

-72

P

72

P

-71

P

71

P

-70

P

70

P

-69

P

69

P

-68

P

68

P

-67

P

67

P

-66

P

66

P

-65

P

65

P

-64

P

P

64

P
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A T

C G

C G

T A

G C

C G

A T

G C

A T

T A

Chain I Chain J

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

MN  Mn3131(J) MN

Thr76(C) 
N Arg77(C) N

Ser52(D)
Ser53(D) OGOG

-63 63

P

-62

P

62

P

-61

P

61

P

-60

P

60

P

-59

P

59

P

-58

P

58

P

-57

P

57

P

-56

P

56

P

-55

P

55

P

-54

P

P

54

P
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A T

C G

T A

A T

C G

C G

A T

A T

A T

A T

Chain I Chain J

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

NZ Lys24(D) NZ

NZ Lys28(D) NZ
N Lys31(D) N

Arg30(D)* 
NH2 Arg29(C) NH2
Glu32(D) 
N Ser33(D) N

MN  Mn3135(J) MN

Arg30(D)*

Arg32(C) NH1NH1

Arg17(C) NN

-53 53

P

-52

P

52

P

-51

P

51

P

-50

P

50

P

-49

P

49

P

-48

P

48

P

-47

P

47

P

-46

P

46

P

-45

P

45

P

-44

P

P

44

P
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G C

T A

G C

T A

A T

T A

T A

T A

G C

G C

Chain I Chain J

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

NH2, NH1 Arg35(C) NH2, NH1NH2,
Arg42(C)* 
Val43(C) 

Arg42(C)* 

Ala45(C) 

 Mn3143(I)* MNMN

 Mn3143(I)* MNMN

Ser84(D)
Thr85(D) OG1OG1

-43 43

P

-42

P

42

P

-41

P

41

P

-40

P

40

P

-39

P

39

P

-38

P

38

P

-37

P

37

P

-36

P

36

P

-35

P

35

P

-34

P

P

34

P
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A T

A T

A T

C G

T A

G C

C G

T A

C G

C G

Chain I Chain J

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

Lys25(H) 

Arg27(H) 

Thr29(H) 

N Lys79(B) N
OG1, N Thr80(B) OG1, NOG1,Arg26(H) NH1, NH2NH1, NH2NH2

MN  Mn3133(J) MN

 Rb74(I)*

 Rb74(I)*

Phe84(A)*

Ser86(A)

Arg72(A) NH1NH1
Phe84(A)*

-33 33

P

-32

P

32

P

-31

P

31

P

-30

P

30

P

-29

P

29

P

-28

P

28

P

-27

P

27

P

-26

P

26

P

-25

P

25

P

-24

P

P

24

P
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A T

T A

C G

A T

A T

A T

A T

G C

G C

C G

Chain I Chain J

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

Lys64(A) 
N Leu65(A) N

Arg69(A) 

Arg36(B) NH2NH2

-23 23

P

-22

P

22

P

-21

P

21

P

-20

P

20

P

-19

P

19

P

-18

P

18

P

-17

P

17

P

-16

P

16

P

-15

P

15

P

-14

P

P

14

P
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A T

T A

G C

T A

T A

C G

A T

G C

C G

T A

Chain I Chain J

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

Arg63(A)

N Tyr41(A) N

NH2 Arg40(A) NH2
N Gly44(A) N
N Val46(A) N
Ala47(A) 

Arg35(B) 
N Ile46(B) N

N Gly48(B) N

MN  Mn3144(J) MN

Arg116(A)
Val117(A) NN

Thr118(A) N, OG1N, OG1OG1

-13 13

P

-12

P

12

P

-11

P

11

P

-10

P

10

P

-9

P

9

P

-8

P

8

P

-7

P

7

P

-6

P

6

P

-5

P

5

P

-4

P

P

4

P
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G C

A T

A T

T A

C G

C G

A T

G C

C G

Chain I Chain J

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

 Mn3142(I) MNMN

Met120(E) 

MN  Mn3134(J) MN
Arg116(E) 
N Val117(E) N
OG1, N Thr118(E) OG1, NOG1,

 Mn3141(I) MNMN

NE Arg42(E)* NE

Gly48(F) NN

-3 3

P

-2

P

2

P

-1

P

1

P

0

P

0

P

1

P

-1

P

2

P

-2

P

3

P

-3

P

4

P

-4

P

5

P

-5

P

6

P

P

-6

P
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G C

A T

A T

C G

A T

T A

G C

C G

C G
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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

Arg45(F)

Ile46(F) NN

Arg40(E) NH2NH2

Gly44(E) NN
Val46(E) NN

Ala47(E)

Tyr41(E) NN

NH2, NH1 Arg36(F) NH2, NH1NH2,

Arg69(E) NH1NH1

7 -7

P

8

P

-8

P

9

P

-9

P

10

P

-10

P

11

P

-11

P

12

P

-12

P

13

P

-13

P

14

P

-14

P

15

P

-15

P

16

P

P

-16

P

Page 9



T A

T A

T A

T A

G C

A T

T A

G C

G C

A T

Chain I Chain J

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

Arg63(E) NH1NH1
Lys64(E) NN

Leu65(E)

Arg17(F) 

NH2, NH1 Arg72(E) NH2, NH1NH2,
Arg83(E) 
Phe84(E)* 

Phe84(E)* 

Gln85(E) 
Ser86(E) 

Lys79(F)* NZNZ NZ Lys25(D) NZ

17 -17

P

18

P

-18

P

19

P

-19

P

20

P

-20

P

21

P

-21

P

22

P

-22

P

23

P

-23

P

24

P

-24

P

25

P

-25

P

26

P

P

-26

P

Page 10



G C

C G

A T

G C

T A

T A

T A

C G

C G

A T

Chain I Chain J

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

 Mn3140(I) MNMN

Lys79(F)* NN
Thr80(F) N, OG1N, OG1OG1

NH2 Arg26(D) NH2

Thr29(D) OG1OG1

Arg83(H) 

MN  Mn3139(J)* MN

Ser84(H)* 
OG1 Thr85(H) OG1

Ser84(H)* 
MN  Mn3139(J)* MN

27 -27

P

28

P

-28

P

29

P

-29

P

30

P

-30

P

31

P

-31

P

32

P

-32

P

33

P

-33

P

34

P

-34

P

35

P

-35

P

36

P

P

-36

P
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A T

A T

T A

A T

C G

A T

C G

T A

T A

T A

Chain I Chain J

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

Arg42(G)*

Gly44(G)
Ala45(G) NN

Arg35(G) NH1, NH2NH1, NH2NH2
Arg42(G)*

Val43(G)

Ala14(G) 
Lys15(G) 

Lys13(G)* 

NE, N Arg17(G) NE, NNE,

Lys13(G)* 

NE Arg32(G) NE

Lys13(G)*

37 -37

P

38

P

-38

P

39

P

-39

P

40

P

-40

P

41

P

-41

P

42

P

-42

P

43

P

-43

P

44

P

-44

P

45

P

-45

P

46

P

P

-46

P
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T A

G C

G C

T A

A T

G C

T A

A T

T A

C G

Chain I Chain J

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

Tyr37(H)
 Mn3137(I) MNMN

Arg30(H)

Arg29(G) NH2NH2
Glu32(H)
Ser33(H)

Lys28(H)

Lys31(H) NN

Ser52(H) 
OG Ser53(H) OG

47 -47

P

48

P

-48

P

49

P

-49

P

50

P

-50

P

51

P

-51

P

52

P

-52

P

53

P

-53

P

54

P

-54

P

55

P

-55

P

56

P

P

-56

P
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T A

G C

C G

A T

G C

G C

T A

G C

G C

A T

Chain I Chain J

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

 Mn3138(I) MNMN

 Rb75(J)* 

 Rb75(J)* 

Arg49(A) 

57 -57

P

58

P

-58

P

59

P

-59

P

60

P

-60

P

61

P

-61

P

62

P

-62

P

63

P

-63

P

64

P

-64

P

65

P

-65

P

66

P

P

-66

P
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T A

A T

T A

T A

G C

A T

T A

Chain I Chain J

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

Arg42(A) NN
Thr45(A) OG1OG1

67 -67

P

68

P

-68

P

69

P

-69

P

70

P

-70

P

71

P

-71

P

72

P

-72

P

73

P

-73
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