
A T

T A

C G

A T

A T

T A

A T

T A

C G

C G

5’

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

W3381(I)

W3850(I)

W 3391(J)

Gly34(E) 
NZ Lys37(E) NZ

W3240(I)*
W3407(I)

W 3446(J)

W 3472(J)
W 3452(J) O Arg40(E)* O

W3240(I)*
W 3470(J)
W 3615(J)
W 3735(J)N Arg42(E)* N

OG1 Thr45(E) OG1
W 3148(J)
W 3364(J)W3547(I)

W3595(I)*
W3783(I)

W 3272(J)
W 3287(J)

W 3205(J)
W 3794(J)

NE2 His39(E)* NE2

W3595(I)*

W3520(I)

W 3289(J)
W 3300(J)*

W 3357(J)
W 3648(J)

OH Tyr41(E)* OH

W3300(J)*

W3324(I)

Tyr41(E)* OHOH

Lys24(H)* OO
His39(E)* NN

W 3410(I)*

W3410(I)*
W3508(I)

W3377(I)
W3514(I)

W 3259(J)*
W 3281(I)*

W3281(I)*
W3866(I)

W3254(I)
W3289(I)
W3800(I)

W 3259(J)*

W 3524(J)

W3423(I)

W3309(I)

W 3518(J)

W 3871(J)
W 3916(J)

W3901(I)

W3510(I)

W 3283(J)

-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

W3428(I)

W3336(I)
W3706(I)

W3283(I)

W 3485(J)
W 3430(J) MN  Mn3131(J)* MN

W3766(I)*
MN  Mn3131(J)* MN
W 3623(J)*

W 3221(J)*
W 3176(J)
W 3696(J)

MN  Mn3131(J)* MN
MN  Mn3133(J)* MN

W3452(I)
W3641(I)
W3766(I)*

W3278(I)
W 3291(J)
W 3623(J)*

W 3221(J)*
W 3293(J)
W 3375(J)
W 3676(J)
W 3694(J)

MN  Mn3131(J)* MN
MN  Mn3133(J)* MN

MN  Mn3131(J)* MN
W3180(I)
W3207(I)

W3241(I)

N Arg77(C)* N
W 3330(J)
Thr76(C) 
W 3367(J)

W 3157(J) N Arg29(C)* N
O Arg77(C)* O

W3440(I)

W3223(I)
W3606(I)

W 3481(J)
W 3200(J) NH1 Arg77(C)* NH1

O Phe84(E)* O

W 3930(J)
W 3698(J)

W 3731(J)
W 3748(J)

NH2 Arg77(C)* NH2

W3374(I)

W3304(I)
W3640(I)
W3720(I)

W 3436(J)*

W 3526(J)
W 3713(J)

W3436(J)*
W3836(I)

Ser53(D) N, OGN, OGOG
W3318(I)
W3610(I)
W3696(I)
W3216(I)Ser53(D) OGOG

W 3858(J)

W 3865(J)

W3436(J)*

W3223(D)

W3235(I)
W3896(I)

Arg49(A)* NH2NH2
Ile51(D)* NN

W 3892(J)*

W 3478(J)

-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

W3623(I)
W3810(J)*

W 3892(J)*

W 3232(J)W3238(I)
Asp22(D) 
W 3607(J)
W 3810(J)*
Gly23(D) 

W3797(I)

W 3480(J)
W 3492(J)

W3279(I)
W3311(I)

W3509(I)

NZ Lys24(D) NZ
W 3318(J)

NZ Lys28(D) NZ
N Lys31(D) N
W 3421(J)
W 3309(D) O Lys31(D) OW 3261(J)

W 3239(D)

W 3317(J)
NH2 Arg29(C)* NH2
N Ser33(D) N
Glu32(D) 
W 3265(J)

W 3166(J)

NH2 Arg27(D)* NH2
NE Arg78(B)* NE
OH Tyr37(H)* OH
MN  Mn3135(J)* MN

O Ser33(D) O
N Ile36(D) NNH2 Arg30(D) NH2

MN  Mn3135(J)* MN

W 3201(J)
W 3211(J)
W 3549(J)
W 3193(D)

MN  Mn3135(J)* MN
MN  Mn3138(I)* MN MN  Mn3135(J)* MN

OH Tyr37(D) OH
W3329(I)
W3402(I)*

Lys8(D)
Ser11(D) OGOG

W 233(C) O Ala14(C) O

W3390(I)*
W3402(I)*

Lys9(D)*

W 3266(J)*
W 3872(J)

W3266(J)*
W3390(I)*

W3477(I)

W 3384(J)*

W 3523(J)
W 3806(J)

W3384(J)*
W3447(I)

Arg32(C) NH1NH1
W3157(I)

Arg17(C) N, NEN, NENE
W3175(I)

Arg29(C)* NN
Arg77(C)* OO

Gly28(C)* NN
 Mn3136(I)* MNMN

W 3468(J)

W 3613(J)

-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

W3394(I)

W 3788(J)
Lys13(C) NN

Ala12(C)
W3833(I)Lys122(D) NZNZ

W 3494(J)
W 3764(J)*

W 3534(J)

W 3281(J)
W 3764(J)*

Gln6(C)

W3230(I)
W3673(I)

Arg3(C) NN
W3781(I)

Gly2(C)
W 3254(J)

NH2, NH1 Arg35(C) NH2, NH1NH2,
W 3510(J)

W 252(C) NH2 Arg35(C) NH2
O Val43(C) O

W3211(I)* NH2 Arg42(C)* NH2
W 3375(I)*

N Ala45(C) N
W 3181(J)
Gly44(C) 
W 3234(J)
W 3725(J)

W3211(I)*
W3375(I)*

W3417(I)

W 3315(J)

W306(C)Arg42(C)* NH2NH2 W 3887(J)*

W 3515(J)
W 3594(J)

 Mn3143(I)* MNMN
W3810(I)
W3887(J)*

W3548(I)
W3232(I) Mn3143(I)* MNMN

W 3738(J)*

 Mn3143(I)* MNMN
W3217(I)

Thr85(D) OG1OG1
W3210(I)

Ser84(D)
W3786(I)

W3649(I)
W3327(I)

Arg39(B)* NH2NH2
 Mn3143(I)* MNMN

Arg83(D)* NH2NH2
Arg83(D)* NENE

W 3404(J)
W 3738(J)*

W 3297(J)

-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

W3296(I)
W 3290(J)
W 3453(J)

W3203(I)
W3682(I)

W 3483(J)
W 3502(J)

W 3813(J)
W3328(I)
W3749(I)

W 3308(J)
W 3778(J)
W 3879(J)
Lys25(H)* 

W3519(I)
W3785(I)

Arg27(H) 

Thr29(H) 
W3339(I)
W3844(I)

W 3224(J)
W 3227(J)

W 3177(J)

W 3239(J)

W 3400(J)
W 3237(J)

NH2 Arg27(D)* NH2
NE Arg78(B)* NE

NE2 Gln85(A) NE2W3530(I)
W3221(I)

W3487(I)
W3535(I)

 Mn3131(J)* MNMN
 Mn3133(J)* MNMN

W 3371(J)
W 3527(J)*

N Lys79(B) N
OG1, N Thr80(B) OG1, NOG1,
W 3399(J)

W3502(I)*

Arg26(H) NH1, NH2NH1, NH2NH2
MN  Mn3133(J)* MN
W 3527(J)*

W 3209(J)

W 3935(J)

MN  Mn3133(J)* MN
MN  Mn3137(I)* MN

W3189(I)
W3502(I)*

W 3247(J)
W 3939(J)

W 3208(J) MN  Mn3133(J)* MN

W3280(I)
W3310(I)

W3464(I)
W3507(I)
W3725(I)

W 3473(J)

W3490(I)
W3332(I)*

W3173(I)
W3213(I)
W3317(I)

W3154(A)

Arg72(A) NH1, NH2NH1, NH2NH2
W3416(I)
W3902(I)

Arg83(A)* NH1NH1
Arg83(A)* NH2NH2

Ser86(A) OGOG
Ser87(A) NN

Phe84(A)* OO

W 3280(J)
W 3332(I)* NH1 Arg83(A)* NH1

NH2 Arg83(A)* NH2

-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

W3266(I)*
W3332(I)*Arg83(A)* NH1NH1

Arg83(A)* NH2NH2

W3266(I)* W 3617(J)

W 3753(J)

W3426(I)* W 3253(J)*

W 3673(J)

W3426(I)* W 3253(J)*

W3511(I)
W3620(I)

N Leu65(A) N
W 3427(J)

W3671(I)

W3486(I)
W3611(I)

Arg63(A) 

Arg19(B)* 
NH2 Arg69(A) NH2

W3454(I)

W 3346(J)*
W 3477(J)

His18(B) 
Arg19(B)* 
W 3922(J)

W3300(I) Lys16(B)* 
W 3346(J)*

NH2, NH1 Arg17(B) NH2, NH1NH2,
W 3462(J)
Lys16(B)* 

W3348(I)*

W3186(I)

Arg36(B) NH2NH2
W3386(I)

Pro32(B)
W3695(I)

W 3329(J)
W 3751(J)
W 3903(J)Gly9(B) 

W 3182(J)
W 209(B) N Gly11(B) N

-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

W3348(I)*
W3457(I)

W 3277(J)
W 3681(J)

W3331(I)
W3282(I)Lys31(B) NN

W 3831(J)

W3483(I)*
W3702(I)

W3742(I)
W3868(I)

W 3258(J)
W 3647(J)
W 3782(J)
W 3896(J)W3483(I)*

Gly6(B)
W3824(I)

W3713(I)
Lys5(B)*

W3656(I)
W3687(I)

W 3424(J)
N Tyr41(A)* N

W 3223(A)

W 3298(J)
W 3219(A)

NH2 Arg49(A)* NH2
N Ile51(D)* N

ND1 His39(A)* ND1
W3430(I)*
W3476(I)*

Lys5(B)*

NH2 Arg40(A) NH2
W 3376(J)

N Gly44(A) N
N Val46(A) N
W 3172(J)
Ala47(A) 

W 3217(A) NH2 Arg39(B)* NH2
MN  Mn3143(I)* MN

W3430(I)*
W 3425(J)
W 3439(J)
W 3476(I)*
W 3717(J)*NH2 Arg35(B) NH2

N Ile46(B) N

W 145(B)

W 3282(J)

W 135(B)

NH1 Arg39(B)* NH1
NH2 Arg39(B)* NH2
O Lys44(B) O

O Ile46(B) O
OH Tyr51(B) OH

W3376(I)

W 3457(J)
W 3717(J)*

W 3361(J)
Gly48(B) 
W 3220(J)
W 3242(J)
W 189(B) OG Ser47(B) OGW3307(I)

W3405(I)
W3717(J)*
W3396(I)
W3923(I)

 Mn3144(J)* MNMN
 Mn3144(J)* MNMN

W 3263(J)*
W 3326(J)*

W 3592(J)

NH2 Arg45(B)* NH2

W3912(I)*Arg45(B)* NH2NH2
MN  Mn3144(J)* MN
W 3263(J)*
W 3672(J)
W 3326(J)*

W 3520(J)
W 3870(J)

MN  Mn3144(J)* MN
NH2 Arg45(B)* NH2

W3347(I)*
W3912(I)*

W3341(I)
W3361(I)

Val117(A) NN
Thr118(A) N, OG1N, OG1OG1

W3250(I)
W3256(I)

Arg45(B)* NH2NH2

Pro43(A) OO

Lys115(A)* OO

W 3223(J)
W 3820(J)
W 3230(J)

W 3728(J)
MN  Mn3144(J)* MN

-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

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
W3347(I)*
W3194(I) Mn3142(I) MNMN

W 3235(J)*
W 3241(J)

W 3465(J)

W3873(I)

W3267(I)
W3819(I)

W 3235(J)*

W 3327(J)

W3345(I)*

W3234(I)

W 3734(J)

W 3568(J)
W 3608(J)

W3345(I)*
W3458(I)

W3557(I)

W 3360(J)

W 3296(J)

W3617(I) W 3348(J)

W 3303(J)

W3501(I)
W 3159(J)
W 3264(J)
W 3702(J)
W 3917(J)W 3543(J)

Met120(E) 

W 3945(J)

MN  Mn3134(J)* MN

NZ Lys115(A)* NZ
NZ Lys122(E) NZ

W3521(I)
W3756(I)*

W3359(I)

MN  Mn3134(J)* MN
W 3307(J)

N Val117(E) N
OG1, N Thr118(E) OG1, NOG1,
W 3151(J)
W 3275(J)

MN  Mn3134(J)* MN

O Lys115(E) O
W3437(I)
W3756(I)*

W 3306(J)
W 3324(J)
W 3897(J)*

W 3233(J)
W 178(C)

O Pro43(E)* O
OE2 Glu121(C) OE2

 Mn3141(I)* MNMN
W3273(I)*
W3204(I)

W3719(I)

 Mn3141(I)* MNMN
W 3897(J)*

NH2, NE Arg42(E)* NH2, NENH2,
W 3882(J)
W 3249(J) O Pro43(E)* O

W3273(I)*
W3156(I)

W3346(I)
W3349(I)

Gly48(F) NN
W3598(I)

Ser47(F)
W3177(I)
W3202(I)

Arg45(F) NH2NH2

W 3150(J)*
W 3161(J)
W 3152(J)
W 3240(J)NZ Lys128(C) NZ

W 3252(J)
W 3595(J)

MN  Mn3141(I)* MN
MN  Mn3141(I)* MN

-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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T A

G C

A T

A T

C G

A T

T A

G C

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

W3385(I)
W3697(I)*

W 3150(J)*
W 3250(J)

W 3765(J)
W 3911(J)

W3190(J)*
W3305(I)
W3697(I)*

Ile46(F) NN
W295(F)
W3406(I)

W130(F)

W3899(I)

Tyr51(F) OHOH

Ile46(F) OO
Tyr51(F) OHOH

Arg39(F)* NH1NH1
Arg39(F)* NH2NH2

W 3411(J)

W 3339(J)
Arg40(E)* NH2NH2

W3182(I)
W3743(I)
W3255(E)

Gly44(E) NN
Val46(E) NN

W3144(I)
Ala47(E)

W3164(I)

Arg40(E)* NH2NH2

Arg39(F)* NH2NH2 W 3190(J)*
W 3369(J)*
W 3699(J)

W 3356(J)
W 3600(J)

Tyr41(E)* NN
W3167(I)
W3149(I)
W3174(I)

His39(E)* ND1ND1
Arg49(E) NH1NH1

W 3295(J)
W 3369(J)*

W 3490(J)
W 3682(J)

W3337(I)

W3178(I)
W3442(I)

W 3147(J)
W 3270(J)
W 3310(J)
W 3323(J)

W 3213(J)
W 3271(J)

W3290(I)
W3705(I)

W3342(I)

W 3160(J)
W 3261(I)*

W 3145(J)
W 3164(J)
W 3219(J)
W 149(F)

MN  Mn3136(I)* MN
N Lys31(F) N

O Gln27(F) O
W3288(I)
W3261(I)*

W3276(I)

 Mn3136(I)* MNMN

W 3168(J)*
W 3171(J)

W 3175(J)NH1, NH2 Arg36(F) NH1, NH2NH1,
Pro32(F) 
W 3170(J)
W 167(F)

N Gly28(C)* N
MN  Mn3136(I)* MN

OG1 Thr30(F) OG1W3212(I)
W3236(I)
W3292(I)*
W3724(I)

W3148(I)
W3439(I)

 Mn3136(I)* MNMN

W 3168(J)*
W 3155(J)
W 3222(J)
W 3566(J)

W3292(I)*

W3245(I)
W3268(I)

W 3165(J)
W 3260(J)*
W 3302(J)*

W 3509(J)

W3748(I)

W3160(I)
W3169(I)
W3325(I)

Arg69(E) NH1NH1
W3260(I)
W3708(I)

W 3260(J)*
W 3469(J)
W 3491(J)

W 3563(J)

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
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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

W3208(I)*
W3302(J)*

W 3217(J)
W 3662(J)
W 3937(J)

W3208(I)*
W3411(I)
W3714(I)*

Arg63(E) NH1NH1
Lys64(E) NN
Leu65(E) NN

W3153(I)
W3172(I)

W 3189(J)

W3294(I)
W3714(I)*

W3171(I)
W3338(I)
W3387(I)
W3556(I)

W 3773(J)

W3690(I)

W3679(I)

W3198(I)
W3627(I)

W 3417(J)

His18(F) 

W3624(I) W 3186(J)

W 3285(J)W3762(I)
W 3292(J)
W 3408(J)
W 3336(E)NH2, NH1 Arg72(E) NH2, NH1NH2,

N Phe84(E)* N
W 3154(J)
W 3877(J)

W 3200(E)

NH2 Arg83(E)* NH2
NH2 Arg19(F) NH2
NH1 Arg77(C)* NH1
O Phe84(E)* O

W3190(I)
W3239(I)

W 3153(J)
Ser86(E) 
W 3403(J) NE2 Gln85(E) NE2W3444(I)*

W3921(I)
Gly2(F)

Arg3(F)*

Ser1(F) NN
Arg3(F)*

Lys12(F) NZNZ
Lys16(F) NZNZ W 3268(J)*

W 3355(J)
W 3381(J)
W 3486(J)

W 3454(J)
W 3689(J)

W3444(I)*
W3286(E)

Lys79(F)* NZNZ
W3657(I)

Gly9(F)

Arg83(E)* NH2NH2
W 3268(J)*
W 3343(J)

NZ Lys25(D) NZ
W 3461(J)
W 3539(J)

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
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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
W3162(I)*
W3931(J)*
W3243(I)

 Mn3140(I)* MNMN
 Mn3140(I)* MNMN

Lys13(D) 
W3162(I)*
W3191(I)
W3275(I)

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

W 3493(J)
W 3931(J)* MN  Mn3140(I)* MN

W3215(I)

W3150(I)
W3185(I)
W3392(I)

W 3663(J)
W 3715(J)

W3543(I)
W3553(I)
W3436(I)

Thr29(D) OG1OG1
W3303(D)

Arg26(D) NH2NH2

Thr29(D) OG1OG1
W 3544(J)
W 3565(J)

W 3511(J)
W 3537(J)

Gly10(D)*

Gly10(D)*

W 3528(J)

W3462(I)

Lys9(D)*

W 3379(J)
W 3691(J)

W3350(I)*

W 3412(J) NH2 Arg83(H) NH2

W3257(I)
W3350(I)*

W3226(I)
W3551(I)
W3872(I)

MN  Mn3139(J)* MN
W 3215(J)

OG1 Thr85(H) OG1
W 3246(J)
Ser84(H) 
W 3455(J)

MN  Mn3139(J)* MN

W3729(I)*

W3200(I)
MN  Mn3139(J)* MN
W 3336(J)*
W 3761(J)
W 3331(J)W 3535(J)

W 3238(J)
W 3631(J)

MN  Mn3139(J)* MN

MN  Mn3139(J)* MN
OE2 Glu41(G) OE2

W3336(J)*
W3729(I)*

W3225(I)

W 3919(J)

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

W3367(I)
W 3251(J)*
W 3505(J)*

W 3661(J)

Arg42(G) NH2NH2
W3505(J)*

Ala45(G) NN

W 3251(J)*

W3251(J)*
W3722(I)

Arg35(G) NH1, NH2NH1, NH2NH2
W3552(I)

Val43(G)
W3264(I)

W 3256(J)
W 3923(J)

W3224(I)
W3229(I)
W3537(I)

NZ Lys5(G) NZW3505(I)

W 3506(J)
Gln6(G) 
W 3643(J)
Gly7(G) 

Ala12(G)* 
W 3337(J)
Ala14(G) 
W 3808(J)

W3540(I) W 3198(J)
N Arg17(G) N
W 3710(J)
W 3162(J) OG Ser18(G) OG

W3465(I) W 3463(J)
NE Arg32(G) NE
W 3216(J)
W 3301(J) NE Arg29(G) NEAla12(G)*

Lys13(G)* NZNZ
W3662(I)

W3222(I)

W 3507(J)
W 3760(J)

Lys13(G)* NZNZ
W224(G)

Ala12(G)*

W3192(I)

Lys13(G)* NZNZ
W 3582(J)
W 3915(J)

W 3946(J)

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

Page 12



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

W3420(I) Lys25(H)* 
W 3910(J)

N Lys21(H) N
W 3522(J)
Lys20(H)*  Mn3137(I)* MNMN

Arg30(H)*

W3209(I)

W3317(H)
W3306(I)

 Mn3133(J)* MNMN
 Mn3137(I)* MNMN

Tyr37(H)* OHOH
 Mn3135(J)* MNMN
 Mn3137(I)* MNMN

Gln19(H) 
Lys20(H)* 

W3481(I)
Arg30(H)*

W3251(I)

Ser33(H) NN
W3313(I)

Glu32(H)
W3218(I)

 Mn3137(I)* MNMN

Ser33(H) OO
W 3460(J)
W 3711(J)

W 3844(J)

W3418(I)

W3183(I)
Lys31(H)

W 3516(J)

W3803(I)

W3541(I)
W3324(H)Lys24(H)* OO

His39(E)* NN
W 3678(J)

W 3231(J)
W 3628(J)

W3625(I)

W 3796(J)

W 3447(J)
W 3720(J)

W 3373(J)*

W 3707(J)

OG, N Ser53(H) OG, NOG,
W 3406(J)
W 3737(J)
W 3314(H) N Lys54(H) N

W3373(J)*
W3659(J)*

W3532(I)
W3686(I)

W3592(I)
W3604(I)

W 3304(J)
W 3579(J)

W 3654(J)

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

W255(G)Arg77(G)* NH2NH2
W 3571(J)
W 3659(J)*

W 3435(J)
W3271(I)

Thr76(G)*
W3897(I)Arg77(G)* NH1NH1

W3335(I)

W3613(I)
Lys75(G)*
Thr76(G)*

W3155(I)Arg77(G)* OO

W 3358(J)

W 3459(J)
W 3665(J)

W3151(I)
W3181(I)

W3354(I)
Lys75(G)*

W3639(I)

W3201(I)

 Mn3138(I)* MNMN

 Mn3135(J)* MNMN
 Mn3138(I)* MNMN

W 3206(J)

 Mn3138(I)* MNMN

W3789(I)

W 3432(J)

W3242(I)
W3911(I)

W3466(I)
W3653(I)

 Mn3138(I)* MNMN
W 3548(J)

W 3487(J)
W 3667(J)

W3745(I)

W 3929(J)

W 3207(J)
W 3279(J)

W3146(I)
W3826(I)

W3269(I)
W3453(I)
W3670(I)
W3821(I)

W3353(I)*
W3922(I)

W 3856(J)W3340(I)

W 3194(J)*
W 3353(I)*

W 3556(J)
W 3581(J)
W 3688(J)
W 3692(J)

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

W3194(J)*
W3890(I)

W 3356(I)*

W 3183(J)

W3194(J)*
W3356(I)*

W3480(I)

W 3630(J)
W 3285(I)* OH Tyr41(A)* OH

W3312(I)
W3285(I)*

W3293(I)

Tyr41(A)* OHOH

W 3158(J)*
W 3328(J)
W 3333(A) NE2 His39(A)* NE2

W3905(I)

W3303(I)
W3689(I)

W 3158(J)*

W 3657(J)
Arg42(A)* NN

Thr45(A) OG1OG1
W3768(I)

W 3374(J)

W3320(I)
W3846(I)

Arg42(A)* NH1NH1

W 3684(J)

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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