3850(1) (e

3381(1)

3240(1)*
3407(1)

3240(1)*

3547(1)
3595(1 )
3783(1)

3520(1) (11

3595(1)*

Lys24(H)* O -
His39(E)* N -

Tyr41(E)* OH 3300(J)*

3377(1) (e
3514(1) (1

3410(1)*
3508(1)
3254(1) 1

3289(1) (1)
38000011+

3866(1)

3309(1) (1 e

3423(1)

3510(1) (11

3901(1)

Key

@ Backbone sugar and base-number

@ Phosphate group

* Residue/water on plot morethan once

T3824(1) (W)

Page 1

ChainJ

3391(J)

___---Gly34(E)
---------- NZ Lys37(E)

3446(J)

T czd) .
=) )3452(&)—~ O Argdo(E)
3615(J)

3735(3) ga2(E)*
----- 0G1 Thra5(E)
----- 3148(J)

3287(3) NE2 His39(E)*
N 3205(J)
--------------- 3794(J)

3289(J)
3300@)* OH Tyr41(E)*
N 3357(J)

------------- 3648(J)

3410(1)*

3259(J)*
3281(1)*

3259(J)*
,,,,,,,,,,,,,,,,,,, 3524(J)

3518(J)

e 3871(J)
------------- 3916(J)

3283(J)

Hydrogen bond to DNA
Nonbonded contact to DNA (< 3.35A)
Water molecule and number



Page 2

Chain | Chain J

3428(1) (W) - A — | <63
3283(]) (W):-wreroeror
3336(1) (W) YN 3485(J
37068 """""""""" 3430%33"— MN Mn3131(J)*

MN Mn3131(J)*

3623(J)*
3766(1)* (1) C — G 3221§J;:-~ MN Mn3131()*

) 3Ni%M33133(J)*
3278(1) (11 T ]
A0D(1) 1 A T—A 36230
3641(1) (o Jeoy | — A= .
3766(1)* (1 22U M0
B2AL(1) (11 S — L
3694(J)---- MN Mn3131(J)*
O R
3223(1) (W) o 0
3606(') """"""""""""" ) .- NArg2o(C)
3481(?)” s OArg7I(C)
3440(1) (1 - C— (5 - NH1Argr7(cy*
320003)... O pheg4(E)*
= A 3930(J)
3698(3) NH2 Arg77(C)*
oy 1§ e 3731())
3720(1) (v ~ 3748(J)
3374(1) @ - (55— (C &8 3436(0)"
Ser53(D) N, OG
el ) 30000
smoos - TN S 371309)
) L e N
3836(1) (1 J A— T <& 3858(J)
Argd9(A)* NH2 “rnonarmy 0. XX
lle51(Dy* N -3223(D) 3865(J)
3436(3)* (@ - | — A <64 3892(3)"
3235(1) (1 T
3806(1) (1 - : 3478(J)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA

ffffff Nonbonded contact to DNA (< 3.35A)
(P) Phosphate group 88

* Residue/water on plot morethan once

Water molecule and number

file



3623(1)
3810(J)*

3238(1)

3797(1)

3509(1)

3279(1)
3311(1)

Lys8(D) === --- .

Ser11(D) OG
3329(1)

3402(1)*
Lys9(D)*

3390(1)*
3402(1)*

3477(1)
3266(J)*
Arg32(C) NH1 -

Arg29(C)* N -
NS O 3157(;;84(3)*

Argl7(C) N, NE = S )

Gly28(C)* N s
Mn3136(1)* MN —375()

Key

@ Backbone sugar and base-number

(P) Phosphate group

Gapil)

Page 3

Chain |

3892(J)*

- - Asp22(D)
3607(J)
- 3810(3)*

-~ Gly23(D)

3232(3)

331%2]2 ys28(D)

() 3421(J)

i N3:4320/?(D o O Lys31(D)
e r

3239(D) <1 _ NEArg7gs(B)

3317(0) N OH Tyr37(H)*
N

- 0Se33(D)
o NTIe36(D)

NH2 Arg36(f§j
MN Mn31350)"
3201( - MN Mn3135(3)*

7 3P1IIPLBUN M n3135(J)*
3549(J)
3193(D) OH Tyr37(D)

,,,,,,,,,,,,,,,,,,, 233(C)— O Alal4(C)

3266(J)*
3872(J)

3384(J)*

3523(J)
3806(J)

3468(J)

3613(J)

Hydrogen bond to DNA
Nonbonded contact to DNA (< 3.35A)
Water molecule and number

* Residue/water on plot morethan once

file



Chain |

3394(1)
Lys13(C) N .
Alal2(C) E
Lys122(D) NZ -3833(1)

Arg3(C) N .
3781(1) '

CY2AGhn) —
3673(1)

3211(1)*

3417(1)

3211(1)*
3375(1)*

3548(1)
Mn3143(1)* MN --3232(]) (w7
" M nBSZS(l)* MN
3810(1)
Thres(DPBBT(J)* .
3210(1)
Ser84(D) - - - -

M 43 Vi N
Arga9(B)* NH2
MnS143(0)* M “3217(1)
Arg83(D)* NH2"-3649(1)
Arg83(D)* NE -3327(1)

Key

@ Backbone sugar and base-number

(P) Phosphate group
* Residue/water on plot morethan once

file

Page 4

3788(J)

3494(J)
3764(J)*

3534(J)

3281(J)
3764(3)*

3254(J)

.- NH2, NH1 Arg35(C)

2 3510(J)

(W) 252(Cyc

- NH2 Arg42(C)*
3375Q2*
.- N'AI&45(C)

-(w) 3181(3)

- Gly44(C)

Tooe-(1) 3234(0)

e 3725(3)

3315(J)

NH2 Arg35(C)
0 Val43(C)

3887(J)*

3515(J)
3594(J)

3738(J)*

3404(J)
3738(J)*

3297(J)

Hydrogen bond to DNA
Nonbonded contact to DNA (< 3.35A)

Water molecule and number



Page 5

Chain | Chain J

3290(J
3296(1) 34532 Jg
3203(1) (),
3682(1) ()
3483(J)
3502(J)
3328(1) (WS N
R O S O S 3813(J)
3308(J)
, ) 3778(J)
3519(1) () e
3788(1) R T
:: ArgZ?(H)
3339(1) (WS N
38448 -e:2222: Thr29(H)
3487(1) (v S . N2z
3535(1), oo e
(I ) NEZ GIn85(A)

Mn3131(J)* MN
Mn3133(J)* MN 3221(1)

Arg26(H) NH1, NH2
W n3133@§399(3)
3527(J)*

- MN Mn3133)*
3209(F N M23137§|))*

3502(1)*

rrrrrrrrrrrrrrrrrrr 3935(J)
3189(1) 3247(J)
3464(%5070) 3939(J)
gi%g:g =y @ 3208(J)~ MN Mn3133(J)*
3 30(|)
, 3300) A4
3213(1) ()----t
3317(1) (-
oAt 3“’315‘3“2130(1’) 3280(J)
Arg83(A)* NH1 - 333201y NHLATgB3(A)
AR B§RE0A NHZ, -~ NH2 Arg83(A)*

PheS4(A)* O --3902(1)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA
ffffff Nonbonded contact to DNA (< 3.35A)

@ Phqsphategroup 88 Water molecule and number
* Residue/water on plot morethan once

file



Page 6

Chain | Chain J
I I
3266(1)*
Arg83(A)* NH1 - .
AT gAY N2 33%20)
3266(1)* 3617(J)
3753(J)
3426(1)* 3253(J)*
rrrrrrrrrrrrrrrrrrr 3673(J)
3426(1)* 3253(J)*
3511(1)
3620(1)
3486(1) (/) — N L eu65(A)
3614(1) (v Y e 3427(J)
3671(1) Arg63(A)
L2222 Argl9(B)*
34() e N Argsora)
3346(J)*
3477(3)
__~-- His18(B)
zz:=--:-:2: Argl9(B)*
Lyste@)s 220
3300(1) y§34g (J))*
== NH2, NH1 Arg17(B)
B18B(I) (1 . 3462(J)
332d(yp16(B)*
3348(1)* 3751(J)
Arg36B) NH2 ~-.. ') 390361y9(B)
e s ) 3182(J)

3695(1) (1" 209(B)— N Gly11(B)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA

ffffff Nonbonded contact to DNA (< 3.35A)
(P) Phosphate group 88

* Residue/water on plot morethan once

Water molecule and number
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Chain | Chain J
I I
| |

3348(1)* (1 3277(3)

3457(1) (V) 3681(J)

3331(1) ()

Lys31(B) N ~-3282(1) (1)~

3831(J)
3742(1) (W
3868(1) ()
3483(1)* ()
3702(1) (v
3713(I) (wk=st. 3258(J)
Lys5(B)* - . () 3647(J)
3656(1) (1) ; () 3782(J)
368BYEL(1)* (W e ~{/) 3896(J)
Gly6(B) ----- 3424(J)
3824(1) (W) fren Ny
Lyss(@) Qe W
32192A))~~ ND1 His39(A)*
3430(1 )% (1 NH2 Argd0(A)
BATO(1)* (b o 3376(J)
() 3ATB(IY 2 <y
3430(1)* (1 e
3717(QYengen ‘
B76(1) (v s o
U57(3)
*
SrLQ),
- - Gly48(B)
---(W) 3220(3)
Tee-() 3242(3)
3307(1) To-40) 189(B) ---- OG Ser47(B)
00 3263(J)*
Mn3144(Q2)* MN  ---- 3396(1) ()= 3326(3)* NH2Arg45(B)*
Mn3144(3)* MN === 3923(1) ( hemmmeeeee e
rrrrrrrrrrrrrrrrrrr 3592(J)
MN Mn3144(J)*
Argd5(B)* NH2 -3912(1)* (1) ST MN M3y

3342(1) (v T
Pro43(A) O —3361(1) (w)—""" "~ L 3870(J)
. 3223(J)
Argds(B)* NH2 331‘58 3* o c2n )
9 Val17(A) N+ 3230(3)~ MN Mn3144(J3)*
B i O L () S 3728(J)
Lys115(A)* O ---3256(l) : :
@ Backbone sugar and base-number Hydrogen bond to DNA
@ Phosohatearoun Nonbonded contact to DNA (< 3.35A)
osphategroup 88 Water molecule and number

* Residue/water on plot morethan once

file



Mn3142(1) MN

3347(1)*

Mn3142(1) M I8|7(—|~j3—1 94(1)
3819(1)

3873(1)
3234(1)
3345(1)*

3557(1)

3345(1)*
3458(1)

3617(1)

3501(1)

3359(1)

3521(1)
3756(1)*

3437(1)
3756(1)*

3719(1)
Mn3141(1)* MN
3273(1)*
Mn3141()* ) 32'6(53?040)

3273(1)*

ArGAS(F) NH2  3156()
3598(1)

Serd7(F) - - -

3177(1) -
3202(1) (v

Key

Chain |

@ Backbone sugar and base-number

(P) Phosphate group

* Residue/water on plot morethan once

file

Page 8

3235(J)*
3241(J)

3465(J)

3235(J)*

3327(J)

3734(J)

3568(J)
3608(J)

3360(J)

3296(J)

3348(J)

3159(J)
3264(J)

3702(3)

3917 +>- 35BU)M n3134(J)*

ST - Met120(E)
. NZ LysL15(A)*
3945(Jy
MN M n313’(4)(J)*NZ Lys122(E)

(J) *
3307(3),;, MN Mn3134(3)
= OGL, N Thr118(E)

() 3151(J)
3306(Fp75(3) O Lysli5(E)
3324(J)

3BTk sy O Prod3(E)*

3303(J)

3897(J)*

=2 NH2, NE Argd2(E)*
—{(w) 3882(J)

31503y~ ) 3249(J3)- O Prod3(E)*
3161(J)
3152(3)- MN Mn3141()*

< BA00NZ Ny PR
3252(J)
3595(J)

Hydrogen bond to DNA
Nonbonded contact to DNA (< 3.35A)
Water molecule and number

178(C)- OE2 Glu121(C)
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Chain | Chain J

3385(1) 3150(J)*
3250(J)
SRR 3765(J)
----------- 3911(J)
3411(J)
""""""""""""" 3339(J)
Arg39(F)* NH2  ---- 3190(\])*
3369(J)*
132t - 3699(J
Arg‘lo(Ewgfé%)) PRNEL .~ M T 5356(.3)
HIsB9(E)* ND1 --3149(1) ()25 KL AT 3600(J)
Arg49(E) NH1 —8174(1) (1/y 3295(J)
3369(J)*
3178(1) (WS N e 3490(J)
3442(1) (v e 36820)
3270(J)
3337(1) 33100))
3323(‘] 3213( J)
3342(1) e — 3271(J)
3290(1) 3160(J)
3705(1) 326,1(1@*'— MN Mn3136(1)*
~{0) 3145(3)— N Lys31(F)
3276(1) (v s MII: 3;‘;;‘83
168(3)¥) 149(F) -~ |
3288(1) 3173583 1Ry o Cnz®)
* . * .- N Gly28(C)*
Mn3136(1)* MN -3261(1) 3%25(%“%%" (@;% 5
3148(1) - Pro32(F)
3439('11) () 3170()
Mn3136(1)F N/ - 3212(1) \ () 167(F)— OG1 Thr30(F)
32361 2
3292(|()|*2 3168(J)*
30451y (0 3155(J)
o S 3222())
3165(J3566(J)
3292(1)* 3260(J)*
3160(1) 3302(J)*
3169(1) (w - ) (P 3509(J)
3325(1) 3260(J)*
3748(1) 3469(J)
Arg69(E) NH1 . 3491(J)
3260(1) (w)-- ) b b (P 3563(J)
3708(1)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA

ffffff Nonbonded contact to DNA (< 3.35A)
(P) Phosphate group 88

* Residue/water on plot morethan once

Water molecule and number

file
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Chain | Chain J
I I
I |

0 3217(J)
3208(I RN
sy I - A 3662(J)
wropa02(J)* 3937(J)
LysB4(E) N -~
Leu5(E) N -

3153(1) (-

RO

3411(1) L - | — A~ 3189(J)

317 RFINL)* (W)

3338(1) (1)
387(1) (1)
000401y (N @ 77777 T . A @
3724(1)* (0
B AN .

3690(1) (@)--r 20~ | — A <
e (G — C <A 2170)

-===::2:" Hisl8(F)
3624(1) (1) 2-A— T <=2 3186()
3762(1) (W@ (B 3285(J)
3292(J)
- T —A 340800 *
336(E)xb¢H 2 Arg83(E)
: 23385 -~ NH2Argi9(F)
3200(E) <] gpélhgggsc)*
3190(1) (7 Yo\
3239(1) (1 JT G_ C @
B ) 3153(J)
T Ser86(E)
B e N e sy 3403(3) NE2 GIngS(E)
3021(1) (W )weeeee _— @ G C 3355(J)
Gly2(F) =22=? 3381(J)
AR ¥ 3am40)
R 3689(J)
34441 )* (W T - 3268(J)*
Arg83(E): NHIg 5 3N2§6(E) ,,,,,,,,,,,,, ,,,,, A T 38430) 950
3é5%(|) I I 343/1(3)( )
Gly9(F) - - ! ! 3539(J)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA
ffffff Nonbonded contact to DNA (< 3.35A)
(P) Phosphate group

i 88 Water molecule and number
* Residue/water on plot morethan once

file



Page 11

Chain | Chain J
I I
I I
MN3140(1)* MN N oo
mngﬂgg:?gIMN 339:32}21%(5(;') )20 — C e
"Tysro(F)* N N
Thr80(F) N{’A%%lZ(I 5 e Lysl13(D)
T YIN S e (D o 3493(J)
3191(1) (v - — ) .
3150(1)377B(1) (S C """"""""""""" 3931(3)* MN Mn3140(1)
3185(1)
3392(1) (v
3215(1) @) 29- A — | <=
Thr29(D) OG1 “o__ R 3663(J)
Thr29(D) OG1 773303(0)354\5;-(-'--)- """"""""""""""""""" 3715(J)
rrrrrrrrrrrrrrrrrrrrrrrrrrrrrrr 3544(J)
3553(1) (/)
Arg26(D) NH2 —~—34368 @ G C """""""""" 3565(3)3511 ,
Glle(D)* EE8EESED 35375\];
Gly10(D)* - - | — A <E
Lyso@)* ---—--—-—-® (P 3528(J)

3462() 2-T A= 30
3350()* (1 T_ A ()

3026(1)
3551(1) @) (B 3412(3) - NH2 Arg83(H)
3872(1)
3257(1 i, @ C rrrrrrrrrrrrrr MN Mn3139(J)*
3350(1)% (- — U3 3215(3) - MN Mn3139(J)*
06 Thres(H)
3200(') TIIiiiizzizazas:s Ser3246|'$\)])

) M’N“imjr{313a4;55(J)
3729(1)* (1 - C— Gl =29
,,,,,,,,,,,,,,,,,,, 3 IEBHIFIIN)*
s 3238(F)- MN Mn3139(J)*
“{1/) 3631d)- OE2 Glu41(G)

B A—T e

3225(1) (W szzzmssees : :
! 1

Key

@ Backbone sugar and base-number Hydrogen bond to DNA
ffffff Nonbonded contact to DNA (< 3.35A)
(P) Phosphate group

i 88 Water molecule and number
* Residue/water on plot morethan once

file
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Chain | Chain J
I I
| |

3251(3)*
3367(1) - A— | - 350500
AladsG) N —e® (B 3661(J)

Argd2(G) NH2 .. .
3505(0)* )3 A— T <3 3251(J)
Arg35(G) NHL NH2 V2

3552(1) (-

Val43(G) - - -

251 (3
320) 3P T A<

3224(1)

e CU SN — 3256(J)

o R T 3623(0)
D-A T <=

IO C T ) S— NZ LysS(G)

a- (C — (5< 3506(J)

.- GIng(G)

- A T < mazer
{0 3337(3)

=i------ Alal4(G)
() 3808(J)

3540(1) (1 oo 3 (C— (5<= 31980)

. N Argl7(G)
S 3710(J)
3162(3)—~ OG Ser18(G)

3465(1) (o - | — A <= 3463(3)

- NE Arg32(G)
3222(1) (1

() 3216(J)
Alal2(G)* =~

- 3301(3)- NE Arg29(G)
LysI3(G)* NZ - Jas- | — A <=

3662(1) (o fL

. .S 3507(J
Alal2@Gy* -----—---@ (Pl 3760% Jg

Lys13(G)* NZ ... @ T 3582(J)

Lys13(G)* NZ 224(G) (W ) v 3915(J)
3192(1) (W)r-wveeremsee : : """"""""""" 3946(J)

1 1
@ Backbone sugar and base-number Hydrogen bond to DNA
@ Phosohatearoun Nonbonded contact to DNA (< 3.35A)
osphategroup 88 Water molecule and number

* Residue/water on plot morethan once



Page 13

Chain | Chain J
I I
| |

3420(1) (1) - T — A G Ly

3910())
Tyr37(H)* OH - TN Lys21(H)

Mn3135(3)* MN -S3L/(H) (e e 3522(J)
MN3137(1* MN ~3306(hi " 705 TN N\ "~ Lys20(H)*
Arg30(H)* - - - - - - —_
e O CalC O C
3313(1) (1) _.-----GIn19(H)
swr3yH)O B |1u§(?3(:|) 1(I) . i Lys20(H)*
argao(r) - Ja9- (5 — (C <[ 720
Mn3137()* MN. -3251() o /e

,,,,,,,,,,,,,,,,,,, 3844(J)

3418(1) () 50— | — A<= 3516(J)

3541(1)
Lys24(H)* O - S
Hisso(e)y 1 3324(H)

3803(1) (1 - A — | G 3678(J)
3625(1) (W) = ggg%gg
——————————————————— 3796(J)
................... 3447(J)
----------- 3720(J)
- A — | < 3373(J)*
——————————————————— 3707(J)
3530(1) OG§"7‘§§ %a;rSS(H)
et @ ) “{0) 3314(H)— N Lys54(H)
33730 (W YN S S 3304(J)
3659(J)* (v RY-N T I TN 3579(J)
3B92(1) (W xS 0 Y
3604(1) (1) | | 3654(J)
| |
@ Backbone sugar and base-number Hydrogen bond to DNA
@ Phosohatearoun Nonbonded contact to DNA (< 3.35A)
osphategroup 88 Water molecule and number

* Residue/water on plot morethan once

file
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Chain | Chain J

Arg77(G)* NH2 -255(G) 32%83*
rrrrrrrrrrrrrrrrrrr 3435(J)
3271(1)
Thr76(G)*
Arg77(G)* NH3sra@877(1)
Lys75(G)* - - -~ e
Thr76(G)* - - - - ~.2=
Arg77(G)* O —-3155(1) -
3335(1) 3358(J)
Doy J— 3459(J)
W T N N 3665(J)
Mn3138(1)* MN -3181() 3206(J)
3789(1) (1
Mn3138(1)* MN
aee(l) e A N
3653(1) 3432(J)
3242(1)
Mn3138(1)* MN -3911(1) 8548()
- S CNU— 3487(3)
$AS() e B 3667()
3929(J)
0 3207(J)
3670(1) (1 3279(J)
3821(% -
146(1)
3826(1)
3353(1)*
3022(1)
3340(1) (B (B 3856(J)
3194(J)*
33531
) 3586(J)
3581(J)
2688(J)
3692(J)

Key

@ Backbone sugar and base-number Hydrogen bond to DNA
ffffff Nonbonded contact to DNA (< 3.35A)

@ Phqsphategroup 88 Water molecule and number
* Residue/water on plot morethan once

file



Chain |

3194(J)*
3890(1)

3480(1)

3194(J)*
3356(1 )*

3203(1)

3312(1)

Tyrd1(A)* OH -3285(1)*
3303(1)

3689(1)

3905(1)

Argd2(A)* N~
Thr45(A) OG1
3768(1)

Argd2(A)* NH1

3320(1)
3846(1)

Key

@ Backbone sugar and base-number

(P) Phosphate group
* Residue/water on plot morethan once

file

Page 15

3356(1)*

3183(J)

3630(J)
3285(1* OH Tyr41(A)*

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

3158(J)*

3657(J)
,,,,,,,,,,,,,,,,,,, 3374(J)

3684(J)

Hydrogen bond to DNA
Nonbonded contact to DNA (< 3.35A)
Water molecule and number



