T T A T G C G C A T A T A T A T T A

5’ Chain A Chain B

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) W 88 Water molecule and number

Ser429(N)

Arg430(N)* Lys434(N) NZNZ

Arg430(N)* W 63(A)

Arg421(N) NH1, NH2

NH1, NH2NH2 Glu427(N) Val503(G) Gln571(N) NE2, OE1

NE2, OE1OE1_W

1(A)* Thr426(N) NH2 Arg542(G) NH2 W 1(A)*_W 55(A)^W 11(B)_{W 16(B)}

OH Tyr424(N) OH NZ Lys520(N) NZ Arg522(N) N Asn523(N) N W 28(A) N Lys538(N)

N_W

38(N) NE Arg572(N)* NE Ile502(G) W 57(A)* NH2 Arg572(N)* NH2 W 46(A)_W 57(A)*

Arg543(G) NH2NH2

W 4(A)_W 32(A)

4001

4002 P

4003 P 5021

P 4004 P 5020

P 4005 P 5019

P 4006 P 5018

P 4007 P 5017

P 4008 P 5016

P 4009 P 5015

P 4010 P

P

5014

P

Page 1

T A T A G C T A T A T A C G A T T A A T

Chain A Chain B

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) W 88 Water molecule and number

W 57(A)*^W 62(B) W 70(B) W 14(A) Leu527(F)

W 49(A)_W 27(F)

Tyr531(F) OHOH Asn528(F) OD1OD1

Arg553(F) NENE

Arg564(F) NENE Trp573(F)

Ser557(F) OGOG

His554(F) ND1ND1 Asn550(F)

W 65(B) W 104(B)

W 103(B)* Thr508(F) Tyr509(F) W 30(F) OD1 Asn555(F) OD1 W 105(A)^W 103(B)*Arg584(F)* Arg584(F)*

W 66(A)

4011 5013

P 4012 P 5012

P 4013 P 5011

P 4014 P 5010

P 4015 P 5009

P 4016 P 5008

P 4017 P 5007

P 4018 P 5006

P 4019 P 5005

P 4020 P

P

5004

P

Page 2

G C A A

Chain A Chain B

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) W 88 Water molecule and number

W 71(A)

W 7(B)

4021 5003

P 5002

P 5001

Page 3

T T A T G C G C A T A T A T A T T A

5’ Chain C Chain D

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) W 88 Water molecule and number

Ser429(M)* OGOG

Thr483(M)

W 87(C)

Arg430(M)* Lys434(M) NZNZ

Ser429(M)* O

Arg430(M)*

Arg421(M)* NH1, NH2

NH1, NH2NH2 Arg430(M)* OE1 Glu427(M) OE1 W 47(F) Val503(F) W 17(D) O Thr426(M)* O Gln571(M) NE2, OE1

NE2, OE1OE1_W

6(C)*^W 91(D) OG1 Thr426(M)* OG1 NH2 Arg542(F) NH2 W 39(D)

NH2 Arg421(M)* NH2

NE Arg542(F) NE W 6(C)*_W 52(C) OH Tyr424(M) OH NZ Lys520(M) NZ N Asn523(M) N

N Lys538(M) N Ile502(F)

NH2 Arg572(M) NH2 W 21(C)

Arg543(F) NH2NH2_W

64(C)_W 68(F) W 3(C)_W 10(C)

Arg543(F) NENE

4001

4002 P

4003 P 5021

P 4004 P 5020

P 4005 P 5019

P 4006 P 5018

P 4007 P 5017

P 4008 P 5016

P 4009 P 5015

P 4010 P

P

5014

P

Page 4

T A T A G C T A T A T A C G A T T A A T

Chain C Chain D

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) W 88 Water molecule and number

W 53(C)

W 5(C) Leu527(G)

W 98(C)_W 2(C)

Tyr531(G) OHOH

Arg553(G)

W 51(C) Arg564(G) Trp573(G)

W 24(C)

Ser557(G) OGOG

His554(G) ND1ND1 Asn550(G)

W 31(D)

Thr508(G) W 35(D) ND2 Asn555(G) ND2

W 94(D) Arg583(G)

4011 5013

P 4012 P 5012

P 4013 P 5011

P 4014 P 5010

P 4015 P 5009

P 4016 P 5008

P 4017 P 5007

P 4018 P 5006

P 4019 P 5005

P 4020 P

P

5004

P

Page 5

G C A A

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) W 88 Water molecule and number

W 95(C)^{4021 5003} P 5002

P 5001

Page 6