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Cutoff distance: 1.000

262 GLU 315 )A N <> 265 ASP ( 318 )A CB
262 GLU 315 )A N <> 265 ASP ( 318 )A CG
262 GLU 315 YA N <> 265 ASP ( 318 )A 0oD2
262 GLU 315 YA CA <> 265 ASP ( 318 )A 0oD2
262 GLU 315 )A C <> 265 ASP ( 318 )A N

262 GLU 315 )A C <> 265 ASP ( 318 )A CB
262 GLU 315 )A C <> 265 ASP ( 318 )A CG
262 GLU 315 YA 0 <> 265 ASP ( 318 )A N

262 GLU 315 YA 0 <> 265 ASP ( 318 )A CA
262 GLU 315 )A O <> 265 ASP ( 318 )A CB
262 GLU 315 )A O <> 265 ASP ( 318 )A CG
262 GLU 315 )A O <> 265 ASP ( 318 )A 0oD2
262 GLU 315 YA CG <> 265 ASP ( 318 )A CG
262 GLU 315 YA CG <> 265 ASP ( 318 )A 0oD2
262 GLU 315 )A N <> 462 LYS ( 515 )A NZ
262 GLU 315 )A CG <> 462 LYS ( 515 )A Nz
262 GLU 315 )A CD <> 462 LYS ( 515 )A CE
262 GLU 315 YA ChD <> 462 LYS ( 515 )A NZ
262 GLU 315 YA OE2 <> 462 LYS ( 515 )A CE
262 GLU 315 )A OE2 <> 462 LYS ( 515 )A Nz
262 GLU 315 )A CG <> 466 ARG ( 519 )A CB
262 GLU 315 )A CD <> 466 ARG ( 519 )A CB
262 GLU 315 YA ChD <> 466 ARG ( 519 )A CG
262 GLU 315 YA ChD <> 466 ARG ( 519 )A CD
262 GLU 315 )A OE2 <> 466 ARG ( 519 )A CB
262 GLU 315 )A OE2 <> 466 ARG ( 519 )A CD
262 GLU 315 )A CA <> 493 GLU ( 546 )A OE2
262 GLU 315 )A CB <> 493 GLU ( 546 )A OE2

Cutoff distance: 2.

262 GLU 315 )A N <> 260 ARG ( 313 )A C

262 GLU ( 315 )A N <> 260 ARG ( 313 )A 0

262 GLU ( 315 )A N <> 265 ASP ( 318 )A N

262 GLU ( 315 )A N <> 265 ASP ( 318 )A CB
262 GLU ( 315 )A N <> 265 ASP ( 318 )A CG
262 GLU ( 315 )A N <> 265 ASP ( 318 )A OoD1
262 GLU ( 315 )A N <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )A ca <> 265 ASP ( 318 )A N

262 GLU ( 315 )A CA <> 265 ASP ( 318 )A CB
262 GLU ( 315 )A CA <> 265 ASP ( 318 )A CG
262 GLU ( 315 )A ca <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )A C <> 265 ASP ( 318 )A N

262 GLU ( 315 )A C <> 265 ASP ( 318 )A CA
262 GLU ( 315 )A C <> 265 ASP ( 318 )A CB
262 GLU ( 315 )A C <> 265 ASP ( 318 )A CG
262 GLU ( 315 )A C <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )A 0 <> 265 ASP ( 318 )A N

262 GLU ( 315 )A 0 <> 265 ASP ( 318 )A CA
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262 GLU ( 315 )Aa 0 <> 265 ASP ( 318 )A C

262 GLU ( 315 )Aa 0 <> 265 ASP ( 318 )A CB
262 GLU ( 315 )A O <> 265 ASP ( 318 )A CG
262 GLU ( 315 )A O <> 265 ASP ( 318 )A OD1
262 GLU ( 315 )Aa 0 <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )Aa CB <> 265 ASP ( 318 )A CG
262 GLU ( 315 )Aa CB <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )A CG <> 265 ASP ( 318 )A N

262 GLU ( 315 )A CG <> 265 ASP ( 318 )A CB
262 GLU ( 315 )Aa CG <> 265 ASP ( 318 )A CG
262 GLU ( 315 )Aa CG <> 265 ASP ( 318 )A OoD1
262 GLU ( 315 )Aa CG <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )A CD <> 265 ASP ( 318 )A CG
262 GLU ( 315 )A CD <> 265 ASP ( 318 )A 0oD2
262 GLU ( 315 )Aa N <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )Aa CA <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )Aa CB <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )A CG <> 462 LYS ( 515 )A CE
262 GLU ( 315 )A CG <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )Aa ChD <> 462 LYS ( 515 )A CE
262 GLU ( 315 )Aa ChD <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )a OEl <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )A OE2 <> 462 LYS ( 515 )A CD
262 GLU ( 315 )A OE2 <> 462 LYS ( 515 )A CE
262 GLU ( 315 )Aa OE2 <> 462 LYS ( 515 )A NZ
262 GLU ( 315 )A CB <> 466 ARG ( 519 )A CB
262 GLU ( 315 )Aa CG <> 466 ARG ( 519 )A CA
262 GLU ( 315 )A CG <> 466 ARG ( 519 )A C

262 GLU ( 315 )A CG <> 466 ARG ( 519 )A CB
262 GLU ( 315 )Aa CG <> 466 ARG ( 519 )A CG
262 GLU ( 315 )Aa CG <> 466 ARG ( 519 )A CD
262 GLU ( 315 )Aa ChD <> 466 ARG ( 519 )A CA
262 GLU ( 315 )A CD <> 466 ARG ( 519 )A C

262 GLU ( 315 )A CD <> 466 ARG ( 519 )A CB
262 GLU ( 315 )A CD <> 466 ARG ( 519 )A CG
262 GLU ( 315 )A CD <> 466 ARG ( 519 )A CD
262 GLU ( 315 )A CD <> 466 ARG ( 519 )A NE
262 GLU ( 315 )A OEl <> 466 ARG ( 519 )A C

262 GLU ( 315 )A OEl <> 466 ARG ( 519 )A CB
262 GLU ( 315 )A OEl <> 466 ARG ( 519 )A CG
262 GLU ( 315 )A OEl <> 466 ARG ( 519 )A CD
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A CB
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A CG
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A CD
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A NE
262 GLU ( 315 )A ca <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A ca <> 493 GLU ( 546 )A OE1l
262 GLU ( 315 )A CA <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )A C <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A C <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A OE2

Cutoff distance: 3.000
262 GLU ( 315 )A N <> 260 ARG ( 313 )A CA
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262 GLU ( 315 )Aa OE2 <> 466 ARG ( 519 )A CG
262 GLU ( 315 )Aa OE2 <> 466 ARG ( 519 )A CD
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A NE
262 GLU ( 315 )A OE2 <> 466 ARG ( 519 )A CZ
262 GLU ( 315 )Aa N <> 493 GLU ( 546 )A CD
262 GLU ( 315 )Aa N <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa CA <> 493 GLU ( 546 )A CG
262 GLU ( 315 )A CA <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A CA <> 493 GLU ( 546 )A OE1l
262 GLU ( 315 )Aa CA <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa C <> 493 GLU ( 546 )A CG
262 GLU ( 315 )Aa C <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A C <> 493 GLU ( 546 )A OE1
262 GLU ( 315 )A C <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa 0 <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa CB <> 493 GLU ( 546 )A CG
262 GLU ( 315 )Aa CB <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OE1l
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa CG <> 493 GLU ( 546 )A CD
262 GLU ( 315 )Aa CG <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa ChD <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )A OEl <> 493 GLU ( 546 )A OE2
Cutoff distance: 4.
262 GLU 315 )A N <> 260 ARG ( 313 )A N
262 GLU 315 )A N <> 260 ARG ( 313 )A CA
262 GLU 315 )A N <> 260 ARG ( 313 )A C
262 GLU 315 YA N <> 260 ARG ( 313 )Aa 0
262 GLU 315 YA N <> 260 ARG ( 313 )Aa CB
262 GLU 315 YA caA <> 260 ARG ( 313 )Aa CA
262 GLU 315 )A CA <> 260 ARG ( 313 )A C
262 GLU 315 )A CA <> 260 ARG ( 313 )A 0
262 GLU 315 )A C <> 260 ARG ( 313 )A C
262 GLU 315 )A 0 <> 260 ARG ( 313 )A C
262 GLU 315 )A CB <> 260 ARG ( 313 )A C
262 GLU 315 )A CB <> 260 ARG ( 313 )A 0
262 GLU 315 )A CG <> 260 ARG ( 313 )A C
262 GLU 315 )A N <> 265 ASP ( 318 )A N
262 GLU 315 )A N <> 265 ASP ( 318 )A CA
262 GLU 315 )A N <> 265 ASP ( 318 )A C
262 GLU 315 )A N <> 265 ASP ( 318 )A O
262 GLU 315 )A N <> 265 ASP ( 318 )A CB
262 GLU 315 )A N <> 265 ASP ( 318 )A CG
262 GLU 315 )A N <> 265 ASP ( 318 )A OoD1
262 GLU 315 )A N <> 265 ASP ( 318 )A 0oD2
262 GLU 315 )A CA <> 265 ASP ( 318 )A N
262 GLU 315 )A CA <> 265 ASP ( 318 )A CA
262 GLU 315 )A CA <> 265 ASP ( 318 )A C
262 GLU 315 )A CA <> 265 ASP ( 318 )A CB
262 GLU 315 )A CA <> 265 ASP ( 318 )A CG
262 GLU 315 )A CA <> 265 ASP ( 318 )A OoD1
262 GLU 315 )A CA <> 265 ASP ( 318 )A 0oD2
262 GLU 315 )A C <> 265 ASP ( 318 )A N
262 GLU 315 )A C <> 265 ASP ( 318 )A CA
262 GLU 315 )A C <> 265 ASP ( 318 )A C
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262 GLU ( 315 )Aa CB <> 493 GLU ( 546 )A CB
262 GLU ( 315 )Aa CB <> 493 GLU ( 546 )A CG
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OE1
262 GLU ( 315 )Aa CB <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa CG <> 493 GLU ( 546 )A CG
262 GLU ( 315 )Aa CG <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A OE1l
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa ChD <> 493 GLU ( 546 )A CD
262 GLU ( 315 )Aa ChD <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa OEl <> 493 GLU ( 546 )A CG
262 GLU ( 315 )A OEl <> 493 GLU ( 546 )A CD
262 GLU ( 315 )A OEl <> 493 GLU ( 546 )A OE2
262 GLU ( 315 )Aa OE2 <> 493 GLU ( 546 )A OE2
Cutoff distance: 5.
262 GLU 315 )A N <> 260 ARG ( 313 )A N
262 GLU 315 YA N <> 260 ARG ( 313 )Aa CA
262 GLU 315 YA N <> 260 ARG ( 313 )Aa C
262 GLU 315 YA N <> 260 ARG ( 313 )Aa 0
262 GLU 315 )A N <> 260 ARG ( 313 )A CB
262 GLU 315 )A N <> 260 ARG ( 313 )A CG
262 GLU 315 YA caA <> 260 ARG ( 313 )Aa N
262 GLU 315 YA caA <> 260 ARG ( 313 )Aa CA
262 GLU 315 YA caA <> 260 ARG ( 313 )Aa C
262 GLU 315 )A CA <> 260 ARG ( 313 )A O
262 GLU 315 )A CA <> 260 ARG ( 313 )A CB
262 GLU 315 YA C <> 260 ARG ( 313 )Aa CA
262 GLU 315 YA C <> 260 ARG ( 313 )Aa C
262 GLU 315 YA C <> 260 ARG ( 313 )Aa 0
262 GLU 315 )A 0 <> 260 ARG ( 313 )A C
262 GLU 315 )A 0 <> 260 ARG ( 313 )A 0
262 GLU 315 )A CB <> 260 ARG ( 313 )A CA
262 GLU 315 )A CB <> 260 ARG ( 313 )A C
262 GLU 315 )A CB <> 260 ARG ( 313 )A 0
262 GLU 315 )A CB <> 260 ARG ( 313 )A CB
262 GLU 315 )A CG <> 260 ARG ( 313 )A CA
262 GLU 315 )A CG <> 260 ARG ( 313 )A C
262 GLU 315 )A CG <> 260 ARG ( 313 )A 0
262 GLU 315 )A CD <> 260 ARG ( 313 )A C
262 GLU 315 )A OE2 <> 260 ARG ( 313 )A C
262 GLU 315 )A N <> 265 ASP ( 318 )A N
262 GLU 315 )A N <> 265 ASP ( 318 )A CA
262 GLU 315 )A N <> 265 ASP ( 318 )A C
262 GLU 315 )A N <> 265 ASP ( 318 )A 0
262 GLU 315 )A N <> 265 ASP ( 318 )A CB
262 GLU 315 )A N <> 265 ASP ( 318 )A CG
262 GLU 315 )A N <> 265 ASP ( 318 )A oD1
262 GLU 315 )A N <> 265 ASP ( 318 )A 0oD2
262 GLU 315 )A ca <> 265 ASP ( 318 )A N
262 GLU 315 )A CA <> 265 ASP ( 318 )A CA
262 GLU 315 )A CA <> 265 ASP ( 318 )A C
262 GLU 315 )A CA <> 265 ASP ( 318 )A O
262 GLU 315 )A CA <> 265 ASP ( 318 )A CB
262 GLU 315 )A ca <> 265 ASP ( 318 )A CG
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CB
CG
CD
CE
NZ
CA
CB
CG
CD
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NZ
CG
CD
CE
NZ
CA

CB
CG
CD
CE
NZ

CA

CB

CG

CD

CA

CB

CG
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CB

CG

CD

CA

CB

CG
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.27
.97
.85
.81
.60
.72
.30
.14
.84
.90
.48
.80
.94
.08
.63
.01
.67
.07
.31
.93
.02
.54
.01
.09
.92
.59
.33
.47
.37
.79
.50
.90
.10
.11
.27
.38
.97
77
.24
.47
.69
.04
.41
.49
.46
.21
.44
.38
.81
.16
.35
.97
.18
.29
.42
.36
.43

NN nNnnn MUWWoOoWWwoWwWwowowoowwowwoowwowwwowwowwnwnonunounohnnhnnnhhnnnhnnhnNnnnnn non n
NN nNEWWWWnNnnNnOWWWonunonowWOOoWhnonnWOWowWWonunnWoWohuhnnuhnhOWwhnhonnhhnhnhnhhnhnnhOnnvnn no

N~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~ o~~~ o~~~ o~~~ o~~~ —~



262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262
262

GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU

N~ e~~~ e~~~ e~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~

315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315
315

T T T T Ty sy ey ey

<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>
<>

466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
466
493
493
493
493
493
493
493
493
493
493
493
493

ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU
GLU

N~ e~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ o~~~ —~

519
519
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NE

CA

CB
CG
CD
NE
CZ
NH1
NH2

CA

CB
CG
CD
NE
CZ
NH1
NH2

CA

CB
CG
CD
NE
CZ
NH1
NH2

CA

CB
CG
CD
NE
Cz
NH1
NH2
CB
CG
CD
OEl
OE2
CA
CB
CG
CD
OE1l
OE2
CA

O DdoyJOO U OO JOOOOOU D W Doy oo dIJdJO U DO DO IJO0O0 D DO OYJ0 I D woy ooy J

.54
.04
.69
.03
.11
.96
.87
.93
.10
.36
.33
.88
.29
.95
.04
.92
.01
.44
.32
.22
.54
.34
.26
.64
.25
.97
.73
.53
.81
.88
.58
.90
.57
.74
.58
.39
.65
.42
.16
.31
LT
.54
.83
.60
.59
.39
.74
.27
.10
.47
.41
.01
.37
.93
.92
.07
.26
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262 GLU ( 315 )A C <> 493 GLU ( 546 )A CB D= 6.83
262 GLU ( 315 )A C <> 493 GLU ( 546 )A CG D= 6.51
262 GLU ( 315 )A C <> 493 GLU ( 546 )A CD D= 5.18
262 GLU ( 315 )A cC <> 493 GLU ( 546 )A OEl D= 5.23
262 GLU ( 315 )A C <> 493 GLU ( 546 )A OE2 D= 4.41
262 GLU ( 315 )A 0 <> 493 GLU ( 546 )A CB D= 7.92
262 GLU ( 315 )A 0 <> 493 GLU ( 546 )A CG D= 7.69
262 GLU ( 315 )A O <> 493 GLU ( 546 )A CD D= 6.39
262 GLU ( 315 )A O <> 493 GLU ( 546 )A OE1l D= 6.40
262 GLU ( 315 )A 0 <> 493 GLU ( 546 )A OE2 D= 5.64
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CA D= 8.54
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CB D= 7.09
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CG D= 6.26
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A CD D= 4.96
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OEl D= 5.26
262 GLU ( 315 )A CB <> 493 GLU ( 546 )A OE2 D= 3.85
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A CB D= 8.09
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A CG D= 7.36
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A CD D= 6.18
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A OE1l D= 6.62
262 GLU ( 315 )A CG <> 493 GLU ( 546 )A OE2 D= 5.00
262 GLU ( 315 )A CD <> 493 GLU ( 546 )A CG D= 7.79
262 GLU ( 315 )A CD <> 493 GLU ( 546 )A CD D= 6.76
262 GLU ( 315 )A CD <> 493 GLU ( 546 )A OE1l D= 7.36
262 GLU ( 315 )A CD <> 493 GLU ( 546 )A OE2 D= 5.52
262 GLU ( 315 )A OE1l <> 493 GLU ( 546 )A CB D= 8.11
262 GLU ( 315 )A OE1l <> 493 GLU ( 546 )A CG D= 7.18
262 GLU ( 315 )A OE1l <> 493 GLU ( 546 )A CD D= 6.34
262 GLU ( 315 )A OE1l <> 493 GLU ( 546 )A OEl D= 7.11
262 GLU ( 315 )A OE1l <> 493 GLU ( 546 )A OE2 D= 5.10
262 GLU ( 315 )A OE2 <> 493 GLU ( 546 )A CD D= 7.89
262 GLU ( 315 )A OE2 <> 493 GLU ( 546 )A OE2 D= 6.66
Salt bridges WT dog POR
179 262 GLU ( 315 )A OE1l - 410 LYS ( 463 )A NZ 5.96
180 262 GLU ( 315 )A OEl - 462 LYS ( 515 )A Nz 5.01
181 262 GLU ( 315 )A OE2 - 462 LYS ( 515 )A Nz 3.01
182 262 GLU ( 315 )A OEl - 466 ARG ( 519 )A NE 5.58
183 262 GLU ( 315 )A OE2 - 466 ARG ( 519 )A NH1 6.60
184 262 GLU ( 315 )A OE2 - 466 ARG ( 519 )A NH2 6.59
185 262 GLU ( 315 )A OE2 - 466 ARG ( 519 )A NE 4.54
1 13 ASP ( 66 )A OD1 - 19 LYS ( 72 )A NZ 4.39
2 13 ASP ( 66 )A oD2 - 19 LYS ( 72 )A NZ 2.91
3 18 GLU ( 71 )A OE2 - 21 LYS ( 74 )A NZ 5.60
4 18 GLU ( 71 )A OEl - 22 LYS ( 75 )A NZ 6.59
5 39 GLU ( 92 )A OE1l - 304 LYS ( 357 )A NZ 4.71
6 39 GLU ( 92 )A OE2 - 304 LYS ( 357 )A NZ 2.89
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NH2
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.87
.41
.86
.97
.55
.29
.87
.35
.62
.83
.85
.64
.73
.83
.12
.98
.31
.37
.39
.52
.66
.15
.05
.93
.07
.62
.21
.18
.46
.02
.35
.24
.93
.83
.44
.84
.27
.69
.92
.75
.94
.07
.98
.85
.34
.64
.06
.92
.16
.47
.87
.93
.40
.07
.37
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.94
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.52
.14
.01
.00
.86
.39
L1
.54
.01
.49
.40
.16
.75
.88
.06
.78
.82
.82
.07
.61
.82
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214
215
216
217
218
219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
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262
262
262
262
262
262
262
265
265
265
265
265
274
288
290
290
290
290
290
290
299
299
299
299
299
299
301
301
301
301
323
323
323
323
323
323
323
335
335
335
335
335
335
335
335
335
335
345
347
347
347
347
347
358
358
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GLU
GLU
GLU
GLU
GLU
GLU
GLU
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
ASP
GLU
GLU
GLU
GLU
ASP
ASP
ASP
ASP
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GLU
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GLU
GLU
GLU
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GLU
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309
315
315
315
315
315
315
315
318
318
318
318
318
327
341
343
343
343
343
343
343
352
352
352
352
352
352
354
354
354
354
376
376
376
376
376
376
376
388
388
388
388
388
388
388
388
388
388
398
400
400
400
400
400
411
411
411
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OD2
OE1l
OE1l
OE2
OE1l
OE2
OE2
OE2
OD1
OoD1
OD2
OoD1
OD1
0oD2
OoD1
OoD1
OoD1
OoD1
oD2
OD2
0OD2
OoD1
OoD1
OoD1
0OD2
0OD2
0OD2
OE1l
OE1l
OE2
OE1l
0OD2
OoD1
OoD1
OoD1
OD2
OD2
oD2
OEl
OE2
OE1l
OE1l
OE1l
OE2
OE2
OE2
OE2
OEl
OE2
OE1l
OE2
OE2
OEl
OE2
OE1l
OE1l
OE2
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462
462
466
466
466
466
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462
462
466
466
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315
315
315
315
315
315
315
25
25
25
25
25
25
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22
22
25
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401
401
401
401
401
401
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51
51
51
51
51
51
350
390
385
350
350
350
351
351
348
351
351
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LYS
LYS
LYS
ARG
ARG
ARG
ARG
HIS
LYS
LYS
ARG
ARG
LYS
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ARG
ARG
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LYS
LYS
LYS
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HIS
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HIS
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311
463
515
515
519
519
519
519
319
515
515
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487
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368
368
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368
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454
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403
443
438
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404
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NZ
NZ
NZ
NZ
NE
NH1
NH2
NE
ND1
NZ
NZ
NH2
NE
NZ
NH1
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NZ
NZ
NZ
NH2
NH1
NH1
NH2
NE
NH1
NH2
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NZ
NZ
NH1
NH2
NE
NH1
NH2
NE
NH2
NE2
NH2
NE
NH1
NE
NZ
NZ
NEZ2
NZ
NZ
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.46
.96
.01
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.58
.60
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.33
.58
.88
.49
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.59
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.59
.99
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.41
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.44
.07
.46
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.01
.88
.89
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.88
.86
.40
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.89
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.46
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281
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286
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380
380
380
380
380
380
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380
380
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380
380
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424
424
424
424
424
424
424
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445
445
445
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GLU
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GLU
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ASP
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433
433
433
433
433
433
442
442
442
442
442
442
442
442
446
446
446
446
446
446
446
446
446
446
446
477
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OE1l
OEl
OEl
OE2
OE2
OE1l
OEl
OEl
OE2
OE2
OE2
OD1
OD1
OoD1
OD2
0OD2
oD2
OoD1
OoD1
OoD1
0OD2
oD2
oD2
OoD1
OoD1
OoD1
oD2
oD2
0OD2
OoD1
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OEl
OE2
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434
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442
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424
424
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481
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425
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425
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484
484
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484
484
484
243
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495
495
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NZ
NH1
NH2
NE
NH1
NH2
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
NH1
NH2
NE
ND1
ND1
NZ
NZ
NH1
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NE
NH1
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NE
ND1
NE2
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NH1
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NE
NH1
NH2
NE
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NH2
NE
NH1
NH2
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.50
.86
.20
.93
.38
.56
.75
.59
.51
.21
1
.15
.06
77
.88
.56
.92
.81
.95
.86
11
.38
.95
.94
.10
.07
.27
.00
.86
.57
.12
.66
.50
.01
.02
.94
.95
.97
.04
.46
.14
.22
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.10
.46
.89
.54
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.89
.85
.73
.63
.69
.35
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306
307
308
309
310
311
312
313
314
315
316
317
318
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323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343
344
345
346
347
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449
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493
493
506
506
506
506
517
518
518
518
518
518
518
519
519
519
519
519
519
519
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524
524
524
524
524
524
525
525
525
545
579
579
586
586
593
593
593
593
593
597
597
608
608
608
622
622
622
622
625
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GLU
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ASP
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GLU
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ASP
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GLU
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502
502
502
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502
502
546
546
559
559
559
559
570
571
571
571
571
571
571
572
572
572
572
572
572
572
572
572
577
577
577
577
577
577
578
578
578
598
632
632
639
639
646
646
646
646
646
650
650
661
661
661
675
675
675
675
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OE1l
OE1l
OEl
OE2
OE2
OE2
OE1l
OE2
OEl
OE1l
OE2
OE2
OD2
OEl
OE1l
OE1l
OE2
OE2
OE2
OoD1
0OD2
0OD2
oD2
OoD1
0OD2
0OD2
0OD2
OoD1
OE1l
OE1l
OE1l
OE2
OE2
OE2
OE2
OE2
OE2
OE2
OoD1
0D2
OoD1
0D2
oD2
OoD1
OoD1
0D2
0D2
OEl
OE2
OoD1
OoD1
OD2
OoD1
OoD1
OD2
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452
452
452
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410
410
562
562
562
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523
515
515
515
515
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245
245
245
245
514
514
514
514
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523
523
523
523
523
523
237
249
249
515
581
581
557
557
557
603
603
603
603
560
560
611
612
612
266
266
266
266
581
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ARG
ARG
ARG
ARG
ARG
LYS
LYS
HIS
HIS
HIS
HIS
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
HIS
HIS
ARG
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HIS
HIS
HIS
HIS
LYS
LYS
LYS
LYS
LYS
HIS
HIS
HIS
HIS
ARG
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505
505
505
505
505
505
463
463
615
615
615
615
576
568
568
568
568
568
568
298
298
298
298
567
567
567
567
568
576
576
576
576
576
576
290
302
302
568
634
634
610
610
610
656
656
656
656
613
613
664
665
665
319
319
319
319
634
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NH1
NH2
NE
NH1
NH2
NE
NZ
NZ
ND1
NE2
ND1
NE2
NH2
NH1
NH2
NE
NH1
NH2
NE
NH1
NH1
NH2
NE
NE
NH1
NH2
NE
NE
NH1
NH2
NE
NH1
NH2
NE
NH2
ND1
NE2
NE
NE
NE
NZ
NZ
NZ
ND1
NE2
ND1
NE2
NZ
NZ
NZ
NZ
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ND1
NE2
ND1
NE2
NH1
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.29
.66
.94
.18
71
.16
.38
.67
.87
.79
.93
.44
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.51
.96
.04
.71
.86
.69
.55
.69
.47
.81
.93
.85
.30
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.59
.36
.64
.10
.78
.91
.57
.82
.96
.68
.08
.85
.88
.67
.41
.10
.87
.13
.58
.63
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.85
.48
.11
.84
.13
.03
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.09



349 625 SER
350 625 SER
351 626 SER
352 626 SER
353 626 SER

Contact between loop

and 1oop ..o
2 262 GLU ( 315
3 262 GLU ( 315
4 262 GLU ( 315
5 262 GLU ( 315
6 262 GLU ( 315
7 262 GLU ( 315
8 262 GLU ( 315
9 262 GLU ( 315
10 262 GLU ( 315
11 262 GLU ( 315
12 262 GLU ( 315
13 262 GLU ( 315
14 262 GLU ( 315
15 262 GLU ( 315

Contact between loop

and 1o0p +..iiiiiin.

2 262 GLU ( 315

Contact between loop

and 1oop .....iiiin.n
2 262 GLU ( 315
3 262 GLU ( 315
4 262 GLU ( 315
5 262 GLU ( 315
6 262 GLU ( 315
7 262 GLU ( 315

Contact between loop

and 1oop ...
2 262 GLU ( 315
3 262 GLU ( 315
4 262 GLU ( 315
5 262 GLU ( 315

Contact between loop

and 1o0p ...

2 262 GLU ( 315
3 262 GLU ( 315
4 262 GLU ( 315
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290 517 GLU (
291 517 GLU
292 517 GLU
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299 518 GLU
300 518 GLU

~ e~ o~~~

~ e~~~ o~~~ o~~~

678
678
678
678
678

570

570
570
570
570
570
571
571
571
571
571

R

[ocNoNocNoNoNoNoNoNoNONe!]

[eNeNeReN-

p=

TS

262 GLU
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264 GLY

265 ASP
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<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
<> 263 SER
262 GLU ( 315 )A
317 )A
<> 264 GLY (
262 GLU ( 315 )A
318 )A
<> 265 ASP
<> 265 ASP
<> 265 ASP
<> 265 ASP
<> 265 ASP
<> 265 ASP
262 GLU ( 315 )A
515 )A
<> 462 LYS
<> 462 LYS
<> 462 LYS
<> 462 LYS
GLU ( 315 )A
519 )Aa
<> 466 ARG
<> 466 ARG (
466 ARG (

OEl

OE1l
OE1l
OE2
OE2
OE2
OE1l
OE1l
OE2
OE2
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581
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262 GLU ( 315 )A

ARG
ARG
ARG
ARG
ARG

263 SER

N
N
CA
N
CA
C
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CB
N
CA
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262 GLU
264 GLY

262 GLU ( 315 )A

N

265 ASP
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CG

0oD2

N

CA
CB
CG

462 LYS

NZ
NZ
CE
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262 GLU

515
515
515
515
515
515
515
515
515
515

466 ARG

CB
CB
CD

515 ARG

ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
ARG
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634
634
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D=
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0.55
0.66
-0
-0
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NH1
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NH1
NE
NH1
NH2
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5.97
4.73
2.97
4.64
2.87
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5.74
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