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This is a Full wwPDB EM Validation Report for a publicly released PDB entry.

We welcome your comments at validation@mail. wwpdb. org
A user guide is available at
https:/ /www.wwpdb.org/validation /2017 /EM ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http://www.wwpdb.org/validation /2017 /FAQs#types.

The following versions of software and data (see references (1)) were used in the production of this report:

EMDB validation analysis : 0.0.1.dev132
MolProbity : 4-5-2 with Phenix2.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
EM percentile statistics : 202505.v01 (Using data in the EMDB archive up until May 2025)
MapQ : 1.9.13
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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Full wwPDB EM Validation Report EMD-9278, 6MWV

1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

The reported resolution of this entry is 7.30 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric

Clashscore

Ramachandran outliers IN{js
Sidechain outliers IEjse

Worse

Percentile Ranks Value

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Metric

Q-score Ifjjm)

Worse

. 29
I (0%
I 4.6%

Better

Model-Map Fit Percentile Ranks Value

I Percentile relative to all EM structures

T 0.092

Better

I Percentile relative to EM structures of similar resolution

Metric ‘Whole archive EM structures Similar EM resolution
(#Entries) (#Entries) (#Entries, resolution range(A))
Clashscore 229148 23984 -
Ramachandran outliers 224038 23583 -
Sidechain outliers 223484 23102 -
Q-score - 25397 436 ( 6.80 - 7.80 )

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the map. The red, orange, yellow and green segments of the bar indicate the fraction of residues
that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria respectively. A grey
segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the EM
map (all-atom inclusion < 40%). The numeric value is given above the bar.

Mol | Chain | Length Quality of chain
1 A 441 - 70% 20% %
1 E 441 == 71% 19% %
1 I 441 - 71% 19% To%
1 M 441 —_— 71% 19% 0%

Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
"
2 B 420 61% 16% 23%
-
2 F 420 59% 19% 23%
=
2 J 420 60% 17% 23%
-
2 N 420 59% 18% 23%
7%
3 C 218 56% 36% 7% -
8%
3 G 218 56% 37% 6% -
9%
3 K 218 56% 37% 6% »
5%
3 O 218 54% 38% 7% -
— T
4 D 214 35% 43% 14% 6% -
=
4 H 214 35% 43% 15% 6% o
8%
4 L 214 37% 41% 15% 6% o
7%
4 P 214 36% 42% 15% 6% o
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 35528 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the AltConf column contains the number of residues with at least one atom
in alternate conformation and the Trace column contains the number of residues modelled with at
most 2 atoms.

e Molecule 1 is a protein called E1.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 400 3063 1940 511 592 20 0 0

Total C N O S
1 2 400 3063 1940 511 592 20 0 0

Total C N O S
1 I 400 3063 1940 511 592 20 0 0

Total C N O S
1 M 400 3063 1940 511 592 20 0 0

e Molecule 2 is a protein called E2.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
2 B 325 2550 1601 471 462 16 0 0

Total C N O S
2 F 325 2550 1601 471 462 16 0 0

Total C N O S
2 J 325 2550 1601 471 462 16 0 0

Total C N O S
2 N 325 2550 1601 471 462 16 0 0

e Molecule 3 is a protein called EEEV-58 antibody heavy chain.

Mol | Chain | Residues Atoms AltConf | Trace
3 ¢ 218 ?é;all 10(256 21;12 3(2)6 ? 0 0
3 G 218 rl11(()5t7all 1(%6 21;12 3(2)6 g 0 0
3 K 218 rl11(()5t7a¢11 10%6 21;12 3(2)6 S 0 0
3 0 218 ?(()it;il 1(%6 21;12 3(2)6 S 0 0

e Molecule 4 is a protein called EEEV-58 antibody light chain.
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Mol | Chain | Residues Atoms AltConf | Trace
4 b 211 llﬂggaél 939 21;10 3(2)2 g 0 0
4 H 211 ?ggaél 9(919 21;10 3(2)2 g 0 0
4 L 211 ?gﬁt)zl 939 21;10 3C2)2 g 0 0
4 P 211 ?gft)zl 939 21;10 3C2)2 g 0 0




EMD-9278, 6MWV

green = 0, yellow = 1, orange = 2
9%

20%

Full wwPDB EM Validation Report
A red diamond above a residue indicates a poor fit to the EM map for
70%

this residue (all-atom inclusion < 40%). Stretches of 2 or more consecutive residues without any

atom inclusion in map density. Residues are color-coded according to the number of geometric

quality criteria for which they contain at least one outlier:
outlier are shown as a green connector. Residues present in the sample, but not in the model, are

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)
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and red = 3 or more.
e Molecule 1: E1
Chain A: -

] 1T0e1d
o o ¢ o
08TN ¢
6vA ¢ o M
(1 0STIN
69TTA
9€TL (] g62Td
o E
SETTI 0
g VETIN ‘I $6ETD
[ N [ eerta L1211 ]
T o umm:_ ¢ 16874
| ¢ | oseta
P mmm; 68ETA
88eT1
wmﬁo mmmg mwwmw L8ETH
<
| EX LTTTa ERIZIE a
1118 o (1 19211 A
mﬂﬁ 12418 S T8ETD
Iwoﬁm 768D :ma I osgHd
zo1Y i L i ¢
T6EA q011d
— Cossa | fochis
00N 68€N oomﬁz owms ¢
8ge1
L8€EH 96010 ¢ e TLETL
| esea 1 ovzTY TLE10
ooz 58N 680TH [ |
s [ ] [ | 9€2Th ¢
i 78€0 9L0TA SECTL
08 5L0Ta [ | ¢
mmﬁ ] [ | mwmﬁ
zLEL £9010
ﬁmux 1260 | zootd | TeTTy Immmﬂ.
Orey TegHl 1 1S€T4
(] ¢ | | 9TZTV 1
S X £501L | T
7021 (e ~ wmﬂﬁ 0 MNMM |
mmS ﬂ Seor momﬁ a SMS
98011
omwm oﬂmm GE0TN 00ZTS NWM%
L6741 1 omms 86TTV
17E1
«ﬂs i L6TTY ¢
] $9EQ mmﬁ 5 ¢
16Td mﬂmz v ] ¢
ceeH — oy RmE ceeTn
i = 9T0TA T8TTA i
¢ 1289 QTOTA %)
i RS i
¢ gzes ~ gzeTs
¢ | 9 |
¢ ozgy = .. 0ZETY
| ) = |
¢ Eh) < a STETD
#1€D o = P10
£1ed M o] £TETd
z1ea -~ ZIETa
0 4351 [} ° O [}

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

e Molecule 1: E1


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#residue_plots

EMD-9278, 6MWV

Full wwPDB EM Validation Report

Page 7

9%

19%

71%

Chain I

F

(454
9€TTL
SETCI
YETCN
CETTN

6CTCA

L112d
¥1120
TrICS
S0T2d
00TZN
96020

680CM

9L0TA
§.02a

€902
T90TH
L5028
€502L
8€0CI
LE0TYH
9€0TL
SE0TN
0£02Zh
L1028V
910T%
STOTA

L00ZH

S002V

€0€TH
Toegd
£€6cea
6,221
[Vkaac
692eY
89¢cY

19221
99¢2d

€922V

192CS
092D

0 Phzadd
Eigdas

9€TTh
Secel

62221
Teeen
91gey
50220
v0ce1
€0cea

0022Zs

86TCY
L672H

7612

0 1612d

v6£Th

T6ECTA

68ETA
88€CI
L8ETH

28ETH
T8€TO
08€2a

cLeTL
TLETD

69€TL

LS5€Td
9GETH

0S€TS

LYETT

vveea
E€VETN

CEECH
L2€Td
£2eTs
ozeey
91€CI
STETH
v1eed
€1€Td
zreca

90€Ta

E1

e Molecule 1

9%

19%

71%

9%

Chain M

SETET
YETEN

CETEN

v11€D

TT1ES

SoTed

701€S

z0TED

00TEN

960€0

680EM

9L0€X
SL0€Q

£90€0

T90EN
LS0€S
€G0EL
8E0ET
LEOEY
9€0EL
SEOEN

0€0€h

LTOEY
9T0EN

¢

PO O 900 OO o o

0Lzed
B69CEY
892€Y
L92€1

€9CEV

T9T€ES

Lyzed
ovced

9€TED
GETEL

62CET
Teeen
9TZEY
S0zed
v0zeT
€0zea

00T€S

86TEV
L6TEN

76TED

TeTed

€STEL
c¢sTed

0STEN
6VTEA

9ETEL

S8EEN

T8€ED
08€EQ

CTLEEL
TLEED

6GEEL

Lsged

0GEES

LYEET

vveea
EVEEN

b & 4

CEEEH
LT€ED
€TEES
ozeey
STEED
vreed
€1eed
creea

Toged

o &

£62€d

6.2€1

LLTET

oo o 4

veeed
T6EER
68EEN

88€ET
LBEEH

E2

e Molecule 2

23%

16%

61%

Chain B

€951
29SS
T9S%
0950
6GSL

CSSH

LYSA

S¥Sa
YyaL
ey
LESS
0€39D

STSQ

€154

80SN

S0Sa
70SV

COSA

[44°L

TT9A

665D

L6SL

S6SL

96.3

T6LL

88LY

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-9278, 6MWV

Full wwPDB EM Validation Report

Page 8

E2

e Molecule 2

23%

19%

59%

Chain F

¢

8TLTH
| LN
€819 91.7a
| T8sTH | |
T8STH TILTH
| [ |
11GTS COLTL
TOLTL
[ |
26974
Coien 0510
I%m:._ mmm§
L9STN wmmi
omms 78910
0897V
o
sty 81978
oaTh 1197d
mmmﬂ . S.mg
wmm:_ E.mg
mmmﬂz oomﬁm
£991S
LSTA
e | Zo9TH
svsTa SmS
PPTL
mwms_ Smﬁ
\.mmﬁm \.mms
ommG ommﬁm
s197a GO
| 9810 ¢
£1574
] zz9Td
80STN
109Td ¢
| 90810
§0STd TT9TA
|

COSTA

66STD

LBSTL

| o6aTA
S6STL
0 ¥651a

06STO
68STH

SZ8Th

9T8IN
ST8TD
vI8TM

i

96.14

T6LTL

88LIYV

>

¥8L11
€8L1S
28.LTH

08LTL

6SLTT

9G8.1d

€9LTL

08410

8ELTH

YELTL
€eLTd

9zL1Yd

E2

e Molecule 2

23%

17%

60%

Chain J

06520
6852h

£892D

T8SCH

L.LSTS

8ELTA

0 BeLTL
0 €eLTa

9¢.L2d
veLes
0g.LTM
TrLey

20.LeL
1021

26924
06920

S89CA
¥892A

0892V
6.92D
8.9TS
1,92d
€L92H
99928
29924
LE9TO
0€923a

LTITH

[44°14

TT92A
01921

6652

L6STL

S69TL
0 $692a

52820

9182N
G182
v182M

96.2d
T6.T1

88LCV

¥8.21
€82S
[4:7k4"S
08.LTL
65.21
95.2d
€5.2L

05.2D0

E2

e Molecule 2

23%

18%

59%

Chain N

0 $69€d
|

069€D

683€D

£€89€D

T8SEH

LLS€ES

1.9

69S€H

L9SGEN
99sed

€9S€T
T9GeEN
095€D
B65SEL
855€EN
CSSEN
Shged
LESES
0€S€D

S1S€ed

€75¢eY

80SEN
L0Sed

S0S€d
YOSEY

COSEA

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-9278, 6MWV

Full wwPDB EM Validation Report

Page 9

veLes
0zZLEM
6T.LEN
8T.LEN
STLEI
TT.8Y

20.LEL
TOLEL

269€Yd

069€d

S89€A
¥89€x

139€d
089€Y
6.L9€D
8L9€S
L,9€d

SL9EL

€L9€%

999€S

£99€S

T99ed

259¢ed

0€9ed

LT9EH

L

TT9EA
0T9eL

66SED

LBSEL

S6SEL

SO 00O o0 o

¢

9T8EN
ST8€ED

€8LES
28.LeY

08LEL

B6SLET

95.Led

€GLEL

8ELEN

veLEL
€eLEA

9zLEY

11

EEEV-58 antibody heavy chai

e Molecule 3

7%

36%

56%

0 o
= ]
= =]

7%

Chain C

ToV

959

TSN

8
LYM

4

=3 w
< <
I“-hl

LEA
9EM
SeT
TEW

CER

<>
U)II
I
0

444

Tes

914

¥1d
EIN
(451
TTA

64

[474%)

8211

9CTA

9118
STTA

€111
¢TIl
TTTL

801D
LOTM

S0Ta
%011

20TI
1074
00TA

864
LBA

S64

eV
T6L
06d

044
69A
894

LTy

111

EEEV-58 antibody heavy chai

e Molecule 3

8%

6%

37%

56%

Chain G

TO0EV
090€X
6S0EL

L,50€d
9G0€D

YS0EN

<>

LEOEA
9E0EM
SE0€T
YE0EN

8C0EL
LTOEA

04

¢ scoss
HZOEV

T20€ESs
020€T

8TOEA

970€d

v10€d
E€TO0EN
CT0EN

0L0€4
690EA

890€4
1,90€Yd

¢

S90€X
790€4d
€90€d

S S oo

L1284

creen

i

SLTED

EEEV-58 antibody heavy cha

€L1ET

€91€d
c5eTed
TS1€d
0§7ed
(574598

svieT

cvieT

1n

e Molecule 3

9%

6%

37%

56%

Chain K

670D
8Y0VI
LYOVM

SY0ovd

0v0FY

R LDWIDE

erbDeBe

LEOVA
9E0VM
SEOVT
TEOTI

O

CEOVA

0 8TOVL
LTOVA

EEER

0 STOVS
iZ4Ja1

T20%s
020vI

8TOVA

91074

y10%d
ET0PN
TT0%y
TT0%A

60074

LO0YS
90070
S007A

i

200%I

¢

PROTEIN DATA BANK

W



EMD-9278, 6MWV

Full wwPDB EM Validation Report

Page 10

6907A
89074
L9074

79074
€907

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

L12vd

€ST¥d
(4157
TST¥d
0STvd
6VIVA

SY1¥1

111

EEEV-58 antibody heavy chai

e Molecule 3

6%

.

38% 7%

L 4

54%

Chain O

6%05D
8705
L%0SM

SY0SG4

008V

LE0SA
9E0SM
SE0ST
TE0SH

CE0SA

820SL
LTOSA

S20SS
¥2osv

T20SS
0Z0ST
8TO0SA
91053

¥108d

[44501

82191

9CTISA

€¢14d

0L0S4
690SA
89084
19094

¢

SG90S)
79054
€905

PARACES
[424:)'s

SLTSD

€L1ST

EEEV-58 antibody light cha

0 TL15d
0L184

o o o

€G7Sd
2¢§1s3E
TS18d
0G7Sd
(574578

SP19T

1n

e Molecule 4

6%

14%

43%

35%

Chain D

§99S
7994

195d

859SS
PASEL
EEEL

2§sa
TS890
0SSI

1
-

9%94

Y¥SH

0¥sa
6£SD

CESS
TESS

629N
823V

0 9281

vZss

[aacrl
T2SL

6TSL

¢TSL
T1SL

1053
9050

70SA

T0Sh

¢Tod
1294

8T9A
L1798

019D

809A
L09L

6.5D

LLST

LSV
TLSH

¢

00LH

9698
7694

889M

€891

7891
089%

LLOY

SL9K
L9
E€LON
TLON

0 TL9S

0.9b

0 6993
¢
-

S99L

€993

0990

L89d
9591

7590

299
TS9N

3

e Molecule 4

T1.4

80.LS

SOLA

EEEV-58 antibody light chain

6%

15%

43%

35%

Chain H

S99G€S

8GSES
LSS€Y

2S§5ed
TS9S€D
0GSET

L

9Y5€d

YYSEH

ovsea
6£SED

CTESES
TESES
0€geL
6CGEN
8TSEY

9TSET

i

2TSED
T2SEL

6TSEL

CTISEL
T1SEL

,0S€3d
905€D

70SEA

T0S€D

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-9278, 6MWV

=
)
o
Q
~
]
8
+~
<
=
G
-
=
M
an
)
[al
E
=
&

Page 11

9E9EN

Pe9eL
EEEY

TE9EN

i

<
[}
©
o
>

0 6z9€d

129e4d

6T9€L
8T9EA
LT9€S

i

0T9€D

809€A
LO9EL

L 2 4

¥09€L
£09€D

T09€D
009€4

86GEM
L6SET
96SEN
S6SEN

€65EM

.

9%9€A

6.S€D

LLSET

€LSEY
CTLSEN

SOLEA

00.LEH

£€89€T

T89€T
089€A

LLOEY

SL9EX
v.L9€X
€LIEN
CTL9EN
TL9ES
0L9€D
699€X

999€b

v59€d

299ex
T99eM

¥voed
EV9ER
cvoed
T79¢€d

B6E9ET
8E9EL

TT.LEY

e Molecule 4

80LES

n

EEEV-58 antibody light cha

6%

15%

41%

37%

8%

Chain L

L2 4

99978
Y9574

195%d

899%S
LGSPY
9G57Y

>

07Sva
6£SD

[43374

0€SYL
14537
0 8T9YY

i

0 9ZGYI

F

[44ciZ]
T2SPL

61S¥L

-

CTSTL
TIS¥L

L0S73d
90570

70S7A

10570

6E9VI
8E9VL

9E9TA

AN
EEIVY

0 TEIPN

i

0 629%
82971

¢T9vd
12974

8T9%A
L19%S

3

0797

8097A
L097.L

70971
€097

TO9%D
00974

8637M
L6SPT
9657
S6STN
£6S7M

06570

L8SVI

7857

LLSYI

ELSHY

¢

o o BB 24 4 4

SOLTA

00L%H

S69YS
Y6974

8897M

£89%1

18991
08974

LLOVY

SLOVA
YL9%%
E€LOVN
CTLOYN

TLO¥S
0L9%0
69973

99970
S99VL

€997

09970

LS9%d

73970

(4
TS9PM

9V9VA

¥v9vd
17453728
cvovd
1¥9%a

TT.L%d

e Molecule 4

80.L¥S

EEEV-58 antibody light chain

6%

15%

42%

36%

7%

Chain P

¢

99598
79954

i

T1985d

8G5SS
PASEEL S
955SY

¢5§5sa
TS890
0GSST

1
3

9%9S4

YYSSH

0vSSd
6£350

CESSS
T€S9SS

623SA
0 8259y

i

0 92581

22S8s0
T2SSL

F

6TSSL

CTSSL
TTSSL

,0Ss3
90550

70SSA

10550

9E9SA

7E9SL
EE9SY

0 TEISN

0 62953
82991

2294d
12954

8T9SA

L7968

0T959D

809GA
L0951

¢
¢
¢
¢
¢
¢

70931
€099D

T099D
00954

[ e6gsA |
869SM
L6991
965SN
S6SSN
CEEIN
€69SGM

L8SGST

%8940

6,550

LLSST

€LSSY
CLSSH

¢

00LSH

96998
76994

889SM

€8991

78991
08994

LLISY

SL9G4
V.L99%
€L9SN
CTLISN

TL9SS
04950
69993

99991

159Sd

75930

2599)
TS9SM

9795A

Y¥95d
€¥934
2¥9s4d
%950

6€9ST
8€9SL

TT.S4

80.LSS

S0LSA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 12

Full wwPDB EM Validation Report

EMD-9278, 6MWV

4 Experimental information (i)

Property Value Source
EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided
Number of particles used 7335 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor
CORRECTION
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /Az) 31 Depositor
Minimum defocus (nm) Not provided
Maximum defocus (nm) Not provided
Magnification Not provided
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 7.238 Depositor
Minimum map value -8.327 Depositor
Average map value 0.069 Depositor
Map value standard deviation 1.011 Depositor
Recommended contour level 0.7 Depositor
Map size (A) 907.2, 907.2, 907.2 wwPDB
Map dimensions 560, 560, 560 wwPDB
Map angles (°) 90.0, 90.0, 90.0 wwPDB
Pixel spacing (A) 1.62, 1.62, 1.62 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | a7 #|Z] >5 RMSZ #|Z| >5
1 A 0.44 0/3147 0.63 1/4294 (0.0%)
1 E 0.44 0/3147 0.63 1/4294 (0.0%)
1 | 0.44 0/3147 0.63 1/4294 (0.0%)
1 M 0.44 0/3147 0.63 1/4294 (0.0%)
2 B 0.43 0/2624 0.64 2/3571 (0.1%)
2 F 0.43 0/2624 0.64 2/3571 (0.1%)
2 J 0.43 0/2624 0.64 2/3571 (0.1%)
2 N 0.43 0/2624 0.64 2/3571 (0.1%)
3 C 0.84 5/1714 (0.3%) 1.15 12/2340 (0.5%)
3 G 0.84 5/1714 (0.3%) 1.15 12/2340 (0.5%)
3 K 0.84 5/1714 (0.3%) 1.15 12/2340 (0.5%)
3 0O 0.84 5/1714 (0.3%) 1.15 13/2340 (0.6%)
4 D 1.18 4/1634 (0.2%) 1.94 57/2232 (2.6%)
4 H 1.18 4/1634 (0.2%) 1.94 57/2232 (2.6%)
4 L 1.18 4/1634 (0.2%) 1.94 56,/2232 (2.5%)
4 P 1.18 4/1634 (0.2%) 1.94 57/2232 (2.6%)
All All 0.71 | 36/36476 (0.1%) | 1.09 | 288/49748 (0.6%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
1 E 0 1
1 I 0 1
1 M 0 1
All All 0 4
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 C o8 PRO N-CD 17.50 1.72 1.47
3 O 5058 | PRO N-CD 17.50 1.72 1.47
3 G 3058 | PRO N-CD 17.47 1.72 1.47
3 K 4058 | PRO N-CD 17.46 1.72 1.47
3 G 3041 | PRO N-CD 14.07 1.67 1.47
3 K 4041 | PRO N-CD 14.06 1.67 1.47
3 C 41 PRO N-CD 14.02 1.67 1.47
3 O 5041 | PRO N-CD 14.01 1.67 1.47
4 L 4514 | PRO N-CD 13.25 1.66 1.47
4 H 3514 | PRO N-CD 13.21 1.66 1.47
4 D 514 | PRO N-CD 13.21 1.66 1.47
4 P 5514 | PRO N-CD 13.19 1.66 1.47
3 O 5014 | PRO N-CD 9.55 1.61 1.47
3 K 4014 | PRO N-CD 9.53 1.61 1.47
3 G 3014 | PRO N-CD 9.51 1.61 1.47
3 C 14 | PRO N-CD 9.46 1.60 1.47
4 P 5544 | HIS CG-CD2 | 9.28 1.46 1.35
4 L 4544 | HIS | CG-CD2 | 9.28 1.46 1.35
4 D 544 | HIS | CG-CD2 | 9.26 1.46 1.35
4 H 3544 | HIS CG-CD2 | 9.24 1.46 1.35
4 D 542 | PRO N-CD 7.03 1.57 1.47
4 P 5542 | PRO N-CD 7.00 1.57 1.47
4 H 3542 | PRO N-CD 6.98 1.57 1.47
4 L 4542 | PRO N-CD 6.97 1.57 1.47
3 C 33 | PRO N-CD 6.25 1.56 1.47
3 O 5033 | PRO N-CD 6.24 1.56 1.47
3 G 3033 | PRO N-CD 6.23 1.56 1.47
3 K 4033 | PRO N-CD 6.20 1.56 1.47
4 P 5544 | HIS | CD2-NE2 | -5.16 1.32 1.37
3 G 3108 | GLY C-N 5.15 1.41 1.33
3 C 108 | GLY C-N 0.13 1.41 1.33
4 D 544 | HIS | CD2-NE2 | -5.12 1.32 1.37
4 H 3544 | HIS | CD2-NE2 | -5.12 1.32 1.37
3 K 4108 | GLY C-N 5.12 1.41 1.33
3 O 5108 | GLY C-N 5.11 1.41 1.33
4 L 4544 | HIS | CD2-NE2 | -5.09 1.32 1.37

All (288) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
4 P 5701 | GLU | CB-CG-CD | 12.70 134.18 112.60
4 L 4701 | GLU | CB-CG-CD | 12.69 134.17 112.60
4 H 3701 | GLU | CB-CG-CD | 12.68 134.16 112.60

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 D 701 | GLU | CB-CG-CD | 12.65 134.10 112.60
4 D 658 | VAL N-CA-C -8.97 100.07 110.21
4 P 5658 | VAL N-CA-C -8.95 100.09 110.21
4 L 4658 | VAL N-CA-C -8.95 100.10 110.21
4 H 3658 | VAL N-CA-C -8.93 100.12 110.21
4 P 5703 | HIS CA-CB-CG | -8.54 105.25 113.80
4 L 4703 | HIS CA-CB-CG | -8.53 105.27 113.80
4 H 3703 | HIS CA-CB-CG | -8.52 105.28 113.80
4 D 703 HIS CA-CB-CG | -8.48 105.32 113.80
4 P 9575 | LEU CA-C-O -8.13 111.60 120.30
4 D 575 | LEU CA-C-O -8.11 111.62 120.30
4 L 4575 | LEU CA-C-O -8.11 111.63 120.30
4 H 3575 | LEU CA-C-O -8.06 111.67 120.30
4 L 4674 | LYS CA-C-0O -7.84 111.68 121.88
4 H 3674 | LYS CA-C-O -7.82 111.72 121.88
4 P 5674 | LYS CA-C-O -7.80 111.74 121.88
4 D 674 | LYS CA-C-O -7.78 111.77 121.88
4 L 4658 | VAL CB-CA-C 7.7 120.15 111.45
4 P 5658 | VAL CB-CA-C 7.76 120.14 111.45
4 D 658 | VAL CB-CA-C 7.76 120.14 111.45
4 H 3658 | VAL CB-CA-C 7.73 120.11 111.45
4 L 4627 | GLU | CB-CG-CD | 7.49 125.33 112.60
4 P 5627 | GLU | CB-CG-CD | 7.48 125.31 112.60
4 H 3627 | GLU | CB-CG-CD | 7.48 125.31 112.60
4 D 627 | GLU | CB-CG-CD | 7.44 125.25 112.60
4 H 3589 | PHE CA-C-O -7.25 113.03 120.71
4 L 4589 | PHE CA-C-O -7.24 113.04 120.71
4 P 5589 | PHE CA-C-O -7.23 113.05 120.71
4 D 589 | PHE CA-C-O -7.21 113.06 120.71
4 L 4541 | LYS CA-C-O -6.96 113.66 120.97
4 D 541 | LYS CA-C-O -6.96 113.66 120.97
4 H 3541 | LYS CA-C-O -6.94 113.68 120.97
4 P 5541 | LYS CA-C-O -6.93 113.69 120.97
4 D 701 | GLU N-CA-CB 6.90 122.14 110.49
4 P 5701 | GLU N-CA-CB 6.90 122.15 110.49
4 H 3687 | ALA N-CA-C -6.88 103.79 111.28
4 L 4701 | GLU N-CA-CB 6.87 122.09 110.49
4 H 3701 | GLU N-CA-CB 6.86 122.09 110.49
4 L 4687 | ALA N-CA-C -6.86 103.81 111.28
4 D 687 | ALA N-CA-C -6.84 103.82 111.28
1 E 1265 | GLU N-CA-C -6.84 94.68 109.81
4 P 5687 | ALA N-CA-C -6.84 103.83 111.28

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 A 265 | GLU N-CA-C -6.83 94.72 109.81
1 I 2265 | GLU N-CA-C -6.82 94.74 109.81
1 M 3265 | GLU N-CA-C -6.82 94.74 109.81
4 P 5634 | THR | CA-CB-OG1 | -6.73 99.50 109.60
4 D 634 | THR | CA-CB-OG1 | -6.73 99.50 109.60
4 H 3634 | THR | CA-CB-OG1 | -6.73 99.51 109.60
4 L 4634 | THR | CA-CB-OG1 | -6.72 99.52 109.60
3 O 5004 | LEU N-CA-C -6.66 97.56 108.41
3 G 3004 | LEU N-CA-C -6.64 97.58 108.41
3 C 4 LEU N-CA-C -6.64 97.59 108.41
4 D 686 | ARG N-CA-C 6.63 118.30 111.14
3 K 4004 | LEU N-CA-C -6.62 97.61 108.41
4 L 4686 | ARG N-CA-C 6.62 118.29 111.14
4 H 3686 | ARG N-CA-C 6.62 118.29 111.14
4 P 5686 | ARG N-CA-C 6.60 118.27 111.14
4 H 3541 | LYS N-CA-C -6.53 101.84 110.40
3 G 3043 | LYS N-CA-C 6.53 124.71 110.80
3 O 5043 | LYS N-CA-C 6.52 124.70 110.80
3 C 43 LYS N-CA-C 6.52 124.68 110.80
4 P 5541 | LYS N-CA-C -6.51 101.87 110.40
3 K 4043 | LYS N-CA-C 6.51 124.67 110.80
4 D 541 LYS N-CA-C -6.51 101.88 110.40
3 G 3030 | THR N-CA-C 6.50 120.47 112.54
3 K 4030 | THR N-CA-C 6.47 120.44 112.54
4 L 4541 | LYS N-CA-C -6.47 101.92 110.40
3 O 5030 | THR N-CA-C 6.46 120.42 112.54
3 C 30 THR N-CA-C 6.44 120.39 112.54
4 H 3582 | THR CA-C-O 6.40 127.33 120.10
4 L 4582 | THR CA-C-O 6.38 127.31 120.10
4 P 5582 | THR CA-C-O 6.37 127.30 120.10
4 D 582 | THR CA-C-O 6.33 127.25 120.10
4 D 560 | VAL N-CA-C -6.14 101.20 107.89
4 H 3560 | VAL N-CA-C -6.13 101.21 107.89
4 P 5560 | VAL N-CA-C -6.12 101.22 107.89
4 L 4560 | VAL N-CA-C -6.11 101.23 107.89
4 H 3677 | ALA O-C-N 6.10 129.50 123.46
4 P 5635 | LEU | CA-CB-CG | 6.08 137.60 116.30
4 H 3635 | LEU | CA-CB-CG | 6.08 137.59 116.30
4 L 4635 | LEU | CA-CB-CG | 6.08 137.58 116.30
4 D 635 | LEU | CA-CB-CG | 6.08 137.57 116.30
4 D 677 | ALA 0O-C-N 6.08 129.47 123.46
4 L 4677 | ALA O-C-N 6.05 129.45 123.46

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 P 5677 | ALA O-C-N 6.03 129.43 123.46
4 L 4600 | PHE CA-C-O -5.98 114.23 121.28
4 H 3600 | PHE CA-C-O -5.97 114.23 121.28
4 D 600 | PHE CA-C-O -5.94 114.27 121.28
4 D 536 | ASN CA-C-O -5.92 114.42 121.11
4 P 5600 | PHE CA-C-O -5.92 114.29 121.28
4 P 5685 | ALA CA-C-N 5.91 128.48 120.44
4 P 5685 | ALA C-N-CA 5.91 128.48 120.44
4 H 3685 | ALA CA-C-N 5.90 128.46 120.44
4 H 3685 | ALA C-N-CA 5.90 128.46 120.44
4 L 4685 | ALA CA-C-N 5.90 128.46 120.44
4 L 4685 | ALA C-N-CA 5.90 128.46 120.44
4 P 5536 | ASN CA-C-O -5.89 114.45 121.11
4 H 3536 | ASN CA-C-0O -5.87 114.47 121.11
4 L 4536 | ASN CA-C-O -5.87 114.47 121.11
4 D 685 | ALA CA-C-N 5.86 128.41 120.44
4 D 685 | ALA C-N-CA 5.86 128.41 120.44
4 D 511 | THR CA-C-O -5.83 114.07 120.36
4 H 3554 | ASN CA-C-O -5.82 113.46 119.51
4 P 5511 | THR CA-C-O -5.81 114.08 120.36
4 H 3641 | ASP CA-C-O -5.81 114.80 121.54
4 D 641 | ASP CA-C-O -5.80 114.81 121.54
3 C 34 | MET N-CA-C 5.80 118.36 108.90
4 L 4511 | THR CA-C-O -5.79 114.11 120.36
4 L 4554 | ASN CA-C-O -5.78 113.50 119.51
4 P 5554 | ASN CA-C-O -5.78 113.50 119.51
2 F 1685 | TYR | CA-CB-CG | 5.78 124.30 113.90
3 G 3034 | MET N-CA-C 5.78 118.31 108.90
2 B 685 | TYR | CA-CB-CG | 5.77 124.29 113.90
4 H 3511 | THR CA-C-O -5.77 114.12 120.36
4 L 4641 | ASP CA-C-O -0.77 114.85 121.54
2 N 3685 | TYR | CA-CB-CG | 5.77 124.29 113.90
3 K 4034 | MET N-CA-C 5.76 118.28 108.90
3 O 5034 | MET N-CA-C 5.76 118.28 108.90
2 J 2685 | TYR | CA-CB-CG | 5.75 124.26 113.90
4 D 554 | ASN CA-C-O -0.75 113.53 119.51
4 P 5641 | ASP CA-C-O -5.75 114.87 121.54
4 L 4611 | GLN CA-C-N -5.68 114.09 119.89
4 L 4611 | GLN C-N-CA -5.68 114.09 119.89
3 G 3039 | GLN N-CA-C -5.67 98.10 108.02
3 K 4039 | GLN N-CA-C -5.66 98.11 108.02
3 O 5039 | GLN N-CA-C -5.66 98.12 108.02

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 P 5611 | GLN CA-C-N -5.65 114.14 119.90
4 P 5611 | GLN C-N-CA -5.65 114.14 119.90
3 C 39 GLN N-CA-C -5.64 98.14 108.02
4 H 3611 | GLN CA-C-N -5.64 114.15 119.90
4 H 3611 | GLN C-N-CA -5.64 114.15 119.90
4 D 611 | GLN CA-C-N -5.64 114.15 119.90
4 D 611 | GLN C-N-CA -5.64 114.15 119.90
4 H 3677 | ALA CA-C-O -5.64 114.90 121.10
4 H 3647 | VAL N-CA-CB 5.62 120.72 112.35
4 D 677 | ALA CA-C-O -5.62 114.92 121.10
4 L 4677 | ALA CA-C-O -5.61 114.93 121.10
4 P 5647 | VAL N-CA-CB 5.61 120.70 112.35
4 L 4647 | VAL N-CA-CB 5.60 120.69 112.35
4 P 5634 | THR | CA-CB-CG2 | 5.60 120.01 110.50
4 P 5677 | ALA CA-C-O -5.99 114.95 121.10
4 D 647 | VAL N-CA-CB 5.58 120.66 112.35
4 L 4634 | THR | CA-CB-CG2 | 5.56 119.95 110.50
4 D 634 | THR | CA-CB-CG2 | 5.55 119.94 110.50
4 L 4656 | THR | CA-CB-OG1 | -5.55 101.28 109.60
4 P 5656 | THR | CA-CB-OG1 | -5.54 101.30 109.60
4 D 656 | THR | CA-CB-OG1 | -5.53 101.31 109.60
4 H 3653 | VAL O-C-N 5.53 129.25 122.95
4 H 3634 | THR | CA-CB-CG2 | 5.53 119.90 110.50
4 D 653 | VAL O-C-N 5.52 129.25 122.95
4 H 3656 | THR | CA-CB-OG1 | -5.52 101.32 109.60
4 H 3563 | ARG N-CA-C -5.01 106.39 113.01
4 L 4653 | VAL O-C-N 5.01 129.23 122.95
4 L 4607 | THR CA-C-O -5.501 114.38 120.38
4 H 3607 | THR CA-C-O -5.50 114.39 120.38
4 P 5607 | THR CA-C-O -5.49 114.39 120.38
3 G 3111 | THR N-CA-C -5.49 99.34 108.34
3 O 5111 | THR N-CA-C -5.48 99.35 108.34
4 L 4563 | ARG N-CA-C -5.48 106.44 113.01
3 K 4111 | THR N-CA-C -5.48 99.36 108.34
4 L 4701 | GLU CA-C-N 5.48 132.15 121.41
4 L 4701 | GLU C-N-CA 5.48 132.15 121.41
4 P 5563 | ARG N-CA-C -0.47 106.44 113.01
3 C 111 | THR N-CA-C -5.47 99.37 108.34
4 D 563 | ARG N-CA-C -5.47 106.44 113.01
4 P 5701 | GLU CA-C-N 5.47 132.13 121.41
4 P 5701 | GLU C-N-CA 5.47 132.13 121.41
4 P 5653 | VAL O-C-N 5.47 129.19 122.95

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 D 607 | THR CA-C-O -5.46 114.43 120.38
4 P 5617 | SER O-C-N 5.46 130.01 123.13
4 D 701 | GLU CA-C-N 5.46 132.10 121.41
4 D 701 | GLU C-N-CA 5.46 132.10 121.41
4 D 617 | SER O-C-N 5.46 130.00 123.13
4 H 3701 | GLU CA-C-N 5.45 132.10 121.41
4 H 3701 | GLU C-N-CA 5.45 132.10 121.41
4 D 534 | CYS CA-C-O -5.44 115.67 122.03
4 H 3534 | CYS CA-C-O -0.42 115.69 122.03
4 L 4617 | SER O-C-N 5.42 129.96 123.13
4 L 4534 | CYS CA-C-O -0.41 115.70 122.03
4 P 5534 | CYS CA-C-O -5.40 115.71 122.03
4 H 3617 | SER 0O-C-N 5.39 129.93 123.13
4 H 3543 | ASP CA-C-O -5.39 112.81 120.51
4 L 4529 | VAL CA-C-O -5.38 114.71 121.11
4 H 3529 | VAL CA-C-O -5.38 114.71 121.11
4 L 4543 | ASP CA-C-O -5.37 112.83 120.51
4 D 543 | ASP CA-C-O -5.36 112.85 120.51
4 P 5529 | VAL CA-C-O -5.35 114.74 121.11
4 P 5543 | ASP CA-C-O -5.33 112.88 120.51
4 D 529 | VAL CA-C-O -5.32 114.78 121.11
3 G 3074 | ILE CA-C-O 5.24 127.33 120.78
4 P 5646 | VAL CA-C-O -5.22 114.74 120.43
4 L 4646 | VAL CA-C-O -5.22 114.74 120.43
4 H 3675 | TYR O-C-N 5.21 130.08 122.94
4 D 630 | THR | CA-CB-CG2 | 5.21 119.35 110.50
4 P 5630 | THR | CA-CB-CG2 | 5.21 119.35 110.50
4 H 3571 | ASP CA-C-N -5.20 113.78 122.21
4 H 3571 | ASP C-N-CA -5.20 113.78 122.21
4 P 2675 | TYR O-C-N 5.20 130.07 122.94
4 H 3630 | THR | CA-CB-CG2 | 5.20 119.34 110.50
3 C 74 ILE CA-C-O 5.20 127.27 120.78
3 K 4074 | ILE CA-C-O 5.19 127.27 120.78
4 H 3555 | ASN CA-C-O -5.19 114.80 120.36
4 L 4630 | THR | CA-CB-CG2 | 5.19 119.33 110.50
4 P 5513 | SER O-C-N 5.19 126.60 121.57
4 D 555 | ASN CA-C-O -5.19 114.81 120.36
4 L 4571 | ASP CA-C-N -5.19 113.81 122.21
4 L 4571 | ASP C-N-CA -5.19 113.81 122.21
4 P 55565 | ASN CA-C-O -5.18 114.81 120.36
4 D 646 | VAL CA-C-O -5.18 114.78 120.43
4 H 3513 | SER O-C-N 5.18 126.59 121.57

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 L 4675 | TYR O-C-N 5.18 130.04 122.94
3 G 3040 | ALA CA-C-N 5.18 126.31 119.84
3 G 3040 | ALA C-N-CA 5.18 126.31 119.84
4 p 5568 | LEU N-CA-C -5.18 100.46 108.90
4 D 675 | TYR O-C-N 5.17 130.03 122.94
3 O 5074 | ILE CA-C-O 5.17 127.25 120.78
3 C 40 ALA CA-C-N 5.17 126.30 119.84
3 C 40 ALA C-N-CA 5.17 126.30 119.84
4 D 568 | LEU N-CA-C -0.17 100.48 108.90
4 L 4555 | ASN CA-C-O -5.16 114.83 120.36
4 P 5623 | PRO CA-C-O -5.16 115.45 121.34
4 D 571 | ASP CA-C-N -5.16 113.85 122.21
4 D 571 | ASP C-N-CA -5.16 113.85 122.21
3 K 4040 | ALA CA-C-N 5.16 126.29 119.84
3 K 4040 | ALA C-N-CA 5.16 126.29 119.84
4 L 4513 | SER O-C-N 5.16 126.57 121.57
4 P 5571 | ASP CA-C-N -5.16 113.86 122.21
4 P 5571 | ASP C-N-CA -5.16 113.86 122.21
4 H 3646 | VAL CA-C-O -5.15 114.82 120.43
4 H 3568 | LEU N-CA-C -5.14 100.52 108.90
3 C o6 GLY O-C-N -5.14 116.44 122.50
4 L 4568 | LEU N-CA-C -5.14 100.52 108.90
4 H 3623 | PRO CA-C-O -5.14 115.48 121.34
4 L 4623 | PRO CA-C-O -5.14 115.48 121.34
4 D 513 | SER O-C-N 5.13 126.55 121.57
3 O 5040 | ALA CA-C-N 5.13 126.26 119.84
3 O 5040 | ALA C-N-CA 5.13 126.26 119.84
4 D 623 | PRO CA-C-O -5.12 115.50 121.34
4 H 3709 | LEU CB-CA-C 5.12 118.93 109.71
4 P 5549 | LEU CA-C-N 5.12 130.82 122.69
4 P 5549 | LEU C-N-CA 5.12 130.82 122.69
4 p 5709 | LEU CB-CA-C 5.10 118.89 109.71
4 D 709 | LEU CB-CA-C 5.10 118.89 109.71
4 L 4709 | LEU CB-CA-C 5.10 118.89 109.71
3 G 3001 | GLN CA-C-O -5.10 112.14 120.80
3 K 4001 | GLN CA-C-O -5.10 112.14 120.80
3 C 1 GLN CA-C-O -5.09 112.15 120.80
4 D 549 | LEU CA-C-N 5.09 130.78 122.69
4 D 549 | LEU C-N-CA 5.09 130.78 122.69
3 G 3056 | GLY 0O-C-N -5.09 116.50 122.50
3 O 5001 | GLN CA-C-O -5.09 112.15 120.80
3 K 4056 | GLY O-C-N -5.08 116.50 122.50

Continued on next page...
grDRe



Page 21

Full wwPDB EM Validation Report

EMD-9278, 6MWV

Continued from previous page...

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
4 L 4549 | LEU CA-C-N 5.08 130.78 122.69
4 L 4549 | LEU C-N-CA 5.08 130.78 122.69
4 D 623 | PRO N-CA-C -5.08 103.22 111.14
3 C 59 | THR N-CA-C -5.08 101.42 109.59
2 J 2823 | TRP | CA-CB-CG | 5.07 123.23 113.60
4 P 5623 | PRO N-CA-C -5.07 103.23 111.14
3 O 5056 | GLY O-C-N -5.07 116.52 122.50
4 L 4623 | PRO N-CA-C -5.06 103.24 111.14
4 D 560 | VAL O-C-N 5.06 125.96 121.41
2 N 3823 | TRP | CA-CB-CG | 5.06 123.21 113.60
3 G 3059 | THR N-CA-C -5.06 101.45 109.59
4 H 3626 | GLU | CB-CG-CD | 5.05 121.19 112.60
4 L 4647 | VAL | CA-CB-CG1 | 5.05 118.98 110.40
2 B 823 | TRP | CA-CB-CG | 5.05 123.19 113.60
4 H 3623 | PRO N-CA-C -5.05 103.27 111.14
4 H 3549 | LEU CA-C-N 5.04 130.70 122.69
4 H 3549 | LEU C-N-CA 5.04 130.70 122.69
4 H 3647 | VAL | CA-CB-CG1 | 5.04 118.97 110.40
3 O 5059 | THR N-CA-C -5.04 101.48 109.59
4 P 5647 | VAL | CA-CB-CG1 | 5.04 118.96 110.40
4 D 647 | VAL | CA-CB-CG1 | 5.03 118.96 110.40
3 K 4059 | THR N-CA-C -5.03 101.49 109.59
4 L 4560 | VAL O-C-N 5.03 125.94 121.41
4 L 4626 | GLU | CB-CG-CD | 5.03 121.15 112.60
2 F 1823 | TRP | CA-CB-CG | 5.03 123.16 113.60
4 P 5626 | GLU | CB-CG-CD | 5.03 121.15 112.60
4 D 626 | GLU | CB-CG-CD | 5.03 121.14 112.60
4 H 3619 | THR 0O-C-N 5.01 129.47 123.36
4 P 5560 | VAL O-C-N 5.01 125.92 121.41
4 H 3560 | VAL O-C-N 5.00 125.92 121.41
4 P 5579 | GLY N-CA-C -5.00 101.32 113.18
3 O 5095 | PHE O-C-N -5.00 116.86 123.21
4 D 579 | GLY N-CA-C -5.00 101.32 113.18

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 385 | LYS | Peptide
1 E 1385 | LYS | Peptide
1 I 2385 | LYS | Peptide
1 M 3385 | LYS | Peptide
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5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3063 0 2950 85 0
1 E 3063 0 2947 66 0
1 I 3063 0 2945 76 0
1 M 3063 0 2947 58 0
2 B 2550 0 2488 158 0
2 F 2550 0 2490 131 0
2 J 2550 0 2490 93 0
2 N 2550 0 2487 148 0
3 C 1671 0 1640 260 0
3 G 1671 0 1638 231 0
3 K 1671 0 1638 250 0
3 0O 1671 0 1634 267 0
4 D 1598 0 1525 258 0
4 H 1598 0 1524 245 0
4 L 1598 0 1522 195 0
4 P 1598 0 1524 215 0

All All 35528 0 34389 2055 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 29.

All (2055) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:0:5032:TYR:HE1 3:0:5100: TYR:CD1 1.00 1.69
3:0:5118:ALA:HB3 3:0:5150:PHE:CE2 1.17 1.69
2:B:543:LYS:HE2 4:D:534:CYS:SG 1.34 1.67
3:G:3118:ALA:HB3 3:G:3150:PHE:CE2 1.17 1.65
3:G:3032:TYR:HE1 3:G:3100: TYR:CD1 1.00 1.64
3:C:32:TYR:HE1 3:C:100:TYR:CD1 1.00 1.62
3:C:118:ALA:HB3 3:C:150:PHE:CE2 1.17 1.62
3:0:5032:TYR:CE1 3:0:5100: TYR:CD1 1.86 1.62
3:K:4032:TYR:CE1 3:K:4100:TYR:CD1 1.86 1.62
3:K:4032:TYR:HE1 3:K:4100: TYR:CD1 1.00 1.61
3:K:4118:ALA:HB3 3:K:4150:PHE:CE2 1.17 1.60

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:B:563:ILE:HG23 4:D:532:SER:CB 1.21 1.59
3:C:32:TYR:CE1 3:C:100: TYR:CD1 1.86 1.58
3:G:3032:TYR:CE1 3:G:3100: TYR:CD1 1.86 1.58
3:C:35:LEU:CD1 3:C:104:LEU:HD21 1.36 1.55
3:K:4035:LEU:HD13 | 3:K:4104:LEU:CD2 1.36 1.55
3:0:5035:LEU:CD1 | 3:0:5104:LEU:HD21 1.36 1.55
3:C:45:PHE:CZ 4:D:546:PHE:CZ 1.96 1.54
3:0:5045:PHE:CZ 4:P:5546:PHE:HZ 1.25 1.53
3:K:4045:PHE:CZ 4:1.:4546:PHE:HZ 1.25 1.53
3:G:3045:PHE:CZ 4:H:3546:PHE:HZ 1.25 1.53
3:C:35:LEU:HD13 3:C:104:LEU:CD2 1.36 1.52
3:C:45:PHE:CZ 4:D:546:PHE:HZ 1.25 1.52
3:G:3045:PHE:CZ 4:H:3546:PHE:CZ 1.96 1.52
3:0:5045:PHE:CZ 4:P:5546:PHE:CZ 1.96 1.52
3:K:4045:PHE:CZ 4:1.:4546:PHE:CZ 1.96 1.51
3:G:3035:LEU:HD13 | 3:G:3104:LEU:CD2 1.36 1.51
3:G:3035:LEU:CD1 | 3:G:3104:LEU:HD21 1.36 1.50
3:K:4035:LEU:CD1 3:K:4104:LEU:HD21 1.36 1.49
2:B:563:ILE:HG22 4:D:532:SER:N 1.21 1.49
3:0:5035:LEU:HD13 | 3:0:5104:LEU:CD2 1.36 1.49
3:C:118:ALA:CB 3:C:150:PHE:CE2 1.92 1.48
3:G:3118:ALA:CB 3:G:3150:PHE:CE2 1.92 1.48
2:B:678:SER:HB2 4:D:597:LEU:CD2 1.43 1.47
2:F:1546:GLY:N 3:G:3102:ILE:CD1 1.76 1.47
3:K:4118:ALA:CB 3:K:4150:PHE:CE2 1.93 1.47
3:0:5118:ALA:CB 3:0:5150:PHE:CE2 1.92 1.46
2:N:3681:GLN:HB2 3:0:5065:LYS:CE 1.40 1.45
3:C:58:PRO:CD 3:C:58:PRO:N 1.72 1.45
3:0:5058:PRO:N 3:0:5058:PRO:CD 1.72 1.44
2:N:3719:LYS:CD 3:0:5052:TYR:OH 1.66 1.43
3:C:102:ILE:CB 4:D:552:ASP:HB2 1.49 1.42
2:B:543:LYS:CE 4:D:534:CYS:SG 2.06 1.42
2:J:2680:ALA:N 3:K:4062:GLU:HG3 1.17 1.42
3:K:4102:ILE:CB 4:1.:4552: ASP:HB2 1.49 1.41
2:N:3680:ALA:C 3:0:5065:LYS:HD2 1.19 1.41
2:F:1546:GLY:N 3:G:3102:1LE:HD11 1.08 1.40
2:F:1544: THR:CG2 4:H:3534:CYS:SG 2.09 1.40
3:G:3102:ILE:CB 4:H:3552:ASP:HB2 1.49 1.40
2:B:562:SER:N 4:D:532:SER:HB2 1.36 1.39
2:N:3680:ALA:C 3:0:5062:GLU:OE1 1.66 1.38
3:K:4078: THR:HG21 3:K:4080:TYR:CZ 1.59 1.37

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:0:5078: THR:HG21 3:0:5080: TYR:CZ 1.59 1.37
3:G:3045:PHE:CE2 4:H:3546:PHE:CZ 2.14 1.36
3:C:78: THR:HG21 3:C:80:TYR:CZ 1.59 1.35
3:C:45:PHE:CE2 4:D:546:PHE:CZ 2.14 1.35
3:0:5045:PHE:CE2 4:P:5546:PHE:CZ 2.14 1.35
2:F:1562:SER:OG 4:H:3532:SER:CA 1.71 1.35
2:B:563:ILE:CG2 4:D:532:SER:N 1.89 1.35
3:K:4045:PHE:CE2 4:1.:4546:PHE:CZ 2.14 1.34
3:K:4058:PRO:CD 3:K:4058:PRO:N 1.72 1.34
3:0:5032:TYR:OH 3:0:5100: TYR:CZ 1.69 1.34
2:J:2720: TRP:CZ3 3:K:4057:GLU:OE2 1.80 1.34
3:G:3078: THR:HG21 3:G:3080: TYR:CZ 1.59 1.33
2:B:718:LYS:NZ 4:D:596:ASN:HB2 1.40 1.33
2:B:547:-VAL:HG22 3:C:102:ILE:CD1 1.54 1.32
3:G:3032: TYR:OH 3:G:3100: TYR:CZ 1.68 1.32
2:N:3680:ALA:C 3:0:5065:LYS:CD 1.98 1.32
1:A:1:TYR:N 1:1:2385:LYS:CD 1.80 1.31
2:N:3719:LYS:CG 3:0:5052: TYR:OH 1.78 1.31
3:C:32:TYR:OH 3:C:100:TYR:CE1 1.84 1.31
3:C:32:TYR:OH 3:C:100:TYR:CZ 1.69 1.30
3:K:4032:TYR:OH 3:K:4100: TYR:CE1 1.84 1.30
3:G:3032:TYR:OH 3:G:3100: TYR:CE1 1.84 1.30
3:G:3002:ILE:CD1 3:G:3098:ARG:NH1 1.95 1.29
3:C:2:.ILE:CD1 3:C:98:ARG:NH1 1.95 1.29
3:0:5002:ILE:CD1 3:0:5098:ARG:NH1 1.95 1.29
3:0:5032:TYR:OH 3:0:5100: TYR:CE1 1.84 1.29
2:N:3680:ALA:CA 3:0:5062:GLU:OE1 1.81 1.29
2:B:678:SER:CB 4:D:597:LEU:HD22 1.63 1.28
2:F:1560: GLN:N 4:H:3595:ASN:OD1 1.65 1.28
3:K:4032:TYR:OH 3:K:4100: TYR:CZ 1.68 1.27
2:B:718:LYS:HD2 3:C:59:THR:CG2 1.65 1.27
3:G:3058:PRO:CD 3:G:3058:PRO:N 1.72 1.27
3:K:4002:ILE:CD1 3:K:4098:ARG:NH1 1.95 1.27
2:N:3719:LYS:HD2 3:0:5052: TYR:OH 1.13 1.26
3:K:4032:TYR:CE1 3:K:4100: TYR:CG 2.24 1.25
3:G:3102:ILE:HB 4:H:3552:ASP:CB 1.66 1.25
3:0:5032:TYR:CE1 3:0:5100: TYR:CG 2.24 1.25
3:0:5102:ILE:HB 4:P:5552:ASP:CB 1.66 1.25
3:0:5102:ILE:CB 4:P:5552:ASP:HB2 1.49 1.25
3:C:32:TYR:CE1 3:C:100:TYR:CG 2.24 1.24
3:G:3032: TYR:CE1 3:G:3100: TYR:CG 2.24 1.24

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

3:K:4102:ILE:HB 4:1.:4552:ASP:CB 1.66 1.23
3:C:102:ILE:HB 4:D:552:ASP:CB 1.66 1.23
2:F:1546:GLY:H 3:G:3102:1LE:CD1 1.42 1.23
2:B:563:ILE:CG2 4:D:532:SER:CB 2.17 1.22
3:K:4021:SER:OG 3:K:4080: TYR:CE2 1.92 1.22
2:N:3563:ILE:CG2 4:P:5532:SER:HA 1.68 1.22
3:C:21:SER:OG 3:C:80:TYR:HE2 1.21 1.22
1:A:1:TYR:H1 1:1:2385:LYS:CD 1.46 1.21
2:B:545:ASP:0OD1 3:C:102:ILE:HD13 1.34 1.21
2:N:3680:ALA:O 3:0:5062:GLU:OE1 1.57 1.21
3:G:3217:ARG:NH2 4:H:3622:PRO:HD2 1.55 1.21
3:C:21:SER:OG 3:C:80:TYR:CE2 1.92 1.21
3:0:5217:ARG:NH2 4:P:5622:PRO:HD2 1.55 1.21
2:N:3563:ILE:HG21 4:P:5532:SER:N 1.53 1.20
2:B:563:ILE:HG23 4:D:532:SER:OG 1.41 1.20
3:G:3045:PHE:HZ 4:H:3546:PHE:CZ 1.43 1.20
2:B:562:SER:O 4:D:532:SER:HA 1.03 1.20
3:C:45:PHE:HZ 4:D:546:PHE:CZ 1.43 1.20
2:N:3563:ILE:HG22 4:P:5531:SER:O 1.40 1.20
3:G:3021:SER:OG 3:G:3080: TYR:CE2 1.92 1.19
2:F:1676:VAL:H 4:H:3501:GLN:CD 1.49 1.19
3:C:78: THR:CG2 3:C:80:TYR:CZ 2.26 1.19
2:J:2680:ALA:N 3:K:4062:GLU:CG 2.04 1.19
3:G:3078: THR:CG2 3:G:3080: TYR:CZ 2.26 1.18
3:C:32:TYR:HE1 3:C:100:TYR:CG 1.61 1.18
3:K:4078: THR:CG2 3:K:4080: TYR:CZ 2.26 1.18
3:0:5078: THR:CG2 3:0:5080:TYR:CZ 2.26 1.18
3:K:4045:PHE:HZ 4:1.:4546:PHE:CZ 1.43 1.18
3:C:217:ARG:NH2 4:D:622:PRO:HD2 1.55 1.17
4:D:514:PRO:CG 4:D:609:LEU:O 1.93 1.17
3:0:5032:TYR:HE1 3:0:5100: TYR:CG 1.61 1.17
3:0:5102:ILE:HG22 4:P:5534:CYS:HB3 1.25 1.17
4:H:3514:PRO:CG 4:H:3609:LEU:O 1.93 1.17
3:K:4217:ARG:NH2 4:1.:4622:PRO:HD2 1.55 1.17
2:B:562:SER:O 4:D:532:SER:CA 1.94 1.16
4:P:5514:PRO:CG 4:P:5609:LEU:O 1.93 1.16
1:A:1:TYR:H1 1:1:2385:LYS:HD2 1.01 1.16
4:H:3514:PRO:HG3 4:H:3609:LEU:O 1.45 1.16
2:N:3681:GLN:CB 3:0:5065:LYS:CE 2.08 1.16
2:N:3678:SER:OG 3:0:5061:ALA:HB2 1.41 1.16
3:0:5021:SER:OG 3:0:5080: TYR:CE2 1.92 1.15

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:B:563:ILE:CG2 4:D:532:SER:H 1.54 1.15
2:N:3563:ILE:CG2 4:P:5532:SER:CA 2.25 1.15
3:K:4102:ILE:HG22 4:1.:4534:CYS:HB3 1.25 1.15
1:A:1:TYR:N 1:1:2385:LYS:HD3 1.44 1.15
4:D:514:PRO:HG3 4:D:609:LEU:O 1.45 1.15
1:A:123:LYS:HE2 1:E:1150:ASN:HD22 1.06 1.14
2:B:718:LYS:CE 4:D:596:ASN:HB2 1.76 1.14
2:F:1680:ALA:O 3:G:3062:GLU:HG2 1.47 1.14
2:B:560:GLN:HB2 4:D:595:ASN:HA 1.19 1.14
2:B:563:1ILE:HG23 4:D:532:SER:HB3 1.21 1.14
2:J:2720: TRP:CH2 3:K:4057:GLU:OE2 1.98 1.14
4:1.:4514:PRO:CG 4:1:4609:LEU:O 1.93 1.14
2:F:1545:ASP:HB2 3:G:3102:1ILE:HA 1.17 1.14
2:B:547:-VAL:CG2 3:C:102:ILE:HD11 1.77 1.14
3:G:3021:SER:OG 3:G:3080:TYR:HE2 1.21 1.14
2:B:543:LYS:NZ 3:C:102:ILE:HG21 1.61 1.13
3:G:3032:TYR:HE1 3:G:3100: TYR:CG 1.61 1.13
1:A:150:ASN:HD22 1:E:1123:LYS:HE2 1.06 1.13
2:F:1676:VAL:CG2 | 4:H:3501:GLN:HE21 1.62 1.13
3:G:3002:ILE:HD11 3:G:3098:ARG:NH1 1.62 1.13
3:0:5021:SER:OG 3:0:5080: TYR:HE2 1.21 1.13
4:1.:4514:PRO:HG3 4:1.:4609:LEU:O 1.45 1.12
2:B:718:LYS:CB 3:C:59:THR:HG23 1.78 1.12
3:C:35:LEU:CD2 3:C:37:VAL:HG23 1.80 1.12
2:J:2678:SER:OG 3:K:4062:GLU:N 1.83 1.12
2:F:1678:SER:OG 4:H:3597:LEU:CD1 1.79 1.11
3:G:3035:LEU:CD2 | 3:G:3037:VAL:HG23 1.80 1.11
2:F:1544: THR:HG22 4:H:3534:CYS:SG 1.81 1.11
3:K:4021:SER:OG 3:K:4080: TYR:HE2 1.21 1.11
3:C:102:ILE:HG13 4:D:552:ASP:CG 1.75 1.11
4:P:5514:PRO:HG3 4:P:5609:LEU:O 1.45 1.11
2:F:1560: GLN:HG3 4:H:3595:ASN:OD1 1.49 1.11
2:F:1678:SER:OG 4:H:3597:LEU:HD13 1.37 1.10
3:G:3035:LEU:CD2 3:G:3037:VAL:CG2 2.29 1.10
3:C:35:LEU:CD2 3:C:37:VAL:CG2 2.29 1.10
3:G:3102:ILE:HG22 4:H:3534:CYS:HB3 1.25 1.10
3:K:4035:LEU:CD2 3:K:4037:VAL:CG2 2.29 1.10
2:N:3680:ALA:N 3:0:5062:GLU:OE1 1.83 1.10
3:0:5035:LEU:CD2 | 3:0:5037:VAL:HG23 1.80 1.10
3:K:4035:LEU:CD2 | 3:K:4037:VAL:HG23 1.80 1.10
3:K:4102:ILE:HG13 4:1.:4552:ASP:CG 1.76 1.10
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
2:N:3563:ILE:CG2 4:P:5531:SER:C 2.23 1.10
2:N:3563:ILE:HG23 4:P:5532:SER:HA 1.11 1.10
3:0:5035:LEU:CD2 3:0:5037:VAL:CG2 2.29 1.09
2:B:718:LYS:CD 3:C:59:THR:CG2 2.28 1.09
3:C:102:ILE:HG22 4:D:534:CYS:HB3 1.25 1.09
3:G:3102:ILE:HG13 4:H:3552:ASP:CG 1.76 1.09
3:0:5045:PHE:HZ 4:P:5546:PHE:CZ 1.43 1.08
3:G:3118:ALA:HB3 3:G:3150:PHE:CZ 1.88 1.08
3:C:2:ILE:HD11 3:C:98:ARG:NH1 1.62 1.08
2:N:3677:PRO:O 4:P:5597.LEU:HD22 1.52 1.08
2:N:3678:SER:OG 3:0:5061:ALA:CB 1.91 1.08
3:K:4032:TYR:HE1 3:K:4100: TYR:CG 1.61 1.08
2:B:561:LYS:C 4:D:532:SER:HB2 1.79 1.08
2:J:2562:SER:HG 4:1.:4593: TRP:CD1 1.70 1.08
3:K:4118:ALA:HB3 3:K:4150:PHE:CZ 1.88 1.08
3:C:118:ALA:HB3 3:C:150:PHE:CZ 1.88 1.07
2:B:718:LYS:CD 3:C:59:THR:HG21 1.82 1.07
3:0:5118:ALA:HB3 3:0:5150:PHE:CZ 1.88 1.07
2:B:545:ASP:0OD1 3:C:102:ILE:CD1 2.02 1.07
2:F:1545:ASP:CB 3:G:3102:ILE:HA 1.78 1.06
3:K:4102:1LE:HG21 4:1.:4552:ASP:0OD1 1.55 1.06
2:F:1718:LYS:CD 4:H:3596:ASN:O 2.03 1.06
2:N:3681:GLN:HA 3:0:5065:LYS:HD3 1.37 1.06
2:F:1560:GLN:H 4:H:3595:ASN:CG 1.60 1.06
2:F:1676:VAL:CG2 4:H:3501:GLN:NE2 2.17 1.06
2:J:2680:ALA:H 3:K:4062:GLU:CG 1.64 1.06
2:B:563:1ILE:HG23 4:D:532:SER:CA 1.83 1.06
3:G:3102:ILE:HG21 4:H:3552:ASP:OD1 1.55 1.06
3:K:4002:1LE:HD11 | 3:K:4098:ARG:HH12 1.12 1.06
3:0:5039:GLN:NE2 3:0:5045:PHE:CE1 2.24 1.06
3:C:39:GLN:NE2 3:C:45:PHE:CE1 2.24 1.05
2:B:562:SER:N 4:D:532:SER:CB 2.19 1.05
2:F:1677:PRO:CA 4:H:3501:GLN:HB2 1.85 1.05
2:F:1677:PRO:HA 4:H:3501:GLN:HB2 1.11 1.05
2:F:1676:VAL:HG22 | 4:H:3501:GLN:NE2 1.70 1.05
3:C:2:ILE:HD11 3:C:98:ARG:HH12 1.12 1.05
4:1.:4514:PRO:HD3 4:1.:4609:LEU:CB 1.87 1.05
3:0:5102:ILE:HG21 4:P:5552:ASP:0OD1 1.55 1.05
4:H:3514:PRO:HD3 4:H:3609:LEU:CB 1.87 1.04
3:K:4039:GLN:NE2 3:K:4045:PHE:CE1 2.24 1.04
3:G:3039:GLN:NE2 3:G:3045:PHE:CE1 2.24 1.04
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3:K:4002:ILE:HD11 | 3:K:4098:ARG:NH1 1.62 1.04
3:K:4045:PHE:CE2 4:1.:4546:PHE:CE1 2.46 1.04
2:N:3559: THR:HG22 4:P:5594:TYR:O 1.24 1.04
3:G:3045:PHE:CE2 4:H:3546:PHE:CE1 2.46 1.04
2:F:1544: THR:HG23 4:H:3534:CYS:SG 1.95 1.04
2:F:1562:SER:OG 4:H:3532:SER:HA 0.87 1.04
2:N:3718:LYS:0O 3:0:5052: TYR:HE2 1.40 1.04
1:A:22:PRO:HB3 1:1:2382:LYS:CB 1.88 1.04
4:P:5514:PRO:HD3 4:P:5609:LEU:CB 1.87 1.04
2:F:1718:LYS:HD2 4:H:3596:ASN:O 1.55 1.03
2:N:3563:ILE:HG21 4:P:5531:SER:C 1.83 1.03
2:B:560:GLN:CB 4:D:595:ASN:HA 1.88 1.03
3:C:102:ILE:HG21 4:D:552:ASP:0OD1 1.55 1.03
3:0:5045:PHE:CE2 4:P:5546:PHE:CE1 2.46 1.03
3:C:45:PHE:CE2 4:D:546:PHE:CE1 2.46 1.03
4:D:514:PRO:HD3 4:D:609:LEU:CB 1.87 1.03
3:0:5002:ILE:HD11 | 3:0:5098:ARG:HH12 1.12 1.03
2:N:3559: THR:CG2 4:P:5594:TYR:O 0.75 1.03
3:C:102:ILE:CB 4:D:552:ASP:CB 2.30 1.02
2:B:718:LYS:HE3 4:D:596:ASN:O 1.60 1.02
2:F:1676:VAL:HG23 | 4:H:3501:GLN:HE21 1.18 1.02
3:K:4102:1ILE:CB 4:1.:4552:ASP:CB 2.30 1.02
2:N:3680:ALA:CA 3:0:5065:LYS:HD2 1.88 1.02
2:J:2679:GLY:C 3:K:4062:GLU:HG3 1.84 1.01
3:K:4045:PHE:CZ 4:1.:4546:PHE:CE1 2.48 1.01
2:B:562:SER:C 4:D:532:SER:HA 1.85 1.01
3:G:3002:ILE:HD11 | 3:G:3098:ARG:HH12 1.12 1.01
2:B:562:SER:C 4:D:532:SER:CB 2.33 1.01
2:B:562:SER:C 4:D:532:SER:HB3 1.83 1.01
3:G:3045:PHE:CZ 4:H:3546:PHE:CE1 2.48 1.01
2:B:563:ILE:CG2 4:D:532:SER:OG 2.06 1.01
3:C:45:PHE:CZ 4:D:546:PHE:CE1 2.48 1.01
2:N:3563:ILE:HG21 4:P:5532:SER:CA 1.88 1.01
2:N:3718:LYS:O 3:0:5052:TYR:CE2 2.14 1.00
3:C:35:LEU:HD21 3:C:37:VAL:HG22 1.43 1.00
1:A:152:GLU:OE2 1:E:1177:-LYS:NZ 1.95 1.00
2:N:3559: THR:HG23 4:P:5594:TYR:O 1.60 1.00
3:0:5045:PHE:CZ 4:P:5546:PHE:CE1 2.48 1.00
3:G:3035:LEU:HD21 | 3:G:3037:VAL:HG22 1.43 1.00
2:N:3680:ALA:HB3 3:0:5062:GLU:OE2 1.61 1.00
3:C:32:TYR:CZ 3:C:100:TYR:CE1 2.50 0.99
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3:0:5032: TYR:CZ 3:0:5100: TYR:CE1 2.50 0.99
3:C:45:PHE:HE2 4:D:546:PHE:CZ 1.80 0.99
3:0:5002:ILE:HD11 3:0:5098:ARG:NH1 1.62 0.99
3:0:5035:LEU:HD21 | 3:0:5037:VAL:HG22 1.43 0.99
2:N:3675: THR:HG21 4:P:5501:GLN:CD 1.87 0.99
3:0:5011:VAL:HG11 3:0:5151:PRO:CB 1.93 0.99
2:F:1676:VAL:N 4:H:3501:GLN:CD 2.15 0.99
3:K:4035:LEU:HD21 | 3:K:4037:VAL:HG22 1.43 0.99
1:A:150:ASN:ND2 1:E:1123:LYS:HE2 1.77 0.99
3:C:97:VAL:HG11 3:C:104:LEU:HD23 1.46 0.98
2:J:2562:SER:HG 4:1.:4593: TRP:HD1 1.02 0.98
1:A:123:LYS:HE2 1:E:1150:ASN:ND2 1.77 0.98
1:A:177:LYS:NZ 1:E:1152:GLU:OE2 1.95 0.98
4:H:3563:ARG:NH2 4:H:3584:ASP:0OD1 1.96 0.98
3:G:3097:VAL:HG11 | 3:G:3104:LEU:HD23 1.45 0.98
2:N:3719:LYS:CG 3:0:5052:TYR:CZ 2.47 0.98
3:C:11:VAL:HG11 3:C:151:PRO:CB 1.93 0.98
2:N:3681:GLN:CA 3:0:5065:LYS:HD3 1.87 0.98
3:0:5097:VAL:HG11 | 3:0:5104:LEU:HD23 1.45 0.98
3:K:4011:VAL:HG11 3:K:4151:PRO:CB 1.93 0.98
3:K:4032:TYR:CZ 3:K:4100: TYR:CE1 2.50 0.98
3:G:3011:VAL:HG11 3:G:3151:PRO:CB 1.93 0.98
3:G:3032:TYR:CZ 3:G:3100: TYR:CE1 2.50 0.98
3:K:4102:ILE:CG2 4:1.:4534:CYS:HB3 1.94 0.98
2:F:1562:SER:O 4:H:3531:SER:OG 1.82 0.97
3:G:3032:TYR:CE1 3:G:3100: TYR:CE1 2.52 0.97
4:1.:4563:ARG:NH2 4:1.:4584:ASP:0OD1 1.96 0.97
4:D:563:ARG:NH2 4:D:584:ASP:0OD1 1.96 0.97
2:F:1545:ASP:C 3:G:3102:ILE:CD1 2.29 0.97
3:G:3045:PHE:HE2 4:H:3546:PHE:CZ 1.80 0.97
4:D:513:SER:OG 4:D:609:LEU:HD22 1.65 0.97
2:B:563:ILE:HG22 4:D:531:SER:C 1.88 0.97
2:F:1561:LYS:HA 4:H:3532:SER:OG 1.62 0.97
4:P:5513:SER:OG 4:P:5609:LEU:HD22 1.65 0.97
3:G:3217:ARG:HH21 | 4:H:3622:PRO:HD2 1.18 0.97
4:1.:4513:SER:OG 4:1.:4609:LEU:HD22 1.65 0.97
2:N:3560:GLN:N 4:P:5595:ASN:O 1.97 0.97
4:P:5563:ARG:NH2 4:P:5584:ASP:0OD1 1.96 0.97
3:G:3102:ILE:CG2 4:H:3534:CYS:HB3 1.94 0.97
4:H:3513:SER:OG 4:H:3609:LEU:HD22 1.65 0.97
3:0:5045:PHE:HE2 4:P:5546:PHE:CZ 1.80 0.97
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3:C:32:TYR:CE1 3:C:100:TYR:CE1 2.52 0.96
2:J:2562:SER:OG 4:1.:4593: TRP:HD1 1.48 0.96
3:C:102:ILE:CG2 4:D:534:CYS:HB3 1.94 0.96
2:B:718:LYS:NZ 4:D:596:ASN:CB 2.28 0.96
3:0:5032:TYR:CE1 3:0:5100: TYR:CE1 2.52 0.96
3:K:4032:TYR:CE1 3:K:4100: TYR:CE1 2.52 0.96
3:K:4097:VAL:HG11 | 3:K:4104:LEU:HD23 1.46 0.96
3:0:5011:VAL:HG21 3:0:5152:GLU:H 1.29 0.96
3:0:5102:1ILE:CG2 4:P:5534:CYS:HB3 1.94 0.96
3:C:11:VAL:HG21 3:C:152:GLU:H 1.29 0.96
2:F:1544: THR:HG1 4:H:3593: TRP:CD1 1.82 0.95
3:G:3102:ILE:CB 4:H:3552:ASP:CB 2.30 0.95
1:A:22:PRO:HB3 1:1:2382:LYS:HB3 1.46 0.95
4:P:5631:ASN:HA 4:P:5685:ALA:HB2 1.47 0.95
3:G:3102:ILE:HG23 4:H:3534:CYS:SG 2.07 0.95
4:1.:4631:ASN:HA 4:1.:4685:ALA:HB2 1.47 0.95
3:0:5035:LEU:HD22 | 3:0:5037:VAL:HG23 1.48 0.95
2:B:563:ILE:N 4:D:532:SER:HB3 1.82 0.95
2:N:3675:THR:HG21 | 4:P:5501:GLN:NE2 1.80 0.95
3:K:4011:VAL:HG21 3:K:4152:GLU:H 1.29 0.95
3:K:4035:LEU:HD22 | 3:K:4037:VAL:HG23 1.48 0.95
3:0:5102:ILE:HG23 4:P:5534:CYS:SG 2.07 0.94
2:J:2720: TRP:HZ3 3:K:4057:GLU:OE2 1.50 0.94
4:D:631:ASN:HA 4:D:685:ALA:HB2 1.47 0.94
2:N:3563:1LE:HG22 4:P:5531:SER:C 1.89 0.94
2:N:3559: THR:HG22 4:P:5596:ASN:H 1.30 0.94
3:0:5032:TYR:HE1 3:0:5100: TYR:HD1 1.13 0.94
4:1.:4694: TYR:HB2 | 4:1.:4709:LEU:HD22 1.50 0.94
3:G:3011:VAL:HG21 3:G:3152:GLU:H 1.29 0.94
3:G:3032:TYR:CZ 3:G:3100: TYR:CD1 2.56 0.94
2:F:1545:ASP:C 3:G:3102:ILE:HD13 1.89 0.93
3:K:4032:TYR:CZ 3:K:4100: TYR:CD1 2.56 0.93
3:K:4217:ARG:HH21 | 4:1:4622:PRO:HD2 1.18 0.93
3:C:102:ILE:HG23 4:D:534:CYS:SG 2.07 0.93
4:D:694: TYR:HB2 4:D:709:LEU:HD22 1.50 0.93
3:0:5097:-VAL:CG1 | 3:0:5104:LEU:HD23 1.98 0.93
3:C:35:LEU:HD22 3:C:37:VAL:HG23 1.48 0.93
3:K:4102:ILE:HG23 4:1.:4534:CYS:SG 2.07 0.93
3:0:5217:ARG:HH21 | 4:P:5622:PRO:HD2 1.19 0.93
3:C:32:TYR:CZ 3:C:100:TYR:CD1 2.56 0.93
2:B:543:LYS:NZ 4:D:534:CYS:SG 2.41 0.93
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:563:ILE:CG2 4:D:532:SER:CA 2.44 0.93
3:K:4118:ALA:HB1 3:K:4150:PHE:CE2 2.03 0.93
3:G:3097:VAL:CG1 | 3:G:3104:LEU:HD23 1.98 0.92
3:G:3035:LEU:HD21 | 3:G:3037:VAL:CG2 1.98 0.92
3:K:4097:VAL:CG1 | 3:K:4104:LEU:HD23 1.98 0.92
3:0:5032:TYR:CZ 3:0:5100: TYR:CD1 2.56 0.92
4:H:3631:ASN:HA 4:H:3685:ALA:HB2 1.47 0.92
2:J:2678:SER:H 3:K:4062:GLU:HG2 1.31 0.92
2:N:3563:1LE:CG2 4:P:5531:SER:O 2.16 0.92
3:C:217:ARG:HH21 4:D:622:PRO:HD2 1.18 0.92
2:B:543:LYS:HD3 3:C:102:ILE:HD12 1.52 0.92
2:N:3681:GLN:CB 3:0:5065:LYS:HE2 1.82 0.92
3:0:5078: THR:HG21 | 3:0:5080:TYR:OH 1.69 0.92
3:C:78: THR:HG21 3:C:80:TYR:OH 1.69 0.92
3:C:118:ALA:HB1 3:C:150:PHE:CE2 2.03 0.92
3:G:3118:ALA:HB1 3:G:3150:PHE:CE2 2.03 0.92
1:A:150:ASN:HD22 1:E:1123:LYS:CE 1.83 0.92
3:K:4035:LEU:HD21 | 3:K:4037:VAL:CG2 1.98 0.92
3:C:97:VAL:CG1 3:C:104:LEU:HD23 1.98 0.91
2:B:718:LYS:HZ1 4:D:596:ASN:CB 1.83 0.91
3:G:3035:LEU:HD22 | 3:G:3037:VAL:HG23 1.48 0.91
3:G:3118:ALA:CB 3:G:3150:PHE:CZ 2.51 0.91
4:P:5694:TYR:HB2 | 4:P:5709:LEU:HD22 1.50 0.91
3:K:4032:TYR:HE1 3:K:4100: TYR:HD1 1.13 0.91
2:B:547:VAL:CG2 3:C:102:ILE:CG1 2.49 0.91
4:H:3694:TYR:HB2 | 4:H:3709:LEU:HD22 1.50 0.91
3:C:11:VAL:HG11 3:C:151:PRO:HB3 1.53 0.90
2:N:3719:LYS:HG2 3:0:5052:TYR:CZ 2.04 0.90
3:G:3011:VAL:HG21 3:G:3152:GLU:N 1.87 0.90
3:0:5011:VAL:HG11 | 3:0:5151:PRO:HB3 1.53 0.90
3:K:4118:ALA:CB 3:K:4150:PHE:CZ 2.51 0.90
2:B:718:LYS:HZ1 4:D:596:ASN:HB2 1.10 0.90
3:C:11:VAL:HG21 3:C:152:GLU:N 1.87 0.90
2:F:1562:SER:HG 4:H:3532:SER:HA 1.10 0.90
2:J:2680:ALA:H 3:K:4062:GLU:HG3 1.09 0.90
3:K:4045:PHE:HE2 4:1.:4546:PHE:CZ 1.80 0.90
4:1.:4552:ASP:HB3 4:1.:4555: ASN:ND2 1.87 0.90
1:A:123:LYS:CE 1:E:1150:ASN:HD22 1.83 0.90
2:B:562:SER:C 4:D:532:SER:CA 2.44 0.90
3:G:3078: THR:HG21 | 3:G:3080:TYR:OH 1.69 0.90
3:K:4011:VAL:HG21 3:K:4152:GLU:N 1.87 0.90
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3:C:35:LEU:HD21 3:C:37:VAL:CG2 1.98 0.89
3:G:3011:VAL:HG11 | 3:G:3151:PRO:HB3 1.53 0.89
3:K:4078: THR:HG21 3:K:4080: TYR:OH 1.69 0.89
2:N:3560:GLN:H 4:P:5595:ASN:C 1.66 0.89
3:0:5118:ALA:HB1 3:0:5150:PHE:CE2 2.02 0.89
4:P:5552:ASP:HB3 4:P:5555:ASN:ND2 1.87 0.89
2:F:1546:GLY:N 3:G:3102:ILE:HD13 1.88 0.89
2:B:718:LYS:HD2 3:C:59: THR:HG21 0.92 0.89
2:B:718:LYS:HB2 3:C:59:THR:HG23 1.52 0.89
3:C:173:LEU:HD12 4:D:665: THR:HG22 1.54 0.89
4:D:552:ASP:HB3 4:D:555:ASN:ND2 1.87 0.89
3:0:5011:VAL:HG21 3:0:5152:GLU:N 1.87 0.89
3:0:5035:LEU:HD21 | 3:0:5037:VAL:CG2 1.98 0.89
4:P:5554:ASN:C 4:P:5554:ASN:HD22 1.81 0.89
2:B:547:-VAL:HG22 3:C:102:ILE:CG1 2.02 0.88
3:G:3032:TYR:HE1 3:G:3100: TYR:HD1 1.13 0.88
4:D:694: TYR:HB2 4:D:709:LEU:CD2 2.03 0.88
3:C:118:ALA:CB 3:C:150:PHE:CZ 2.51 0.88
4:H:3552:ASP:HB3 4:H:3555:ASN:ND2 1.87 0.88
4:P:5694:TYR:HB2 4:P:5709:LEU:CD2 2.03 0.88
4:H:3694: TYR:HB2 4:H:3709:LEU:CD2 2.03 0.88
2:F:1560:GLN:CG 4:H:3595:ASN:OD1 2.21 0.88
3:G:3173:LEU:HD12 | 4:H:3665: THR:HG22 1.54 0.88
4:H:3554:ASN:C 4:H:3554:ASN:HD22 1.81 0.88
2:B:680:ALA:O 3:C:62:GLU:HG3 1.74 0.88
3:K:4173:LEU:HD12 | 4:L:4665: THR:HG22 1.54 0.88
3:K:4011:VAL:HG11 | 3:K:4151:PRO:HB3 1.53 0.87
4:1.:4694: TYR:HB2 4:1.:4709:LEU:CD2 2.03 0.87
3:C:32:TYR:HE1 3:C:100: TYR:HD1 1.13 0.87
2:F:1546:GLY:CA 3:G:3102:1LE:HD11 2.04 0.87
2:B:718:LYS:HB3 3:C:59:THR:HG23 1.56 0.87
4:D:554:ASN:HD22 4:D:554:ASN:C 1.81 0.87
3:G:3011:VAL:CB 3:G:3151:PRO:HB2 2.05 0.87
2:N:3563:ILE:HG23 4:P:5532:SER:CA 1.93 0.87
3:0:5118:ALA:CB 3:0:5150:PHE:CZ 2.51 0.87
3:K:4011:VAL:CB 3:K:4151:PRO:HB2 2.05 0.87
2:N:3719:LYS:HG3 3:0:5052: TYR:OH 1.71 0.87
3:C:11:VAL:CB 3:C:151:PRO:HB2 2.05 0.86
3:0:5173:LEU:HD12 | 4:P:5665:THR:HG22 1.54 0.86
4:1.:4554: ASN:HD22 4:1.:4554:ASN:C 1.81 0.86
3:G:3039:GLN:NE2 3:G:3045:PHE:CZ 2.44 0.86
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Atom-1 Atom-2 distance (A) overlap (A)
3:0:5011:VAL:CB 3:0:5151:PRO:HB2 2.05 0.86
3:0:5039:GLN:NE2 3:0:5045:PHE:CZ 2.44 0.85
2:N:3681:GLN:HB2 3:0:5065:LYS:HE2 0.87 0.85
3:C:70:PHE:HE1 3:C:81:LEU:HD13 1.40 0.85
4:D:513:SER:HA 4:D:609:LEU:HB2 1.59 0.85
3:K:4039:GLN:NE2 3:K:4045:PHE:CZ 2.44 0.85
3:C:39:GLN:NE2 3:C:45:PHE:CZ 2.44 0.85
3:G:3070:PHE:HE1 | 3:G:3081:LEU:HD13 1.40 0.85
2:J:2562:SER:OG 4:1.:4593: TRP:CD1 2.25 0.85
2:N:3545:ASP:0D2 3:0:5102:ILE:N 2.09 0.85
2:F:1718:LYS:CD 4:H:3596:ASN:C 2.29 0.85
2:N:3559: THR:HG22 4:P:5596:ASN:N 1.90 0.85
3:0:5070:PHE:HE1 | 3:0:5081:LEU:HD13 1.40 0.85
2:B:562:SER:H 4:D:532:SER:HB2 1.42 0.85
3:K:4070:PHE:HE1 | 3:K:4081:LEU:HD13 1.40 0.84
2:B:561:LYS:C 4:D:532:SER:CB 2.50 0.84
2:B:678:SER:CB 4:D:597:LEU:CD2 2.34 0.84
3:C:35:LEU:HD22 3:C:37:VAL:CG2 2.05 0.84
3:C:102:ILE:HG21 4:D:552:ASP:CG 2.03 0.84
2:J:2680:ALA:HB2 3:K:4062:GLU:CD 2.02 0.84
3:0:5175:GLN:HG3 4:P:5663:GLU:OE2 1.78 0.84
1:A:1:TYR:H2 1:1:2385:LYS:CD 1.50 0.84
3:C:175:GLN:HG3 4:D:663:GLU:OE2 1.78 0.84
3:G:3078: THR:CG2 3:G:3080: TYR:CE1 2.61 0.84
4:H:3513:SER:HA 4:H:3609:LEU:HB2 1.59 0.84
2:N:3681:GLN:CA 3:0:5065:LYS:CD 2.37 0.84
3:0:5091: THR:HG22 3:0:5115:VAL:H 1.43 0.84
3:G:3091: THR:HG22 3:G:3115:VAL:H 1.43 0.84
2:N:3560:GLN:HB2 4:P:5593: TRP:HE1 1.43 0.84
3:K:4175:GLN:HG3 4:1.:4663:GLU:OE2 1.78 0.84
1:A:291:ILE:HG23 1:1:2316:ILE:HD13 1.58 0.83
3:G:3037:VAL:HG21 | 3:G:3107:TRP:CH2 2.13 0.83
2:N:3679:GLY:HA2 3:0:5062:GLU:O 1.40 0.83
4:P:5582:THR:0OG1 4:P:5610:GLY:HA3 1.78 0.83
2:B:543:LYS:HD3 3:C:102:ILE:CD1 2.08 0.83
3:C:11:VAL:HG11 3:C:151:PRO:HB2 1.60 0.83
4:D:582: THR:0G1 4:D:610:GLY:HA3 1.78 0.83
3:K:4037:VAL:HG21 | 3:K:4107:TRP:CH2 2.13 0.83
3:C:91:THR:HG22 3:C:115:VAL:H 1.43 0.83
3:G:3175:GLN:HG3 4:H:3663:GLU:OE2 1.78 0.83
3:K:4011:VAL:HG11 | 3:K:4151:PRO:HB2 1.60 0.83
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:4078: THR:CG2 3:K:4080:TYR:CE1 2.61 0.83
2:N:3560:GLN:O 4:P:5595:ASN:OD1 1.96 0.83
3:C:78: THR:CG2 3:C:80:TYR:CE1 2.61 0.83
3:G:3102:ILE:HG21 4:H:3552:ASP:CG 2.03 0.83
4:1:4582: THR:0G1 4:1.:4610:GLY:HA3 1.78 0.83
2:N:3677:PRO:O 4:P:5597.-LEU:CD2 2.25 0.83
3:0:5078: THR:CG2 3:0:5080: TYR:CE1 2.61 0.83
4:D:683:LEU:HD11 4:D:694: TYR:HE2 1.44 0.83
4:H:3683:LEU:HD11 | 4:H:3694:TYR:HE2 1.44 0.83
2:F:1543:LYS:CE 4:H:3531:SER:O 2.26 0.83
4:1:4513:SER:HA 4:1,:4609:LEU:HB2 1.59 0.83
4:P:5513:SER:HA 4:P:5609:LEU:HB2 1.59 0.83
3:G:3030:THR:HG23 | 3:G:3054:ASN:HD22 1.44 0.82
3:0:5037:VAL:HG21 | 3:0:5107:TRP:CH2 2.13 0.82
3:K:4102:1LE:HG21 4:1.:4552:ASP:CG 2.03 0.82
1:A:1:TYR:H2 1:1:2385:LYS:HD3 1.04 0.82
4:1.:4683:LEU:HD11 4:1.:4694: TYR:HE2 1.44 0.82
3:G:3098:ARG:NH2 3:G:3105:ASP:0D2 2.13 0.82
3:K:4035:LEU:HD22 | 3:K:4037:VAL:CG2 2.05 0.82
4:H:3582: THR:OG1 4:H:3610:GLY:HA3 1.78 0.82
3:C:30:THR:HG23 3:C:54:ASN:HD22 1.44 0.82
4:H:3653:VAL:HG23 | 4:H:3658:VAL:HG21 1.60 0.82
3:K:4030: THR:HG23 | 3:K:4054:ASN:HD22 1.44 0.82
3:C:37:VAL:HG21 3:C:107:TRP:CH2 2.13 0.82
3:G:3011:VAL:HG11 | 3:G:3151:PRO:HB2 1.60 0.82
3:0:5011:VAL:HG11 | 3:0:5151:PRO:HB2 1.60 0.82
3:0:5102:ILE:HG22 3:0:5102:ILE:O 1.79 0.82
4:P:5514:PRO:HD3 4:P:5609:LEU:HB2 1.62 0.82
3:K:4102:ILE:HG13 4:1.:4552: ASP:0OD2 1.80 0.82
3:0:5030: THR:HG23 | 3:0:5054:ASN:HD22 1.44 0.82
3:C:102:ILE:HG22 3:C:102:ILE:O 1.79 0.82
3:G:3102:ILE:HG22 3:G:3102:ILE:O 1.79 0.82
3:K:4102:ILE:HG22 3:K:4102:ILE:O 1.78 0.82
3:0:5078: THR:HG21 | 3:0:5080:TYR:CE2 2.14 0.82
2:B:560: GLN:HB2 4:D:595:ASN:CA 2.07 0.81
4:D:653:VAL:HG23 4:D:658:VAL:HG21 1.61 0.81
3:G:3102:ILE:CG2 4:H:3534:CYS:SG 2.68 0.81
4:P:5653:VAL:HG23 | 4:P:5658:VAL:HG21 1.60 0.81
3:C:11:VAL:HG21 3:C:151:PRO:HB2 1.62 0.81
3:K:4098:ARG:NH2 3:K:4105:ASP:0D2 2.13 0.81
3:0:5102:ILE:CG2 4:P:5534:CYS:SG 2.68 0.81
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2:F:1563:ILE:HA 4:H:3531:SER:OG 1.81 0.81
3:K:4102:ILE:CG2 4:1.:4534:CYS:SG 2.68 0.81
4:1.:4653: VAL:HG23 | 4:L:4658:VAL:HG21 1.60 0.81
3:0:5098:ARG:NH2 3:0:5105:ASP:0D2 2.13 0.81
2:B:547:VAL:CG2 3:C:102:ILE:CD1 2.45 0.81
3:K:4078: THR:HG21 | 3:K:4080:TYR:CE2 2.14 0.81
3:C:102:ILE:CG2 4:D:534:CYS:SG 2.68 0.81
3:0:5035:LEU:HD22 | 3:0:5037:VAL:CG2 2.05 0.81
3:G:3102:ILE:HG13 4:H:3552:ASP:0D2 1.80 0.81
3:G:3078: THR:HG21 | 3:G:3080:TYR:CE2 2.14 0.81
3:C:98:ARG:NH2 3:C:105:ASP:0D2 2.13 0.81
3:K:4091: THR:HG22 3:K:4115:VAL:H 1.43 0.81
2:N:3680:ALA:HB3 3:0:5062:GLU:CD 2.06 0.81
3:G:3011:VAL:HG21 | 3:G:3151:PRO:HB2 1.62 0.80
3:K:4011:VAL:HG21 | 3:K:4151:PRO:HB2 1.62 0.80
3:0:5011:VAL:HG21 | 3:0:5151:PRO:HB2 1.62 0.80
3:0:5102:ILE:CG2 4:P:5552:ASP:HA 2.12 0.80
3:C:78: THR:HG21 3:C:80:TYR:CE2 2.14 0.80
2:B:547:VAL:HG21 3:C:102:ILE:HG13 1.61 0.80
3:G:3102:ILE:CG2 4:H:3552:ASP:HA 2.12 0.80
4:P:5683:LEU:HD11 | 4:P:5694:TYR:HE2 1.44 0.80
2:B:679:GLY:O 3:C:62:GLU:OE1 1.90 0.80
1:1:2389:VAL:O 2:J:2823: TRP:N 2.13 0.80
3:C:102:ILE:CG1 4:D:552:ASP:HB2 2.12 0.80
4:H:3514:PRO:HD3 4:H:3609:LEU:HB2 1.62 0.80
3:G:3102:ILE:CG1 4:H:3552:ASP:HB2 2.12 0.80
3:K:4102:ILE:CG2 4:1.:4552: ASP:HA 2.12 0.80
2:N:3563:ILE:CG2 4:P:5532:SER:N 2.28 0.80
4:D:514:PRO:HD3 4:D:609:LEU:HB2 1.62 0.80
3:G:3035:LEU:HD22 | 3:G:3037:VAL:CG2 2.05 0.80
3:K:4102:ILE:CG2 4:1.:4534:CYS:CB 2.60 0.80
3:C:102:ILE:HG13 4:D:552:ASP:0OD2 1.80 0.79
3:C:102:ILE:CG2 4:D:552:ASP:HA 2.12 0.79
3:0:5102:ILE:CG2 4:P:5534:CYS:CB 2.60 0.79
3:C:102:ILE:CG2 4:D:534:CYS:CB 2.60 0.79
3:0:5102:1LE:CB 4:P:5552:ASP:CB 2.30 0.79
1:E:1389:VAL:O 2:F:1823: TRP:N 2.13 0.79
3:0:5020:ILE:HD11 | 3:0:5113:LEU:HD11 1.65 0.79
3:K:4102:ILE:CG1 4:1.:4552:ASP:HB2 2.12 0.79
3:K:4102:ILE:CG1 4:1.:4552:ASP:CG 2.56 0.79
2:N:3680:ALA:O 3:0:5065:LYS:HD2 1.79 0.79
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1:A:389:VAL:O 2:B:823: TRP:N 2.13 0.79
3:G:3002:1ILE:HD12 | 3:G:3098:ARG:NH1 1.98 0.79
4:1.:4514:PRO:HD3 4:1,:4609:LEU:HB2 1.62 0.79
2:B:547:VAL:HG22 3:C:102:ILE:HD11 0.81 0.79
1:M:3389:VAL:O 2:N:3823: TRP:N 2.13 0.79
4:P:5542:PRO:0O 4:P:5543:ASP:HB2 1.83 0.79
3:0:5002:1ILE:HD12 3:0:5098:ARG:NH1 1.98 0.78
3:G:3020:1ILE:HD11 | 3:G:3113:LEU:HD11 1.65 0.78
3:G:3102:ILE:CG2 4:H:3534:CYS:CB 2.60 0.78
4:H:3695:SER:HB2 4:H:3708:SER:OG 1.83 0.78
3:K:4020:ILE:HD11 | 3:K:4113:LEU:HD11 1.65 0.78
3:C:20:ILE:HD11 3:C:113:LEU:HD11 1.65 0.78
2:F:1680:ALA:O 3:G:3062:GLU:CG 2.29 0.78
3:G:3102:ILE:CG2 4:H:3552:ASP:CB 2.62 0.78
4:1.:4695:SER:HB2 4:1.:4708:SER:OG 1.83 0.78
3:0:5102:1ILE:CG2 4:P:5552:ASP:CB 2.62 0.78
4:P:5695:SER:HB2 4:P:5708:SER:OG 1.83 0.78
3:G:3048:MET:HG2 3:G:3064:PHE:CZ 2.19 0.78
4:H:3519: THR.:C 4:H:3520:LEU:HD23 2.09 0.78
2:B:718:LYS:CD 3:C:59:THR:HG23 2.11 0.78
3:C:48:MET:HG2 3:C:64:PHE:CZ 2.19 0.78
2:F:1544: THR:HG21 4:H:3534:CYS:SG 2.22 0.78
3:G:3102:ILE:CG1 4:H:3552:ASP:CG 2.56 0.78
4:H:3520:LEU:HD23 4:H:3520:LEU:N 1.99 0.78
3:K:4048: MET:HG2 3:K:4064:PHE:CZ 2.19 0.78
3:K:4102:ILE:CG2 4:1.:4552:ASP:CB 2.62 0.78
4:1,:4519: THR.:C 4:1.:4520:LEU:HD23 2.09 0.78
4:P:5519:THR:C 4:P:5520:LEU:HD23 2.09 0.78
4:P:5520:LEU:N 4:P:5520:LEU:HD23 1.99 0.78
2:B:543:LYS:NZ 3:C:102:ILE:CG2 2.43 0.78
2:F:1677:PRO:HA 4:H:3501:GLN:CB 1.96 0.78
4:D:542:PRO:O 4:D:543:ASP:HB2 1.83 0.78
2:F:1676:VAL:H 4:H:3501:GLN:NE2 1.81 0.78
4:H:3542:PRO:O 4:H:3543:ASP:HB2 1.83 0.78
3:G:3011:VAL:CG1 3:G:3151:PRO:HB2 2.14 0.78
3:0:5070:PHE:CE1 | 3:0:5081:LEU:HD13 2.19 0.78
2:B:559: THR:OG1 4:D:595:ASN:ND2 2.01 0.77
3:C:102:ILE:CG1 4:D:552:ASP:CG 2.56 0.77
4:D:519:THR:C 4:D:520:LEU:HD23 2.09 0.77
4:D:695:SER:HB2 4:D:708:SER:OG 1.83 0.77
3:0:5011:VAL:CG1 3:0:5151:PRO:HB2 2.14 0.77
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3:0:5048:MET:HG2 3:0:5064:PHE:CZ 2.19 0.77
2:B:561:LYS:HG2 4:D:532:SER:0G 1.83 0.77
2:F:1545:ASP:HB2 3:G:3102:ILE:CA 2.08 0.77
3:K:4070:PHE:CE1 3:K:4081:LEU:HD13 2.19 0.77
4:1.:4520:LEU:HD23 4:1.:4520:LEU:N 1.99 0.77
4:1.:4542:PRO:O 4:1.:4543:ASP:HB2 1.83 0.77
3:C:78: THR:HG22 3:C:80:TYR:CE1 2.20 0.77
2:F:1562:SER:OG 4:H:3532:SER:CB 2.32 0.77
3:K:4002:1ILE:HD12 3:K:4098:ARG:NH1 1.98 0.77
4:1.:4685:ALA:O 4:1,:4688: TRP:HB3 1.85 0.77
3:C:70:PHE:CE1 3:C:81:LEU:HD13 2.19 0.77
3:0:5078: THR:HG22 | 3:0:5080:TYR:CE1 2.20 0.77
4:P:5685:ALA:O 4:P:5688: TRP:HB3 1.85 0.77
2:F:1560:GLN:N 4:H:3595:ASN:CG 2.19 0.77
3:G:3070:PHE:CE1 | 3:G:3081:LEU:HD13 2.19 0.77
3:K:4011:VAL:CG1 3:K:4151:PRO:HB2 2.14 0.77
3:0:5045:PHE:CE1 4:P:5589:PHE:CE2 2.73 0.77
3:C:11:VAL:CG1 3:C:151:PRO:HB2 2.14 0.77
2:J:2756:PRO:O 2:J:2814: TRP:NE1 2.18 0.77
3:C:102:ILE:CG2 4:D:552:ASP:CB 2.62 0.76
4:H:3514:PRO:HD3 4:H:3609:LEU:CA 2.15 0.76
2:N:3684: TYR:OH 2:N:3701: THR:0G1 2.03 0.76
4:D:520:LEU:HD23 4:D:520:LEU:N 1.99 0.76
3:K:4021:SER:OG 3:K:4080: TYR:CD2 2.37 0.76
4:H:3514:PRO:CD 4:H:3609:LEU:O 2.34 0.76
3:K:4045:PHE:CE1 4:1.:4589:PHE:CE2 2.73 0.76
3:K:4078: THR:HG22 | 3:K:4080:TYR:CE1 2.20 0.76
2:B:692:ARG:O 2:B:711:ARG:NH2 2.19 0.76
3:C:45:PHE:CE1 4:D:589:PHE:CE2 2.73 0.76
2:F:1692:ARG:O 2:F:1711:ARG:NH2 2.19 0.76
4:H:3685:ALA:O 4:H:3688: TRP:HB3 1.85 0.76
4:1:4514:PRO:HD3 4:1:4609:LEU:CA 2.15 0.76
3:K:4011:VAL:CG2 3:K:4151:PRO:HB2 2.16 0.76
2:B:545:ASP:CG 3:C:102:ILE:HD13 2.09 0.76
3:0:5021:SER:CB 3:0:5080: TYR:CE2 2.69 0.76
3:C:11:VAL:CG2 3:C:151:PRO:HB2 2.16 0.76
3:G:3021:SER:CB 3:G:3080:TYR:CE2 2.69 0.76
2:J:2595: THR:OG1 2:J:2611:VAL:O 2.04 0.76
2:J:2678:SER:CB 3:K:4062:GLU:H 1.96 0.76
1:A:291:ILE:HG23 1:1:2316:ILE:CD1 2.16 0.76
3:G:3045:PHE:CE1 4:H:3589:PHE:CE2 2.73 0.76
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4:P:5514:PRO:HD3 4:P:5609:LEU:CA 2.15 0.76
2:B:684: TYR:OH 2:B:701: THR:0OG1 2.03 0.76
2:B:756:PRO:O 2:B:814:TRP:NE1 2.18 0.76
2:N:3692:ARG:O 2:N:3711:ARG:NH2 2.19 0.76
3:0:5011:VAL:CG2 3:0:5151:PRO:HB2 2.16 0.76
4:1.:4514:PRO:CD 4:1:4609:LEU:O 2.34 0.75
4:D:514:PRO:HD3 4:D:609:LEU:CA 2.15 0.75
4:1.:4631:ASN:CA 4:1.:4685:ALA:HB2 2.17 0.75
2:N:3753: THR:OG1 2:N:3816:ASN:ND2 2.20 0.75
3:0:5217:ARG:NH2 4:P:5622:PRO:CD 2.45 0.75
2:J:2753: THR:OG1 2:J:2816:ASN:ND2 2.20 0.75
2:N:3756:PRO:O 2:N:3814: TRP:NE1 2.19 0.75
2:F:1595:THR:OG1 2:F:1611:VAL:O 2.04 0.75
3:G:3078: THR:HG22 | 3:G:3080:TYR:CE1 2.20 0.75
3:K:4097:VAL:HG11 | 3:K:4104:LEU:CD2 2.16 0.75
4:P:5514:PRO:CD 4:P:5609:LEU:O 2.34 0.75
4:H:3631:ASN:CA 4:H:3685:ALA:HB2 2.17 0.75
4:D:514:PRO:CD 4:D:609:LEU:O 2.34 0.75
2:F:1756:PRO:O 2:F:1814: TRP:NE1 2.18 0.75
3:G:3097:VAL:HG11 | 3:G:3104:LEU:CD2 2.16 0.75
4:H:3514:PRO:CD 4:H:3609:LEU:CB 2.65 0.75
3:K:4021:SER:CB 3:K:4080:TYR:CE2 2.69 0.75
3:G:3102:ILE:HG21 4:H:3552:ASP:HA 1.68 0.75
2:J:2692:ARG:O 2:J:2711:ARG:NH2 2.19 0.75
3:G:3011:VAL:CG2 3:G:3151:PRO:HB2 2.16 0.75
4:1.:4514:PRO:CD 4:1.:4609:LEU:CB 2.65 0.75
2:N:3595: THR:OG1 2:N:3611:VAL:O 2.04 0.75
2:N:3715:ILE:O 3:0:5065:LYS:NZ 2.19 0.75
2:F:1561:LYS:CA 4:H:3532:SER:OG 2.35 0.75
2:F:1680:ALA:C 3:G:3062:GLU:HG2 2.12 0.75
2:B:595: THR:OG1 2:B:611:VAL:O 2.04 0.74
3:C:21:SER:CB 3:C:80:TYR:CE2 2.69 0.74
4:D:631:ASN:CA 4:D:685:ALA:HB2 2.17 0.74
2:F:1753: THR:0G1 2:F:1816:ASN:ND2 2.20 0.74
3:0:5097:VAL:HG11 | 3:0:5104:LEU:CD2 2.16 0.74
3:K:4102:1LE:HG21 4:1.:4552: ASP:HA 1.69 0.74
2:B:718:LYS:HB2 3:C:59:THR:CG2 2.17 0.74
3:C:2:.ILE:HD13 3:C:98:ARG:NH1 2.00 0.74
3:C:97:VAL:CG2 3:C:107:TRP:CE3 2.70 0.74
3:C:102:ILE:HG21 4:D:552:ASP:HA 1.69 0.74
3:C:118:ALA:CB 3:C:150:PHE:HE2 1.65 0.74
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4:D:685:ALA:O 4:D:688: TRP:HB3 1.85 0.74
3:0:5024:ALA:HB1 3:0:5027:TYR:CE1 2.22 0.74
3:0:5097:VAL:HG21 | 3:0:5107:TRP:CE3 2.23 0.74
2:B:753: THR:OG1 2:B:816:ASN:ND2 2.20 0.74
3:C:97:VAL:HG11 3:C:104:LEU:CD2 2.16 0.74
3:0:5102:ILE:HG21 4:P:5552:ASP:HA 1.69 0.74
4:P:5631:ASN:CA 4:P:5685:ALA:HB2 2.17 0.74
1:A:30:GLN:OE1 1:A:136: THR:0G1 2.06 0.74
1:E:1030:GLN:OE1 1:E:1136:THR:O0G1 2.06 0.74
3:G:3024:ALA:HB1 3:G:3027:TYR:CE1 2.22 0.74
3:0:5002:ILE:HD13 3:0:5098:ARG:NH1 2.00 0.74
2:F:1560:GLN:CB 4:H:3595:ASN:OD1 2.35 0.74
3:G:3217:ARG:NH2 4:H:3622:PRO:CD 2.45 0.74
3:C:2:ILE:HD12 3:C:98:ARG:NH1 1.98 0.74
4:H:3552:ASP:HB3 | 4:H:3555:ASN:HD22 1.51 0.74
4:1.:4552:ASP:HB3 4:1.:4555: ASN:HD22 1.51 0.74
4:D:514:PRO:CD 4:D:609:LEU:CB 2.65 0.74
1:M:3030:GLN:OE1 | 1:M:3136:THR:OG1 2.06 0.74
2:N:3563:ILE:HG12 4:P:5532:SER:HB3 1.68 0.74
2:N:3680:ALA:CB 3:0:5062:GLU:OE1 2.36 0.74
3:G:3039:GLN:CD 3:G:3045:PHE:CZ 2.66 0.74
3:K:4126:TYR:CE2 4:1.:4627:GLU:HG3 2.23 0.73
3:0:5039:GLN:CD 3:0:5045:PHE:CZ 2.66 0.73
3:0:5097:VAL:CG2 3:0:5107:TRP:CE3 2.70 0.73
2:F:1684: TYR:OH 2:F:1701: THR:OG1 2.03 0.73
3:C:97:VAL:HG21 3:C:107:TRP:CE3 2.23 0.73
3:G:3097:VAL:CG2 3:G:3107: TRP:CE3 2.70 0.73
3:K:4039:GLN:CD 3:K:4045:PHE:CZ 2.66 0.73
3:C:24:ALA:HB1 3:C:27:TYR:CE1 2.22 0.73
3:K:4097:VAL:CG2 3:K:4107:TRP:CE3 2.70 0.73
3:0:5021:SER:OG 3:0:5080: TYR:CD2 2.37 0.73
3:C:126:TYR:CE2 4:D:627:GLU:HG3 2.23 0.73
4:P:5514:PRO:CD 4:P:5609:LEU:CB 2.65 0.73
3:C:39:GLN:CD 3:C:45:PHE:CZ 2.66 0.73
3:G:3011:VAL:CG1 3:G:3151:PRO:CB 2.67 0.73
3:K:4024:ALA:HB1 3:K:4027:-TYR:CE1 2.22 0.73
3:G:3002:ILE:HD13 | 3:G:3098:ARG:NH1 2.00 0.73
3:G:3097:VAL:HG21 | 3:G:3107:TRP:CE3 2.23 0.73
3:K:4097:VAL:HG21 | 3:K:4107:TRP:CE3 2.23 0.73
3:0:5126:TYR:CE2 4:P:5627:GLU:HG3 2.23 0.73
3:G:3126:TYR:CE2 4:H:3627:GLU:HG3 2.23 0.73

Continued on next page...




Page 40

Full wwPDB EM Validation Report

EMD-9278, 6MWV

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:N:3719:LYS:CG 3:0:5052:TYR:CE2 2.71 0.73
3:0:5102:1LE:HG21 4:P:5552:ASP:CG 2.03 0.73
2:B:561:LYS:CG 4:D:532:SER:OG 2.37 0.72
1:1:2030:GLN:OE1 1:1:2136: THR:OG1 2.06 0.72
3:K:4011:VAL:CG1 3:K:4151:PRO:CB 2.67 0.72
2:J:2545:ASP:0D2 4:1.:4598: TRP:HZ2 1.71 0.72
3:0:5011:VAL:CG1 3:0:5151:PRO:CB 2.67 0.72
2:B:547:-VAL:HG21 3:C:102:ILE:CG1 2.16 0.72
2:N:3677:PRO:C 4:P:5597:LEU:.CD2 2.62 0.72
4:P:5552:ASP:HB3 4:P:5555:ASN:HD22 1.51 0.72
4:D:552:ASP:HB3 4:D:555:ASN:HD22 1.51 0.72
2:B:547:VAL:CG2 3:C:102:ILE:HG13 2.19 0.72
2:B:622: ARG:NH2 2:B:815:GLY:O 2.23 0.72
2:F:1622: ARG:NH2 2:F:1815:GLY:O 2.23 0.72
2:N:3622: ARG:NH2 2:N:3815:GLY:O 2.23 0.72
1:A:291:ILE:HG12 1:1:2306:GLU:HB2 1.71 0.72
2:N:3677:PRO:C 4:P:5597.LEU:HD22 2.15 0.72
2:J:2622:ARG:NH2 2:J:2815:GLY:O 2.23 0.72
1:A:22:PRO:CB 1:1:2382:LYS:HB3 2.18 0.72
2:N:3680:ALA:N 3:0:5062:GLU:HA 1.97 0.72
3:0:5078: THR:HG22 3:0:5080:TYR:CZ 2.25 0.71
3:C:102:ILE:HG22 4:D:534:CYS:CB 2.13 0.71
2:F:1783:SER:OG 2:F:1788:ALA:O 2.06 0.71
1:E:1076:TYR:OH 1:E:1105:GLU:OE1 2.08 0.71
3:K:4102:1ILE:HB 4:1.:4552: ASP:HB2 0.75 0.71
2:B:563:ILE:HG22 4:D:532:SER:H 1.08 0.71
2:J:2684: TYR:OH 2:J:2701:THR:OG1 2.04 0.71
1:A:290:ARG:HH22 1:1:2356:HIS:CE1 2.08 0.71
2:B:678:SER:HB2 4:D:597:LEU:HD22 0.75 0.71
3:C:78: THR:HG22 3:C:80:TYR:CZ 2.25 0.71
3:C:102:ILE:CG2 4:D:552:ASP:CA 2.69 0.71
3:K:4002:ILE:HD12 3:K:4098:ARG:CZ 2.21 0.71
3:K:4002:1ILE:HD13 3:K:4098:ARG:NH1 2.00 0.71
3:K:4118:ALA:CB 3:K:4150:PHE:HE2 1.65 0.71
2:B:718:LYS:CB 3:C:59: THR:CG2 2.65 0.71
1:M:3076: TYR:OH 1:M:3105:GLU:OE1 2.08 0.71
1:A:76:TYR:OH 1:A:105:GLU:OE1 2.08 0.70
2:B:560:GLN:HG3 4:D:595:ASN:O 1.91 0.70
4:D:593: TRP:CH2 4:D:596:ASN:C 2.70 0.70
3:0:5102:ILE:HB 4:P:5552:ASP:HB2 0.75 0.70
3:G:3102:ILE:CG2 4:H:3552:ASP:CA 2.69 0.70
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:11:VAL:CG1 3:C:151:PRO:CB 2.67 0.70
2:J:2680:ALA:CA 3:K:4062:GLU:HG3 2.19 0.70
3:K:4102:1ILE:CG2 4:1.:4552:ASP:CA 2.69 0.70
2:N:3783:SER:OG 2:N:3788:ALA:O 2.06 0.70
3:0:5102:ILE:CG2 4:P:5552:ASP:CA 2.69 0.70
3:C:2:ILE:HD12 3:C:98:ARG:CZ 2.21 0.70
3:G:3102:ILE:HB 4:H:3552:ASP:HB2 0.75 0.70
4:P:5542:PRO:HB3 4:P:5669:LYS:HD3 1.74 0.70
3:G:3002:1ILE:HD12 3:G:3098:ARG:CZ 2.21 0.70
4:H:3593: TRP:CH2 4:H:3596:ASN:C 2.70 0.70
2:B:547:VAL:HG21 4:D:552:ASP:0OD2 1.91 0.70
4:P:5557:ARG:HD2 4:P:5558:SER:O 1.92 0.70
2:N:3719:LYS:HG2 3:0:5052:TYR:CE2 2.27 0.70
3:0:5002:1ILE:HD12 3:0:5098:ARG:CZ 2.21 0.70
4:D:557:ARG:HD2 4:D:558:SER:O 1.92 0.69
4:1.:4593: TRP:CH2 4:1,:4596:ASN:C 2.70 0.69
3:C:21:SER:OG 3:C:80:TYR:CD2 2.37 0.69
3:K:4217:ARG:NH2 4:1.:4622:PRO:CD 2.45 0.69
4:P:5593: TRP:CH2 4:P:5596:ASN:C 2.70 0.69
1:A:111:SER:N 1:A:114:CYS:SG 2.66 0.69
2:F:1560:GLN:CA 4:H:3595:ASN:OD1 2.40 0.69
4:H:3542:PRO:HB3 4:H:3669:LYS:HD3 1.73 0.69
1:1:2076: TYR:OH 1:1:2105:GLU:OE1 2.08 0.69
3:K:4060: TYR:OH 3:K:4069:VAL:HA 1.92 0.69
2:B:563:ILE:CG2 4:D:532:SER:HB3 2.01 0.69
3:K:4030:THR:HG23 | 3:K:4054:ASN:ND2 2.07 0.69
4:1:4557:ARG:HD2 4:1.:4558:SER:O 1.92 0.69
1:M:3111:SER:N 1:M:3114:CYS:SG 2.66 0.69
1:E:1111:SER:N 1:E:1114:CYS:SG 2.65 0.69
3:0:5060: TYR:OH 3:0:5069:VAL:HA 1.92 0.69
3:G:3060: TYR:OH 3:G:3069:VAL:HA 1.92 0.69
4:1.:4542:PRO:HB3 4:1:4669:LYS:HD3 1.74 0.69
1:M:3359: THR:O 1:M:3394:GLN:NE2 2.26 0.69
2:B:552:MET:N 2:B:563:ILE:O 2.26 0.69
3:C:30:THR:HG23 3:C:54:ASN:ND2 2.07 0.69
3:G:3030: THR:HG23 | 3:G:3054:ASN:ND2 2.07 0.69
4:H:3557:ARG:HD?2 4:H:3558:SER:O 1.92 0.69
2:J:2678:SER:N 3:K:4062:GLU:HG2 2.06 0.69
3:C:60: TYR:OH 3:C:69:VAL:HA 1.92 0.69
3:C:217:ARG:NH2 4:D:622:PRO:CD 2.45 0.69
3:C:2:.ILE:CD1 3:C:98:ARG:CZ 2.70 0.69
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Atom-1 Atom-2 distance (A) overlap (A)
4:D:542:PRO:HB3 4:D:669:LYS:HD3 1.73 0.69
3:0:5002:ILE:CD1 3:0:5098:ARG:CZ 2.70 0.69
3:0:5030: THR:HG23 | 3:0:5054:ASN:ND2 2.07 0.68
1:A:359:THR:O 1:A:394:GLN:NE2 2.26 0.68
2:F:1716:ASP:0OD2 4:H:3596:ASN:ND2 2.26 0.68
2:N:3719:LYS:HG3 3:0:5052:TYR:CE2 2.28 0.68
3:C:102:ILE:HB 4:D:552:ASP:HB2 0.75 0.68
1:E:1359:THR:O 1:E:1394:GLN:NE2 2.26 0.68
3:G:3002:ILE:CD1 3:G:3098:ARG:CZ 2.70 0.68
1:1:2391: TYR:OH 2:J:2784:LEU:HD11 1.94 0.68
1:I1:2111:SER:N 1:1:2114:CYS:SG 2.66 0.68
2:B:783:SER:OG 2:B:788:ALA:O 2.06 0.68
1:1:2359: THR.:O 1:1:2394:GLN:NE2 2.26 0.68
2:N:3552:MET:N 2:N:3563:ILE:O 2.26 0.68
3:G:3102:1ILE:HG21 4:H:3552:ASP:CB 2.23 0.68
2:J:2552:MET:N 2:J:2563:1LE:O 2.26 0.68
2:J:2783:SER:OG 2:J:2788:ALA:O 2.06 0.68
1:A:391:TYR:OH 2:B:784:LEU:HD11 1.94 0.68
1:E:1391:TYR:OH 2:F:1784:LEU:HD11 1.94 0.68
2:N:3719:LYS:HG3 3:0:5052:TYR:CZ 2.28 0.67
3:C:128:LEU:HB3 4:D:621:PHE:CD2 2.30 0.67
3:K:4102:1LE:HG21 4:1.:4552:ASP:CB 2.23 0.67
2:B:680:ALA:O 3:C:62:GLU:CG 2.35 0.67
3:G:3128:LEU:HB3 4:H:3621:PHE:CD2 2.30 0.67
2:F:1552:MET:N 2:F:1563:ILE:O 2.26 0.67
3:0:5118:ALA:CB 3:0:5150:PHE:HE2 1.65 0.67
3:0:5128.LEU:HB3 4:P:5621:PHE:CD2 2.30 0.67
2:F:1547:-VAL:CG2 4:H:3552:ASP:0D2 2.43 0.67
3:C:102:ILE:HG21 4:D:552:ASP:CB 2.23 0.67
4:H:3683:LEU:HD11 | 4:H:3694:TYR:CE2 2.29 0.67
2:J:2680:ALA:H 3:K:4062:GLU:HG2 1.55 0.67
3:0:5102:ILE:HG21 4:P:5552:ASP:CB 2.23 0.67
1:A:22:PRO:HB3 1:1:2382:LYS:HB2 1.73 0.66
1:M:3391:TYR:OH | 2:N:3784:LEU:HD11 1.94 0.66
3:0:5102:1ILE:HG22 4:P:5534:CYS:CB 2.13 0.66
3:C:73:GLU:OE1 3:C:80:TYR:CZ 2.49 0.66
4:D:672:ASN:O 4:D:673:ASN:HB2 1.95 0.66
3:C:102:ILE:CG1 4:D:552:ASP:CB 2.73 0.66
2:B:678:SER:HB2 4:D:597:LEU:HD23 1.69 0.66
3:G:3073:GLU:OE1 3:G:3080:TYR:CZ 2.49 0.66
2:B:718:LYS:HD3 3:C:59:THR:CG2 2.23 0.66
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4:P:5672:ASN:O 4:P:5673:ASN:HB2 1.95 0.66
2:B:718:LYS:CE 4:D:596:ASN:CB 2.66 0.66
2:F:1543:LYS:HE2 4:H:3531:SER:O 1.95 0.66
2:N:3680:ALA:N 3:0:5062:GLU:CD 2.54 0.66
3:0:5041:PRO:HD3 3:0:5092:ALA:HA 1.77 0.66
3:0:5073:GLU:OE1 3:0:5080:TYR:CZ 2.49 0.66
3:K:4128:LEU:HB3 4:1.:4621:PHE:CD2 2.30 0.66
4:P:5506:GLN:CD 4:P:5590:CYS:SG 2.79 0.66
3:C:41:PRO:HD3 3:C:92:ALA:HA 1.77 0.66
4:H:3506:GLN:CD 4:H:3590:CYS:SG 2.79 0.66
3:0:5006:GLN:HE22 3:0:5095:PHE:HA 1.62 0.65
3:C:6:GLN:HE22 3:C:95:PHE:HA 1.62 0.65
3:K:4041:PRO:HD3 3:K:4092:ALA:HA 1.77 0.65
4:P:5683:LEU:HD11 | 4:P:5694:TYR:CE2 2.29 0.65
3:G:3118:ALA:CB 3:G:3150:PHE:HE2 1.65 0.65
4:P:5652:LYS:HG2 4:P:5657:PRO:HA 1.79 0.65
3:G:3021:SER:OG 3:G:3080: TYR:CD2 2.37 0.65
3:G:3041:PRO:HD3 3:G:3092:ALA:HA 1.77 0.65
3:K:4073:GLU:OE1 3:K:4080: TYR:CZ 2.49 0.65
4:1,:4610:GLY:O 4:1:4611:GLN:HG3 1.97 0.65
2:N:3680:ALA:O 3:0:5065:LYS:CD 2.42 0.65
3:G:3006:GLN:HE22 3:G:3095:PHE:HA 1.62 0.65
4:1.:4672: ASN:O 4:1.:4673:ASN:HB2 1.95 0.65
4:H:3652:LYS:HG2 4:H:3657:PRO:HA 1.79 0.65
4:P:5610:GLY:O 4:P:5611:GLN:HG3 1.97 0.65
4:D:506:GLN:CD 4:D:590:CYS:SG 2.79 0.64
3:K:4102:ILE:CG1 4:1.:4552:ASP:CB 2.73 0.64
2:B:559: THR:HG1 4:D:595:ASN:ND2 1.92 0.64
2:F:1545:ASP:CB 3:G:3102:ILE:CA 2.60 0.64
4:H:3564:PHE:CE1 4:H:3577:ILE:HG12 2.33 0.64
4:1L:4506:GLN:CD 4:1.:4590:CYS:SG 2.79 0.64
3:0:5073:GLU:OE1 3:0:5080: TYR:CE1 2.51 0.64
3:K:4073:GLU:OE1 3:K:4080:TYR:CE1 2.50 0.64
2:N:3720: TRP:CE2 3:0:5057:GLU:OE2 2.50 0.64
4:H:3672:ASN:O 4:H:3673:ASN:HB2 1.95 0.64
2:J:2678:SER:OG 3:K:4062:GLU:CA 2.45 0.64
4:1.:4581:GLN:HB3 4:1.:4583:GLU:HG2 1.80 0.64
4:1.:4631:ASN:HA 4:1.:4685:ALA:CB 2.25 0.64
3:C:73:GLU:OE1 3:C:80:TYR:CE1 2.50 0.64
2:F:1677:PRO:CA 4:H:3501:GLN:CB 2.56 0.64
3:G:3073:GLU:OE1 3:G:3080: TYR:CE1 2.51 0.64
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3:K:4002:ILE:CD1 3:K:4098:ARG:CZ 2.70 0.64
4:1.:4652:LYS:HG2 4:1:4657:PRO:HA 1.79 0.64
4:D:564:PHE:CE1 4:D:577:ILE:HG12 2.33 0.64
3:K:4030: THR:CG2 3:K:4030: THR:O 2.46 0.64
4:1.:4554: ASN:C 4:1.:4554: ASN:ND2 2.54 0.64
1:A:123:LYS:CE 1:E:1150:ASN:ND2 2.52 0.64
4:D:652:LYS:HG2 4:D:657:PRO:HA 1.79 0.64
4:D:610:GLY:O 4:D:611:GLN:HG3 1.97 0.63
4:D:683:LEU:HD11 4:D:694:TYR:CE2 2.29 0.63
4:P:5581:GLN:HB3 4:P:5583:GLU:HG2 1.80 0.63
3:C:30:THR:O 3:C:30:THR:CG2 2.46 0.63
4:D:513:SER:OG 4:D:609:LEU:CD2 2.44 0.63
4:H:3513:SER:OG 4:H:3609:LEU:CD2 2.44 0.63
4:H:3568:LEU:HD23 4:H:3573:ALA:HA 1.80 0.63
3:K:4006:GLN:HE22 3:K:4095:PHE:HA 1.62 0.63
4:P:5568:LEU:HD23 4:P:5573:ALA:HA 1.80 0.63
4:D:568:LEU:HD23 4:D:573:ALA:HA 1.80 0.63
3:G:3030: THR:CG2 3:G:3030:THR:O 2.46 0.63
4:1.:4647:VAL:HG12 4:1:4700:HIS:HB2 1.81 0.63
1:A:150:ASN:ND2 1:E:1123:LYS:CE 2.52 0.63
4:H:3647:VAL:HG12 4:H:3700:HIS:HB2 1.81 0.63
4:1.:4564:PHE:CE1 4:1L:4577:1ILE:HG12 2.33 0.63
4:D:514:PRO:HD3 4:D:609:LEU:C 2.23 0.63
4:1.:4683:LEU:HD11 4:1:4694: TYR:CE2 2.29 0.63
2:B:560:GLN:CG 4:D:595:ASN:HA 2.29 0.63
1:A:291:ILE:CG2 1:1:2316:ILE:HD13 2.28 0.63
3:G:3072:LEU:HD13 | 3:G:3074:1ILE:HG13 1.81 0.63
4:H:3610:GLY:O 4:H:3611:GLN:HG3 1.97 0.63
4:P:5647:VAL:HG12 4:P:5700:HIS:HB2 1.81 0.63
4:D:581:GLN:HB3 4:D:583:GLU:HG2 1.80 0.62
4:1.:4514:PRO:HD3 4:1,:4609:LEU:HB3 1.79 0.62
4:P:5561:PRO:HG2 4:P:5563:ARG:NH1 2.14 0.62
3:G:3035:LEU:HG 3:G:3047:- TRP:CD1 2.35 0.62
4:H:3561:PRO:HG2 | 4:H:3563:ARG:NH1 2.14 0.62
4:1.:4568:LEU:HD23 4:1.:4573:ALA:HA 1.80 0.62
3:0:5030: THR:O 3:0:5030: THR:CG2 2.46 0.62
3:0:5035:LEU:HG 3:0:5047: TRP:CD1 2.34 0.62
4:P:5514:PRO:HD3 4:P:5609:LEU:C 2.23 0.62
4:D:514:PRO:HD3 4:D:609:LEU:HB3 1.79 0.62
4:D:631:ASN:HA 4:D:685:ALA:CB 2.25 0.62
4:H:3514:PRO:HD3 4:H:3609:LEU:HB3 1.79 0.62
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4:P:5564:PHE:CE1 4:P:5577:ILE:HG12 2.33 0.62
4:H:3514:PRO:HD3 4:H:3609:LEU:O 2.00 0.62
2:B:544: THR:HG21 4:D:593: TRP:CD1 2.34 0.62
2:B:562:SER:CA 4:D:532:SER:CB 2.77 0.62
4:H:3514:PRO:HD3 4:H:3609:LEU:C 2.23 0.62
2:J:2545:ASP:0D2 4:1.:4598: TRP:CZ2 2.53 0.62
3:K:4072:LEU:HD13 | 3:K:4074:1LE:HG13 1.81 0.62
2:F:1718:LYS:HE2 4:H:3595:ASN:O 1.98 0.62
4:1.:4514:PRO:HD3 4:1.:4609:LEU:C 2.23 0.62
4:1.:4561:PRO:HG2 4:1.:4563:ARG:NH1 2.14 0.62
4:H:3581:GLN:HB3 4:H:3583:GLU:HG2 1.80 0.62
3:K:4078: THR:HG22 3:K:4080:TYR:CZ 2.25 0.62
4:P:5513:SER:OG 4:P:5609:LEU:CD2 2.44 0.62
2:B:676:VAL:O 4:D:501:GLN:NE2 2.33 0.62
3:0:5072:LEU:HD13 | 3:0:5074:ILE:HG13 1.81 0.62
1:A:53: THR:OG1 1:A:236:GLN:OE1 2.18 0.62
2:F:1718:LYS:HD2 4:H:3596:ASN:C 2.14 0.62
3:C:72:.LEU:HD13 3:C:74:.ILE:HG13 1.81 0.61
2:B:505:ASP:O 2:B:726:ARG:NH1 2.32 0.61
3:C:9:ARG:HG2 3:C:112:THR:H 1.66 0.61
3:K:4035:LEU:HG 3:K:4047:TRP:CD1 2.34 0.61
3:0:5011:VAL:HG23 3:0:5152:GLU:O 2.00 0.61
2:B:560:GLN:CB 4:D:595:ASN:CA 2.64 0.61
4:P:5631:ASN:C 4:P:5685:ALA:HB2 2.25 0.61
4:D:514:PRO:HD3 4:D:609:LEU:O 2.00 0.61
4:D:647:VAL:HG12 4:D:700:HIS:HB2 1.80 0.61
4:H:3513:SER:HG 4:H:3609:LEU:HD22 1.63 0.61
3:K:4032:TYR:CE1 3:K:4100: TYR:HD1 1.97 0.61
4:1.:4514:PRO:HD3 4:1.:4609:LEU:O 2.00 0.61
2:N:3505:ASP:0O 2:N:3726:ARG:NH1 2.32 0.61
4:P:5631:ASN:HA 4:P:5685:ALA:CB 2.25 0.61
2:B:718:LYS:CE 4:D:596:ASN:O 2.44 0.61
4:D:561:PRO:HG2 4:D:563:ARG:NH1 2.14 0.61
4:D:631:ASN:C 4:D:685:ALA:HB2 2.25 0.61
2:F:1505:ASP:O 2:F:1726:ARG:NH1 2.32 0.61
4:H:3662:MET:HA 4:H:3680: TYR:O 2.01 0.61
2:B:676:VAL:HB 3:C:62:GLU:HG2 1.82 0.61
3:G:3011:VAL:HG23 3:G:3152:GLU:O 2.00 0.61
3:G:3102:ILE:CG1 4:H:3552:ASP:CB 2.73 0.61
4:H:3514:PRO:CD 4:H:3609:LEU:HB3 2.31 0.61
4:H:3631:ASN:C 4:H:3685:ALA:HB2 2.25 0.61

Continued on next page...




Page 46

Full wwPDB EM Validation Report

EMD-9278, 6MWV

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

2:J:2678:SER:CB 3:K:4062:GLU:N 2.55 0.61
1:E:1198:ALA:HB3 2:J:2759:LEU:HD11 1.81 0.61
1:1:2198:ALA:HB3 2:N:3759:LEU:HD11 1.81 0.61
4:1:4662:MET:HA 4:1.:4680:TYR:O 2.01 0.61
4:D:554:ASN:C 4:D:554:ASN:ND2 2.54 0.61
2:N:3680:ALA:C 3:0:5065:LYS:HD3 2.16 0.61
3:0:5102:ILE:HG21 4:P:5552:ASP:CA 2.31 0.61
3:G:3118:ALA:HB1 3:G:3150:PHE:CD2 2.36 0.61
4:1.:4631:ASN:C 4:1.:4685:ALA:HB2 2.25 0.61
4:P:5514:PRO:CD 4:P:5609:LEU:HB3 2.31 0.61
3:C:11:VAL:HG23 3:C:152:GLU:O 2.00 0.61
4:D:662:MET:HA 4:D:680:TYR:O 2.01 0.61
2:J:2505:ASP:0O 2:J:2726:ARG:NH1 2.32 0.61
3:K:4118:ALA:HB1 3:K:4150:PHE:CD2 2.36 0.61
3:C:35:LEU:HG 3:C:47:-TRP:CD1 2.34 0.60
4:D:514:PRO:CD 4:D:609:LEU:HB3 2.31 0.60
2:F:1581:HIS:NE2 2:F:1583:GLY:O 2.34 0.60
3:K:4011:VAL:HG23 3:K:4152:GLU:O 2.00 0.60
3:0:5009:ARG:HG2 3:0:5112:THR:H 1.65 0.60
1:E:1053:THR:0G1 1:E:1236:GLN:OE1 2.18 0.60
3:G:3097:VAL:HG21 | 3:G:3107:TRP:CZ3 2.36 0.60
4:H:3514:PRO:CD 4:H:3609:LEU:HB2 2.31 0.60
1:1:2053: THR:OG1 1:1:2236:GLN:OE1 2.18 0.60
2:J:2679:GLY:HA3 3:K:4062:GLU:O 2.01 0.60
4:1.:4513:SER:OG 4:1:4609:LEU:CD2 2.44 0.60
4:1.:4514:PRO:CD 4:1,:4609:LEU:HB3 2.31 0.60
1:M:3053: THR:OG1 | 1:M:3236:GLN:OFE1 2.18 0.60
2:F:1543:LYS:HE3 4:H:3531:SER:O 2.02 0.60
2:J:2558:LYS:NZ 4:1.:4501:GLN:HG3 2.16 0.60
4:P:5514:PRO:HD3 4:P:5609:LEU:O 2.00 0.60
2:B:545:ASP:0OD1 3:C:102:ILE:HD12 2.00 0.60
2:B:560: GLN:O 4:D:595:ASN:ND2 2.27 0.60
2:F:1759:LEU:HD11 | 1:M:3198:ALA:HB3 1.81 0.60
3:G:3009:ARG:HG2 3:G:3112:THR:H 1.66 0.60
3:G:3145:LEU:HD13 | 4:H:3680:TYR:HE2 1.67 0.60
3:C:102:ILE:CG2 4:D:552:ASP:CG 2.75 0.60
3:0:5097:VAL:HG21 | 3:0:5107:TRP:CZ3 2.36 0.60
2:J:2678:SER:H 3:K:4062:GLU:CG 2.01 0.60
2:N:3675: THR:CG2 4:P:5501:GLN:NE2 2.62 0.60
4:D:686:ARG:HH11 4:D:686:ARG:HG3 1.67 0.60
2:F:1678:SER:O 4:H:3597:LEU:HD22 1.95 0.60
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:4145:LEU:HD13 | 4:L:4680:TYR:HE2 1.67 0.60
3:C:145:LEU:HD13 4:D:680:TYR:HE2 1.67 0.60
3:K:4009:ARG:HG2 3:K:4112: THR:H 1.66 0.60
4:1.:4514:PRO:CD 4:1,:4609:LEU:HB2 2.31 0.60
3:K:4021:SER:HA 3:K:4080: TYR:CD2 2.37 0.60
4:1:4686:ARG:HH11 | 4:1:4686:ARG:HG3 1.67 0.60
3:0:5009:ARG:O 3:0:5153:PRO:HD3 2.02 0.60
4:P:5541:LYS:HE2 4:P:5583:GLU:O 2.02 0.60
3:G:3021:SER:HA 3:G:3080: TYR:CD2 2.37 0.59
2:F:1676:VAL:HG23 | 4:H:3501:GLN:NE2 1.95 0.59
2:F:1677:PRO:C 4:H:3501:GLN:CB 2.75 0.59
2:J:2581:HIS:NE2 2:J:2583:GLY:0O 2.34 0.59
3:K:4009:ARG:O 3:K:4153:PRO:HD3 2.02 0.59
3:K:4102:.1LE:CG2 4:1.:4552:ASP:CG 2.75 0.59
3:0:5118:ALA:HB3 3:0:5150:PHE:HE2 0.78 0.59
2:J:2678:SER:HG 3:K:4062:GLU:H 1.47 0.59
4:1.:4541:LYS:HE2 4:1.:4583:GLU:O 2.02 0.59
4:P:5662:MET:HA 4:P:5680:TYR:O 2.01 0.59
3:C:9:ARG:O 3:C:153:PRO:HD3 2.02 0.59
4:H:3541:LYS:HE2 4:H:3583:GLU:O 2.02 0.59
2:J:2558:LYS:CE 4:1.:4501:GLN:HG3 2.33 0.59
2:B:581:HIS:NE2 2:B:583:GLY:0O 2.34 0.59
2:F:1546:GLY:H 3:G:3102:1LE:HD11 0.63 0.59
2:N:3720:TRP:HZ3 | 3:0:5055:THR:HG21 1.68 0.59
4:D:514:PRO:CD 4:D:609:LEU:HB2 2.31 0.59
3:G:3009:ARG:O 3:G:3153:PRO:HD3 2.02 0.59
3:G:3102:ILE:HG21 4:H:3552:ASP:CA 2.31 0.59
3:K:4102:1LE:HG21 4:1.:4552:ASP:CA 2.31 0.59
3:0:5021:SER:HA 3:0:5080: TYR:CD2 2.37 0.59
4:P:5528:ALA:HA 4:P:5571:ASP:HB2 1.85 0.59
2:F:1680:ALA:C 3:G:3062:GLU:CG 2.65 0.59
3:G:3102:ILE:CG2 4:H:3552:ASP:CG 2.75 0.59
1:M:3197:LYS:O 1:M:3200:SER:OG 2.18 0.59
3:0:5118:ALA:CB 3:0:5150:PHE:CD2 2.77 0.59
3:0:5145:LEU:HD13 | 4:P:5680:TYR:HE2 1.66 0.59
3:G:3073:GLU:CD 3:G:3080:TYR:CE1 2.80 0.59
4:H:3528:ALA:HA 4:H:3571:ASP:HB2 1.85 0.59
4:H:3631:ASN:HA 4:H:3685:ALA:CB 2.25 0.59
3:K:4073:GLU:CD 3:K:4080: TYR:CE1 2.80 0.59
2:N:3559: THR:O 4:P:5595:ASN:OD1 1.98 0.59
3:C:97:VAL:HG21 3:C:107:TRP:CZ3 2.36 0.59
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Atom-1 Atom-2 distance (A) overlap (A)

3:K:4097:VAL:HG21 | 3:K:4107:TRP:CZ3 2.36 0.59
1:M:3057:SER:OG 2:N:3724:SER:O 2.16 0.59
3:0:5102:ILE:CG2 3:0:5102:ILE:O 2.51 0.59
4:D:541:LYS:HE?2 4:D:583:GLU:O 2.02 0.59
2:N:3581:HIS:NE2 2:N:3583:GLY:O 2.34 0.59
1:A:291:1LE:HG21 1:1:2306:GLU:HB3 1.84 0.58
3:C:21:SER:HA 3:C:80:TYR:CD2 2.37 0.58
3:C:73:GLU:CD 3:C:80:TYR:CE1 2.80 0.58
4:D:700:HIS: O 4:D:701:GLU:C 2.46 0.58
3:G:3118:ALA:HB3 3:G:3150:PHE:HE2 0.78 0.58
4:1.:4528:ALA:HA 4:1:4571:ASP:HB2 1.84 0.58
1:M:3038:ILE:HD12 | 1:M:3269:ALA:HB3 1.85 0.58
2:N:3559: THR:CG2 4:P:5596:ASN:H 2.05 0.58
4:P:5686:ARG:HG3 | 4:P:5686:ARG:HH11 1.67 0.58
4:D:689:GLU:HA 4:D:711:ARG:NH2 2.18 0.58
3:G:3118:ALA:CB 3:G:3150:PHE:CD2 2.77 0.58
3:0:5118:ALA:HB1 3:0:5150:PHE:CD2 2.36 0.58
3:0:5073:GLU:CD 3:0:5080: TYR:CE1 2.80 0.58
1:A:291:ILE:HG12 1:1:2306:GLU:CB 2.32 0.58
4:H:3686:ARG:HG3 | 4:H:3686:ARG:HH11 1.67 0.58
3:0:5032:TYR:CE1 3:0:5100: TYR:HD1 1.97 0.58
3:C:118:ALA:HB1 3:C:150:PHE:CD2 2.36 0.58
4:1.:4689:GLU:HA 4:1:4711:ARG:NH2 2.18 0.58
4:P:5514:PRO:CD 4:P:5609:LEU:HB2 2.31 0.58
2:F:1569:HIS:N 2:F:1599:GLY:O 2.37 0.58
4:P:5689:GLU:HA 4:P:5711:ARG:NH2 2.18 0.58
3:C:45:PHE:HE1 4:D:589:PHE:CE2 2.22 0.58
4:D:528:ALA:HA 4:D:571:ASP:HB2 1.84 0.58
4:H:3700:HIS:O 4:H:3701:GLU:C 2.46 0.58
4:P:5514:PRO:HD3 4:P:5609:LEU:HB3 1.79 0.58
1:E:1038:ILE:HD12 1:E:1269:ALA:HB3 1.85 0.58
4:H:3689:GLU:HA 4:H:3711:ARG:NH2 2.18 0.58
2:J:2562:SER:N 4:1.:4595:ASN:OD1 2.33 0.58
1:A:38:ILE:HD12 1:A:269:ALA:HB3 1.85 0.58
2:B:718:LYS:HE2 4:D:596:ASN:HB2 1.80 0.58
3:C:102:ILE:CG2 3:C:102:ILE:O 2.51 0.58
2:F:1547:VAL:HG22 4:H:3552:ASP:0D2 2.03 0.58
4:D:688: TRP:CZ2 4:D:711:ARG:HG3 2.39 0.58
1:E:1387:HIS:CD2 2:F:1825:GLN:HE21 2.22 0.58
1:M:3387:HIS:CD2 2:N:3825:GLN:HE21 2.22 0.58
3:G:3145:LEU:CD1 4:H:3680:TYR:HE2 2.17 0.57
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Atom-1 Atom-2 distance (A) overlap (A)
4:H:3688:TRP:CZ2 4:H:3711:ARG:HG3 2.39 0.57
4:1.:4700:HIS:O 4:1:4701:GLU:C 2.46 0.57
2:N:3559: THR:HG21 4:P:5594:TYR:CB 2.32 0.57
3:G:3102:1LE:CB 4:H:3552:ASP:CG 2.77 0.57
4:P:5688: TRP:CZ2 4:P:5711:ARG:HG3 2.39 0.57
2:B:569:HIS:N 2:B:599:GLY:O 2.37 0.57
3:K:4102:ILE:HG13 4:1.:4552:ASP:CB 2.34 0.57
4:1.:4688:TRP:CZ2 4:1.:4711:ARG:HG3 2.39 0.57
4:P:5611:GLN:HG3 4:P:5611:GLN:O 2.04 0.57
1:A:197:LYS:O 1:A:200:SER:OG 2.18 0.57
4:D:611:GLN:HG3 4:D:611:GLN:O 2.05 0.57
2:F:1676:VAL:N 4:H:3501:GLN:OE1 2.31 0.57
3:0:5145:LEU:CD1 4:P:5680: TYR:HE2 2.17 0.57
4:H:3611:GLN:HG3 4:H:3611:GLN:O 2.05 0.57
1:M:3391:TYR:CZ 2:N:3784:LEU:HD11 2.40 0.57
3:C:145:LEU:CD1 4:D:680: TYR:HE2 2.17 0.57
3:K:4102:1LE:CB 4:1.:4552:ASP:CG 2.77 0.57
1:A:391:TYR:CZ 2:B:784:LEU:HD11 2.40 0.57
1:1:2391:TYR:CZ 2:J:2784:LEU:HD11 2.39 0.57
3:K:4037:VAL:HG21 | 3:K:4107:TRP:HH2 1.70 0.57
3:C:102:ILE:CB 4:D:552:ASP:CG 2.78 0.57
2:F:1577:SER:O 2:F:1589:GLN:N 2.37 0.57
2:N:3680:ALA:CB 3:0:5062:GLU:CD 2.78 0.57
4:P:5700:HIS:O 4:P:5701:GLU:C 2.46 0.57
1:A:387:HIS:CD2 2:B:825:GLN:HE21 2.22 0.57
3:C:61:ALA:HB3 3:C:64:PHE:HD2 1.70 0.57
2:N:3530:GLY:O 2:N:3590:CYS:N 2.38 0.57
2:N:3577:SER:O 2:N:3589:GLN:N 2.37 0.57
1:E:1391:TYR:CZ 2:F:1784:LEU:HD11 2.40 0.56
2:B:678:SER:OG 3:C:61:ALA:HB1 2.04 0.56
3:C:117:SER:O 3:C:118:ALA:HB2 2.05 0.56
4:D:684:THR:O 4:D:685:ALA:C 2.48 0.56
3:G:3078: THR:CG2 3:G:3080:TYR:CE2 2.84 0.56
1:1:2038:ILE:HD12 1:1:2269:ALA:HB3 1.85 0.56
3:K:4100:TYR:CE2 3:K:4101:PHE:CZ 2.93 0.56
3:0:5078: THR:CG2 3:0:5080:TYR:CE2 2.84 0.56
3:C:100: TYR:CE2 3:C:101:PHE:CZ 2.93 0.56
2:F:1530:GLY:O 2:F:1590:CYS:N 2.38 0.56
2:F:1547:-VAL:HG21 | 4:H:3552:ASP:0OD2 2.05 0.56
3:G:3035:LEU:HD23 | 3:G:3037:VAL:HG23 1.82 0.56
3:K:4061:ALA:HB3 3:K:4064:PHE:HD2 1.70 0.56
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:4117:SER:O 3:K:4118:ALA:HB2 2.05 0.56
4:1:4557:ARG:HE 4:1.:4560:VAL:HG23 1.70 0.56
3:0:5061:ALA:HB3 3:0:5064:PHE:HD2 1.70 0.56
3:C:11:VAL:HB 3:C:151:PRO:HB2 1.87 0.56
3:G:3030:THR:CG2 | 3:G:3054:ASN:HD22 2.17 0.56
3:C:102:ILE:HG21 4:D:552:ASP:CA 2.31 0.56
4:1.:4611:GLN:HG3 4:1,:4611:GLN:O 2.05 0.56
3:0:5117:SER:O 3:0:5118:ALA:HB2 2.05 0.56
1:1:2057:SER:OG 2:J:2724:SER:O 2.16 0.56
2:N:3720: TRP:CZ3 | 3:0:5055: THR:HG21 2.40 0.56
3:G:3061:ALA:HB3 3:G:3064:PHE:HD?2 1.70 0.56
3:K:4118:ALA:HB3 3:K:4150:PHE:HE2 0.78 0.56
3:0:5045:PHE:CE1 4:P:5589:PHE:CZ 2.94 0.56
2:B:563:ILE:HG21 4:D:532:SER:OG 1.99 0.56
3:G:3078: THR:HG22 | 3:G:3080:TYR:CZ 2.25 0.56
3:G:3117:SER:O 3:G:3118:ALA:HB2 2.05 0.56
2:J:2547:-VAL:HG11 3:K:4102:ILE:N 2.20 0.56
3:K:4126:TYR:CZ 4:1:4627:GLU:HG3 2.41 0.56
3:K:4145:LEU:CD1 4:1:4680: TYR:HE2 2.18 0.56
2:F:1677:PRO:C 4:H:3501:GLN:HG2 2.30 0.56
1:1:2387:HIS:CD2 2:J:2825:GLN:HE21 2.22 0.56
3:K:4045:PHE:CE1 4:1.:4589:PHE:CZ 2.94 0.56
3:0:5021:SER:CB 3:0:5080: TYR:HE2 2.13 0.56
1:A:194:GLY:N 1:A:205:GLN:OE1 2.39 0.55
1:A:221:LYS:O 1:A:235:THR:OG1 2.19 0.55
3:C:45:PHE:CE1 4:D:589:PHE:CZ 2.94 0.55
4:D:557:ARG:HE 4:D:560:VAL:HG23 1.70 0.55
4:H:3620:LEU:HD23 4:H:3636:VAL:O 2.06 0.55
2:J:2530:GLY:O 2:J:2590:CYS:N 2.38 0.55
2:N:3569:HIS:N 2:N:3599:GLY:O 2.37 0.55
1:A:291:ILE:CG2 1:1:2316:ILE:CD1 2.84 0.55
3:C:32:TYR:CE1 3:C:100: TYR:HD1 1.97 0.55
4:D:620:LEU:HD23 4:D:636:VAL:O 2.06 0.5
3:G:3100:TYR:CE2 3:G:3101:PHE:CZ 2.93 0.55
3:0:5100: TYR:CE2 3:0:5101:PHE:CZ 2.93 0.55
4:P:5689:GLU:HA 4:P:5711:ARG:HH21 1.72 0.55
4:1.:4684:THR:O 4:1.:4685:ALA:C 2.48 0.55
4:P:5620:LEU:HD23 4:P:5636:VAL:O 2.06 0.55
3:C:126:TYR:CZ 4:D:627:GLU:HG3 2.41 0.55
4:D:653:VAL:CG2 4:D:658:VAL:HG21 2.35 0.55
4:H:3557:ARG:HE 4:H:3560:VAL:HG23 1.70 0.55
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4:1,:4620:LEU:HD21 4:1.:4651: TRP:HH2 1.72 0.55
1:M:3194:GLY:N 1:M:3205:GLN:OE1 2.39 0.55
2:N:3559:THR:HG21 | 4:P:5594:TYR:HB3 1.87 0.55
3:G:3045:PHE:CE1 4:H:3589:PHE:CZ 2.94 0.55
2:J:2507:PRO:HB3 2:N:3630:GLU:HB2 1.89 0.55
4:1.:4620:LEU:HD23 4:1.:4636:VAL:O 2.06 0.5
3:0:5030:THR:CG2 | 3:0:5054:ASN:HD22 2.17 0.55
3:0:5126:TYR:CZ 4:P:5627:GLU:HG3 2.41 0.55
1:E:1194:GLY:N 1:E:1205:GLN:OE1 2.39 0.55
2:J:2569:HIS:N 2:J:2599:GLY:O 2.37 0.55
3:0:5045:PHE:HE1 4:P:5589:PHE:CE2 2.22 0.55
4:P:5653:VAL:CG2 | 4:P:5658:VAL:HG21 2.35 0.55
2:B:530:GLY:O 2:B:590:CYS:N 2.38 0.55
3:C:45:PHE:HZ 4:D:546:PHE:HZ 0.62 0.55
4:D:524:SER:OG 4:D:594:TYR:OH 2.23 0.55
2:F:1508:ASN:OD1 2:F:1610: THR:OG1 2.11 0.55
3:G:3102:ILE:CG2 3:G:3102:ILE:O 2.51 0.55
4:H:3620:LEU:HD21 | 4:H:3651:TRP:HH2 1.72 0.55
2:J:2502:TYR:N 2:J:2537:SER:O 2.40 0.55
2:J:2577:SER:O 2:J:2589:GLN:N 2.37 0.55
2:J:2720: TRP:HH2 3:K:4057:GLU:OE2 1.83 0.55
3:K:4032:TYR:CZ 3:K:4100:TYR:CZ 2.84 0.55
2:N:3508:ASN:OD1 2:N:3610: THR:OG1 2.11 0.55
4:D:620:LEU:HD21 4:D:651: TRP:HH2 1.72 0.55
3:G:3045:PHE:HE1 4:H:3589:PHE:CE2 2.22 0.55
3:G:3126:TYR:CZ 4:H:3627:GLU:HG3 2.41 0.55
4:H:3689:GLU:HA | 4:H:3711:ARG:HH21 1.72 0.55
4:D:689:GLU:HA 4:D:711:ARG:HE 1.72 0.55
1:1:2194:GLY:N 1:1:2205:GLN:OE1 2.39 0.55
4:P:5689:GLU:HA 4:P:5711:ARG:HE 1.72 0.55
2:B:502: TYR:N 2:B:537:SER:O 2.40 0.54
3:K:4045:PHE:HE1 4:1.:4589:PHE:CE2 2.22 0.54
2:B:718:LYS:CG 3:C:59:THR:HG23 2.35 0.54
4:H:3684:THR:O 4:H:3685:ALA:C 2.48 0.54
4:H:3689:GLU:HA 4:H:3711:ARG:HE 1.72 0.54
2:N:3718:LYS:O 3:0:5052:TYR:CD2 2.58 0.54
3:0:5102:ILE:HG22 4:P:5552:ASP:HA 1.89 0.54
4:P:5620:LEU:HD21 4:P:5651: TRP:HH?2 1.72 0.54
2:F:1594:ASP:0OD2 2:J:2627:HIS:HB2 2.08 0.54
2:F:1718:LYS:HD3 4:H:3596:ASN:O 1.99 0.54
3:K:4032:TYR:CE1 3:K:4100:TYR:CB 2.89 0.54

Continued on next page...




Page 52

Full wwPDB EM Validation Report

EMD-9278, 6MWV

Continued from previous page...

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

4:P:5684:THR:O 4:P:5685:ALA:C 2.48 0.54
4:D:689:GLU:HA 4:D:711:ARG:HH21 1.72 0.54
3:K:4078: THR:CG2 3:K:4080: TYR:CE2 2.84 0.54
3:0:5035:LEU:HD23 | 3:0:5037:VAL:HG23 1.82 0.54
2:B:652:GLU:OE2 2:B:738:LYS:NZ 2.41 0.54
3:C:118:ALA:HB3 3:C:150:PHE:HE2 0.78 0.54
4:D:565:SER:O 4:D:575:LEU:HD23 2.07 0.54
2:F:1677:PRO:HD2 2:F:1680:ALA:HB3 1.90 0.54
3:K:4045:PHE:HZ 4:1.:4546:PHE:HZ 0.62 0.54
4:1:4565:SER:O 4:1.:4575:LEU:HD23 2.07 0.54
2:F:1630:GLU:HB2 2:N:3507:PRO:HB3 1.89 0.54
3:G:3011:VAL:HB 3:G:3151:PRO:HB2 1.87 0.54
4:H:3565:SER:O 4:H:3575:LEU:HD23 2.07 0.54
1:M:3371:CYS:O 1:M:3372:THR:OG1 2.25 0.54
2:N:3502: TYR:N 2:N:3537:SER:O 2.40 0.54
2:N:3652:GLU:OE2 2:N:3738:LYS:NZ 2.41 0.54
4:P:5557:ARG:HE 4:P:5560:VAL:HG23 1.70 0.54
4:P:5565:SER:O 4:P:5575:LEU:HD23 2.07 0.54
4:D:654:ASP:0OD2 4:D:691:HIS:HB3 2.08 0.54
3:G:3002:ILE:CD1 3:G:3098:ARG:HH12 1.83 0.54
1:E:1061:LYS:NZ 1:E:1063:CYS:O 2.41 0.54
2:F:1502: TYR:N 2:F:1537:SER:O 2.40 0.54
3:G:3011:VAL:CG2 3:G:3152:GLU:HB2 2.38 0.54
2:J:2652:GLU:OE2 2:J:2738:LYS:NZ 2.41 0.54
4:1.:4689:GLU:HA 4:1:4711:ARG:NE 2.23 0.54
3:0:5011:VAL:CG2 3:0:5152:GLU:HB2 2.38 0.54
1:E:1221:LYS:O 1:E:1235:THR:0G1 2.19 0.54
3:K:4011:VAL:CG2 3:K:4152:GLU:HB2 2.38 0.54
3:K:4035:LEU:HD23 | 3:K:4037:VAL:HG23 1.82 0.54
4:1.:4653: VAL:CG2 4:1.:4658:VAL:HG21 2.35 0.54
1:M:3061:LYS:NZ 1:M:3063:CYS:O 2.41 0.54
3:C:11:VAL:CG2 3:C:152:GLU:HB2 2.38 0.53
2:B:543:LYS:HB2 3:C:102:ILE:HD12 1.90 0.53
2:B:678:SER:N 3:C:62:GLU:HB2 2.17 0.53
2:B:690:ASP:0OD2 2:B:702: THR:N 2.41 0.53
2:F:1627:HIS:HB2 2:N:3594:ASP:0D2 2.08 0.53
3:0:5032:TYR:CE1 3:0:5100: TYR:CB 2.89 0.53
3:0:5032:TYR:CZ 3:0:5100: TYR:CZ 2.84 0.53
1:A:61:LYS:NZ 1:A:63:CYS:O 2.41 0.53
2:F:1652:GLU:OE2 2:F:1738:LYS:NZ 2.41 0.53
4:H:3689:GLU:HA 4:H:3711:ARG:NE 2.23 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
1:1:2061:LYS:NZ 1:1:2063:CYS:O 2.41 0.53
3:K:4039:GLN:CD 3:K:4045:PHE:CE1 2.87 0.53
4:P:5654:ASP:0D2 4:P:5691:HIS:HB3 2.08 0.53
1:1:2197:LYS:O 1:1:2200:SER:OG 2.18 0.53
2:J:2690:ASP:0D2 2:J:2702: THR:N 2.42 0.53
4:P:5683:LEU:HD22 | 4:P:5687:ALA:HB1 1.91 0.53
4:P:5689:GLU:HA 4:P:5711:ARG:NE 2.23 0.53
3:G:3128:LEU:HB3 4:H:3621:PHE:CG 2.44 0.53
2:J:2594:ASP:0D2 2:N:3627:HIS:HB2 2.08 0.53
3:K:4033:PRO:HA | 3:K:4053: THR:HG23 1.91 0.53
2:N:3679:GLY:HA3 3:0:5064:PHE:H 1.73 0.53
4:D:689:GLU:HA 4:D:711:ARG:NE 2.23 0.53
3:G:3102:ILE:HG22 4:H:3552:ASP:HA 1.89 0.53
4:H:3654:ASP:0D2 4:H:3691:HIS:HB3 2.08 0.53
4:1.:4654:ASP:0OD2 4:1.:4691:HIS:HB3 2.08 0.53
4:1.:4689:GLU:HA 4:1:4711:ARG:HH21 1.72 0.53
4:1.:4689:GLU:HA 4:1:4711:ARG:HE 1.71 0.53
3:C:21:SER:CB 3:C:80:TYR:HE2 2.13 0.53
3:K:4030:THR:CG2 | 3:K:4054:ASN:HD22 2.17 0.53
4:1.:4683:LEU:HD22 | 4:1.:4687:ALA:HB1 1.91 0.53
3:0:5037:VAL:HG21 | 3:0:5107:TRP:HH2 1.70 0.53
3:0:5128:LEU:HB3 4:P:5621:PHE:CG 2.44 0.53
3:C:32:TYR:CE1 3:C:100: TYR:CB 2.89 0.53
3:C:128:LEU:HB3 4:D:621:PHE:CG 2.44 0.53
4:D:504:VAL:CG1 4:D:522:CYS:SG 2.97 0.53
1:E:1035:ASN:OD1 1:E:1036: THR:N 2.42 0.53
3:G:3217:ARG:HH21 4:H:3622:PRO:CD 2.08 0.53
4:H:3504:VAL:CG1 4:H:3522:CYS:SG 2.97 0.53
1:1:2221:LYS:O 1:1:2235: THR:0G1 2.19 0.53
4:P:5554:ASN:C 4:P:5554:ASN:ND2 2.54 0.53
1:A:343:ASN:OD1 1:A:344:ASP:N 2.42 0.53
3:C:33:PRO:HA 3:C:53: THR:HG23 1.91 0.53
4:D:507:GLU:OE2 4:D:521:THR:0G1 2.23 0.53
4:D:653:VAL:HG23 4:D:658:VAL:CG2 2.35 0.53
2:F:1690:ASP:0OD2 2:F:1702: THR:N 2.41 0.53
3:G:3033:PRO:HA | 3:G:3053: THR:HG23 1.91 0.53
3:G:3045:PHE:HZ 4:H:3546:PHE:HZ 0.62 0.53
4:H:3653:VAL:CG2 | 4:H:3658:VAL:HG21 2.35 0.53
4:H:3683:LEU:HD22 | 4:H:3687:ALA:HB1 1.91 0.53
2:J:2558:LYS:HZ1 4:1.:4501:GLN:HG3 1.73 0.53
4:1.:4504:VAL:CG1 4:1.:4522:CYS:SG 2.97 0.53
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Atom-1 Atom-2 distance (A) overlap (A)
4:1.:4653:VAL:HG23 4:1.:4658:VAL:CG2 2.35 0.53
3:G:3033:PRO:HB2 3:G:3051:1LE:O 2.09 0.53
3:0:5033:PRO:HA | 3:0:5053: THR:HG23 1.91 0.53
4:P:5504:VAL:CG1 4:P:5522:CYS:SG 2.97 0.53
4:P:5653:VAL:HG23 | 4:P:5658:VAL:CG2 2.35 0.53
1:E:1005:ALA:N 1:E:1279:ILE:O 2.42 0.52
4:H:3630:THR:HG22 | 4:H:3632:LYS:HB2 1.91 0.52
3:K:4030:THR:O 3:K:4030: THR:HG22 2.09 0.52
4:1.:4514:PRO:HG2 4:1.:4609:LEU:O 2.03 0.52
4:D:683:LEU:HD22 4:D:687:ALA:HB1 1.91 0.52
2:F:1507:PRO:HB3 2:J:2630:GLU:HB2 1.89 0.52
1:1:2035:ASN:OD1 1:1:2036: THR:N 2.42 0.52
1:1:2343: ASN:OD1 1:1:2344:ASP:N 2.42 0.52
1:M:3035:ASN:OD1 1:M:3036: THR:N 2.42 0.52
1:M:3260:CYS:H 2:N:3782:ARG:HH22 1.58 0.52
1:A:35:ASN:OD1 1:A:36: THR:N 2.42 0.52
3:C:37:VAL:HG21 3:C:107:TRP:HH2 1.70 0.52
1:E:1343:ASN:OD1 1:E:1344:ASP:N 2.42 0.52
3:0:5011:VAL:HB 3:0:5151:PRO:HB2 1.87 0.52
3:0:5033:PRO:HB2 3:0:5051:ILE:O 2.09 0.52
3:K:4102:ILE:CG2 3:K:4102:1LE:O 2.51 0.52
2:N:3690:ASP:0OD2 2:N:3702: THR:N 2.42 0.52
4:P:5514:PRO:HG2 4:P:5609:LEU:O 2.03 0.52
2:B:577:SER:O 2:B:589:GLN:N 2.37 0.52
3:C:33:PRO:HB2 3:C:51:ILE:O 2.09 0.52
4:H:3653:VAL:HG23 | 4:H:3658:VAL:CG2 2.35 0.52
1:1:2005:ALA:N 1:1:2279:ILE:O 2.42 0.52
2:J:2547:-VAL:HG21 3:K:4102:ILE:CG2 2.37 0.52
3:K:4102:ILE:HG22 4:1.:4552: ASP:HA 1.89 0.52
1:M:3315:GLY:O 1:M:3357:PHE:N 2.42 0.52
1:M:3343:ASN:OD1 1:M:3344:ASP:N 2.42 0.52
2:B:543:LYS:CD 3:C:102:ILE:HD12 2.32 0.52
2:J:2677:PRO:HD2 2:J:2680:ALA:HB3 1.90 0.52
3:G:3032: TYR:CE1 3:G:3100: TYR:CB 2.89 0.52
3:G:3102:ILE:HG13 4:H:3552:ASP:CB 2.34 0.52
3:0:5212:LYS:CE 4:P:5626:GLU:OE1 2.58 0.52
3:C:24:ALA:HB1 3:C:27:TYR:HE1 1.75 0.52
2:F:1679:GLY:HA3 3:G:3062:GLU:N 2.25 0.52
3:K:4128:LEU:HB3 4:1:4621:PHE:CG 2.44 0.52
1:M:3005:ALA:N 1:M:3279:ILE:O 2.42 0.52
2:B:544: THR:0G1 4:D:593: TRP:CE2 2.62 0.52
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Atom-1 Atom-2 distance (A) overlap (A)
2:B:560:GLN:HG3 4:D:595:ASN:CA 2.39 0.52
2:B:677:PRO:HD2 2:B:680:ALA:HB3 1.90 0.52
3:C:30: THR:O 3:C:30: THR:HG22 2.09 0.52
3:0:5030: THR:O 3:0:5030: THR:HG22 2.09 0.52
3:C:78: THR:CG2 3:C:80:TYR:CE2 2.84 0.52
3:C:212:LYS:CE 4:D:626:GLU:OE1 2.58 0.52
3:G:3107:TRP:HB2 4:H:3546:PHE:CB 2.40 0.52
3:K:4107:TRP:HB2 4:1.:4546:PHE:CB 2.40 0.52
3:K:4212:LYS:CE 4:1.:4626:GLU:OE1 2.58 0.52
2:J:2733:ASP:0OD1 2:J:2734: THR:N 2.44 0.51
2:N:3561:LYS:HE2 4:P:5532:SER:OG 2.09 0.51
3:0:5035:LEU:HD23 3:0:5036: TRP:N 2.25 0.51
4:D:630: THR:HG22 4:D:632:LYS:HB2 1.91 0.51
3:GG:3030: THR:O 3:G:3030: THR:HG22 2.09 0.51
3:G:3212:LYS:CE 4:H:3626:GLU:OE1 2.58 0.51
4:H:3542:PRO:HB2 4:H:3669:LYS:HB2 1.92 0.51
3:0:5097:VAL:CG2 3:0:5107: TRP:CD2 2.93 0.51
4:P:5507:GLU:OE2 4:P:5521:THR:OG1 2.23 0.51
3:C:39:GLN:CD 3:C:45:PHE:CE1 2.87 0.51
4:D:542:PRO:HB2 4:D:669:LYS:HB2 1.92 0.51
1:E:1260:CYS:H 2:F:1782:ARG:HH22 1.58 0.51
3:G:3097:VAL:CG2 3:G:3107:TRP:CD2 2.93 0.51
2:J:2562:SER:O 4:1.:4532:SER:CB 1.85 0.51
3:K:4033:PRO:HB2 3:K:4051:ILE:O 2.09 0.51
3:C:107:TRP:HB2 4:D:546:PHE:CB 2.40 0.51
3:G:3035:LEU:HD23 3:G:3036: TRP:N 2.25 0.51
4:H:3520:LEU:N 4:H:3520:LEU:CD2 2.70 0.51
2:N:3733:ASP:0OD1 2:N:3734: THR:N 2.44 0.51
1:A:5:ALA:N 1:A:279:1LE:O 2.42 0.51
1:A:389:VAL:HG12 1:A:390:ASP:H 1.76 0.51
2:B:561:LYS:HG3 4:D:532:SER:OG 2.10 0.51
2:B:718:LYS:HE3 4:D:596:ASN:C 2.35 0.51
1:E:1315:GLY:O 1:E:1357:PHE:N 2.42 0.51
1:1:2260:CYS:H 2:J:2782:ARG:HH22 1.58 0.51
2:J:2569:HIS:0O 2:J:2599:GLY:N 2.44 0.51
1:A:315:GLY:O 1:A:357:PHE:N 2.42 0.51
2:J:2508:ASN:OD1 2:J:2610: THR:OG1 2.11 0.51
3:K:4011:VAL:HB 3:K:4151:PRO:HB2 1.87 0.51
4:P:5630: THR:HG22 4:P:5632:LYS:HB2 1.92 0.51
3:C:97:VAL:CG2 3:C:107:TRP:CD2 2.93 0.51
1:E:1117:ASP:OD1 1:E:1181:TYR:OH 2.20 0.51
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:1676:VAL:N 4:H:3501:GLN:NE2 2.51 0.51
2:J:2680:ALA:HB2 3:K:4062:GLU:CG 2.41 0.51
4:1.:4549:LEU:HD12 | 4:1:4560:VAL:HG21 1.93 0.51
4:1.:4630: THR:HG22 4:1.:4632:LYS:HB2 1.91 0.51
2:F:1569:HIS:O 2:F:1599:GLY:N 2.44 0.51
3:G:3037:VAL:HG21 | 3:G:3107:TRP:HH2 1.70 0.51
3:K:4035:LEU:HD23 3:K:4036: TRP:N 2.25 0.51
4:1.:4589:PHE:CE1 4:1.:4603: GLY:HA3 2.46 0.51
2:N:3680:ALA:HA 3:0:5065:LYS:HD2 1.89 0.51
3:0:5032:TYR:CD1 3:0:5100: TYR:HB2 2.46 0.51
3:C:35:LEU:HD23 3:C:36:TRP:N 2.25 0.51
1:E:1389:VAL:HG12 1:E:1390:ASP:H 1.76 0.51
2:F:1733:ASP:0OD1 2:F:1734: THR:N 2.44 0.51
2:J:2680:ALA:CA 3:K:4062:GLU:.CG 2.81 0.51
3:K:4097:VAL:CG2 3:K:4107:TRP:CD2 2.93 0.51
4:P:5549:LEU:HD12 | 4:P:5560:VAL:HG21 1.93 0.51
4:1:4507:GLU:OE2 4:1.:4521: THR:OG1 2.23 0.50
1:A:260:CYS:H 2:B:782:ARG:HH22 1.58 0.50
4:H:3507:GLU:O 4:H:3604: THR:OG1 2.27 0.50
1:1:2203:ASP:OD1 1:1:2204:LEU:N 2.43 0.50
1:M:3389:VAL:HG12 1:M:3390:ASP:H 1.76 0.50
2:N:3569:HIS:O 2:N:3599:GLY:N 2.44 0.50
2:B:508:ASN:OD1 2:B:610: THR:OG1 2.11 0.50
2:B:560:GLN:CG 4:D:595:ASN:CA 2.90 0.50
2:B:733:ASP:0OD1 2:B:734: THR:N 2.44 0.50
1:E:1203:ASP:0OD1 1:E:1204:LEU:N 2.43 0.50
3:G:3032:TYR:CD1 3:G:3100: TYR:HB2 2.46 0.50
1:1:2389:VAL:HG12 1:1:2390:ASP:H 1.76 0.50
3:K:4032:TYR:CD1 3:K:4100:TYR:HB2 2.46 0.50
1:M:3203:ASP:0OD1 1:M:3204:LEU:N 2.43 0.50
3:0:5107:TRP:HB2 4:P:5546:PHE:CB 2.40 0.50
2:B:678:SER:H 3:C:62:GLU:HB2 1.76 0.50
3:C:13:ASN:OD1 3:C:116:SER:O 2.29 0.50
1:1:2315:GLY:O 1:1:2357:PHE:N 2.42 0.50
1:A:15:TYR:O 1:A:17:ALA:N 2.44 0.50
1:A:388:ILE:HD12 1:A:388:ILE:O 2.12 0.50
3:C:30:THR:CG2 3:C:54:ASN:HD22 2.17 0.50
3:C:32:TYR:CD1 3:C:100: TYR:HB2 2.46 0.50
4:D:643:TYR:HA 4:D:644:PRO:C 2.36 0.50
3:G:3013:ASN:OD1 3:G:3116:SER:O 2.29 0.50
4:H:3643:TYR:HA 4:H:3644:PRO:C 2.36 0.50
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Atom-1 Atom-2 distance (A) overlap (A)
3:0:5102:ILE:HB 4:P:5552:ASP:CA 2.40 0.50
4:P:5589:PHE:CE1 4:P:5603:GLY:HA3 2.46 0.50
3:C:102:ILE:HG22 4:D:552:ASP:HA 1.89 0.50
4:H:3589:PHE:CE1 4:H:3603:GLY:HA3 2.46 0.50
1:M:3015:TYR:O 1:M:3017:ALA:N 2.44 0.50
2:B:563:ILE:CB 4:D:532:SER:HB3 2.41 0.50
2:B:569:HIS:O 2:B:599:GLY:N 2.44 0.50
3:C:118:ALA:CB 3:C:150:PHE:CD2 2.77 0.50
4:D:589:PHE:CE1 4:D:603:GLY:HA3 2.46 0.50
4:P:5549:LEU:HD12 4:P:5560:VAL:CG2 2.42 0.50
4:1.:4542:PRO:HB2 4:1,:4669:LYS:HB2 1.92 0.50
1:M:3221:LYS:O 1:M:3235: THR:0G1 2.19 0.50
4:P:5520:LEU:N 4:P:5520:LEU:CD2 2.70 0.50
4:P:5542:PRO:HB2 4:P:5669:LYS:HB2 1.92 0.50
4:P:5643: TYR:HA 4:P:5644:PRO:C 2.36 0.50
4:D:549:LEU:HD12 4:D:560:VAL:HG21 1.93 0.50
1:1:2388:ILE:HD12 1:1:238%8:ILE:O 2.12 0.50
2:B:678:SER:CB 4:D:597.-LEU:HD23 2.34 0.49
1:1:2007:-MET:SD 1:1:2279:ILE:HD12 2.52 0.49
4:1,:4549:LEU:HD12 4:1.:4560: VAL:CG2 2.42 0.49
3:0:5217:ARG:HH21 4:P:5622:PRO:CD 2.08 0.49
1:E:1388:ILE:HD12 1:E:1388:ILE:O 2.12 0.49
4:H:3542:PRO:HB3 4:H:3669:LYS:CD 2.42 0.49
1:1:2015:TYR:O 1:1:2017:ALA:N 2.44 0.49
1:A:22:PRO:CB 1:1:2382:LYS:CB 2.76 0.49
3:C:2:ILE:HA 3:C:25:SER:O 2.13 0.49
3:G:3002:ILE:HA 3:G:3025:SER:O 2.13 0.49
3:G:3102:ILE:HB 4:H:3552:ASP:CA 2.40 0.49
3:K:4013:ASN:OD1 3:K:4116:SER:O 2.29 0.49
4:1:4643: TYR:HA 4:1.:4644:PRO:C 2.36 0.49
2:B:544: THR:CB 4:D:593: TRP:NE1 2.75 0.49
2:B:718:LYS:HZ2 4:D:596:ASN:HB2 1.61 0.49
3:C:35:LEU:HD23 3:C:37:VAL:HG23 1.82 0.49
3:K:4035:LEU:CD2 | 3:K:4037:VAL:HG22 2.12 0.49
2:N:3780: THR:0G1 2:N:3791: THR:O 2.30 0.49
4:D:549:LEU:HD12 4:D:560:VAL:CG2 2.42 0.49
1:M:3301:GLU:O 1:M:3320:ALA:N 2.43 0.49
3:0:5013:ASN:OD1 3:0:5116:SER:O 2.29 0.49
1:A:203:ASP:0OD1 1:A:204:LEU:N 2.43 0.49
4:D:506:GLN:OE1 4:D:601:GLY:HA3 2.13 0.49
2:F:1796:GLU:N 2:F:1796:GLU:OE1 2.45 0.49
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Atom-1 Atom-2 distance (A) overlap (A)
3:G:3048:MET:HG2 | 3:G:3064:PHE:CE1 2.48 0.49
4:H:3549:LEU:HD12 | 4:H:3560:VAL:HG21 1.93 0.49
3:0:5048: MET:HG2 3:0:5064:PHE:CE1 2.48 0.49
1:A:89:TRP:N 2:B:515:ASP:0OD2 2.46 0.49
4:D:512: THR:HG22 4:D:608:VAL:HG22 1.95 0.49
3:K:4024:ALA:HB1 3:K:4027:TYR:HE1 1.75 0.49
1:M:3388:ILE:HD12 1:M:3388:ILE:O 2.12 0.49
2:N:3559:THR:C 4:P:5595:ASN:O 2.44 0.49
2:N:3560: GLN:O 4:P:5595:ASN:HA 2.13 0.49
1:A:265:GLU:OE1 1:A:268:ARG:NH2 2.46 0.49
1:A:301:GLU:O 1:A:320:ALA:N 2.43 0.49
3:C:11:VAL:CB 3:C:151:PRO:CB 2.86 0.49
1:E:1197:LYS:O 1:E:1200:SER:OG 2.18 0.49
4:H:3506:GLN:OE1 4:H:3601:GLY:HA3 2.13 0.49
3:0:5002:1ILE:HA 3:0:5025:SER:O 2.13 0.49
3:0:5045:PHE:HZ 4:P:5546:PHE:HZ 0.62 0.49
4:P:5506:GLN:OE1 4:P:5601:GLY:HA3 2.13 0.49
2:B:544: THR:HG21 4:D:593: TRP:CG 2.48 0.49
3:C:48:MET:HG2 3:C:64:PHE:CE1 2.48 0.49
2:F:1562:SER:O 4:H:3531:SER:C 2.56 0.49
3:G:3039:GLN:CD 3:G:3045:PHE:CE1 2.86 0.49
4:H:3512:THR:HG22 | 4:H:3608:VAL:HG22 1.95 0.49
4:1.:4512: THR:HG22 | 4:L:4608:VAL:HG22 1.95 0.49
2:N:3677:PRO:N 3:0:5062:GLU:HB2 2.07 0.49
4:P:5597.LEU:C 4:P:5597.LEU:HD12 2.38 0.49
1:E:1015:TYR:O 1:E:1017:ALA:N 2.44 0.48
4:H:3549:LEU:HD12 | 4:H:3560:VAL:CG2 2.42 0.48
1:1:2265:GLU:OE1 1:1:2268: ARG:NH2 2.46 0.48
2:N:3678:SER:OG 3:0:5047: TRP:CZ3 2.64 0.48
4:P:5512:THR:HG22 | 4:P:5608:VAL:HG22 1.95 0.48
1:E:1007:MET:SD 1:E:1279:ILE:HD12 2.52 0.48
3:G:3018:VAL:O 3:G:3082:GLN:HA 2.14 0.48
1:1:2117:ASP:OD1 1:1:2181:TYR:OH 2.20 0.48
3:K:4048:MET:HG2 | 3:K:4064:PHE:CE1 2.48 0.48
1:M:3007:-MET:SD 1:M:3279:ILE:HD12 2.52 0.48
1:A:7:MET:SD 1:A:279:ILE:HD12 2.52 0.48
1:E:1265:GLU:OE1 1:E:1268:ARG:NH2 2.46 0.48
2:F:1563:ILE:CG2 4:H:3530: THR:HB 2.43 0.48
1:1:2301:GLU:OE1 1:1:2303:LYS:NZ 2.40 0.48
1:M:3037:ARG:HH12 | 1:M:3132:MET:HG3 1.79 0.48
2:N:3560: GLN:C 4:P:5595:ASN:OD1 2.54 0.48
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Atom-1 Atom-2 distance (A) overlap (A)
2:F:1679:GLY:HA3 3:G:3062:GLU:H 1.77 0.48
2:J:2796:GLU:OE1 2:J:2796:GLU:N 2.46 0.48
1:M:3268:ARG:NE 1:M:3270:GLU:OE2 2.47 0.48
1:A:371:CYS:O 1:A:372: THR:OG1 2.25 0.48
1:E:1096:CYS:0O 1:E:1100:ASN:ND2 2.46 0.48
1:1:2089: TRP:N 2:J:2515:ASP:0D2 2.46 0.48
3:K:4057:GLU:C 3:K:4058:PRO:CD 2.74 0.48
4:1.:4506:GLN:OE1 4:1.:4601:GLY:HA3 2.13 0.48
1:M:3265:GLU:OE1 | 1:M:3268:ARG:NH2 2.46 0.48
2:N:3796:GLU:OE1 2:N:3796:GLU:N 2.45 0.48
2:B:796:GLU:OE1 2:B:796:GLU:N 2.46 0.48
4:D:507:GLU:O 4:D:604:THR:0G1 2.27 0.48
2:F:1543:LYS:HE3 4:H:3531:SER:HB2 1.94 0.48
1:1:2037:ARG:HH12 1:1:2132:MET:HG3 1.79 0.48
1:1:2268:ARG:NE 1:1:2270:GLU:OE2 2.47 0.48
3:K:4002:1LE:HA 3:K:4025:SER:O 2.13 0.48
3:K:4097:VAL:HG22 | 3:K:4107:TRP:CE3 2.49 0.48
4:1:4507:GLU:O 4:1:4604:THR:OG1 2.27 0.48
1:M:3260:CYS:H 2:N:3782:ARG:NH2 2.11 0.48
2:N:3678:SER:CB 3:0:5047:- TRP:CZ3 2.97 0.48
4:D:597:LEU:C 4:D:597:LEU:HD12 2.38 0.48
1:E:1268:ARG:NE 1:E:1270:GLU:OE2 2.47 0.48
4:H:3514:PRO:HG2 4:H:3609:LEU:O 2.03 0.48
4:H:3597:LEU:HD12 4:H:3597:LEU:C 2.38 0.48
3:K:4104:LEU:N 4:1.:4536:ASN:OD1 2.43 0.48
1:M:3129:VAL:HG22 | 1:M:3149:VAL:HG11 1.96 0.48
2:N:3679:GLY:CA 3:0:5064:PHE:H 2.26 0.48
3:0:5035:LEU:HG 3:0:5047:TRP:NE1 2.29 0.48
1:A:37:ARG:HH12 1:A:132:MET:HG3 1.79 0.48
3:C:18:VAL:O 3:C:82:GLN:HA 2.14 0.48
3:C:35:LEU:HB3 3:C:97:VAL:HB 1.95 0.48
3:C:217:ARG:HH21 4:D:622:PRO:CD 2.08 0.48
1:E:1260:CYS:H 2:F:1782:ARG:NH2 2.11 0.48
4:1.:4597:LEU:C 4:1:4597:LEU:HD12 2.38 0.48
4:1.:4662:MET:HE3 4:1.:4662:MET:HB2 1.59 0.48
3:0:5018:VAL:O 3:0:5082:GLN:HA 2.14 0.48
3:0:5035:LEU:HB3 3:0:5097:VAL:HB 1.95 0.48
1:A:268:ARG:NE 1:A:270:GLU:OE2 2.47 0.47
3:C:2:.ILE:CD1 3:C:98:ARG:HH11 2.15 0.47
3:C:102:ILE:HB 4:D:552:ASP:CA 2.40 0.47
4:D:703:HIS:ND1 4:D:703:HIS:N 2.62 0.47
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4:P:5542:PRO:HB3 4:P:5669:LYS:CD 2.42 0.47
1:A:391:TYR:CE2 2:B:784:LEU:HD11 2.49 0.47
2:F:1718:LYS:HE2 4:H:3595:ASN:C 2.20 0.47
3:K:4018:VAL:O 3:K:4082:GLN:HA 2.14 0.47
1:M:3391:TYR:CE2 | 2:N:3784:LEU:HD11 2.49 0.47
2:N:3561:LYS:CE 4:P:5532:SER:OG 2.41 0.47
4:P:5689:GLU:HA 4:P:5711:ARG:CZ 2.44 0.47
4:D:689:GLU:HA 4:D:711:ARG:CZ 2.44 0.47
1:E:1089: TRP:N 2:F:1515:ASP:0OD2 2.46 0.47
3:G:3021:SER:HG 3:G:3080: TYR:HE2 0.56 0.47
1:1:2312:ASP:0OD1 1:1:2313:PHE:N 2.48 0.47
2:J:2563:1ILE:HG22 4:1:4532:SER:CA 2.31 0.47
1:M:3312:ASP:OD1 1:M:3313:PHE:N 2.48 0.47
3:0:5097:VAL:HG21 | 3:0:5107:TRP:CD2 2.49 0.47
1:A:129:VAL:HG22 1:A:149:VAL:HG11 1.96 0.47
1:A:390:ASP:O 2:B:823: TRP:HB3 2.14 0.47
1:1:2260:CYS:H 2:J:2782:ARG:NH2 2.12 0.47
3:C:11:VAL:CG2 3:C:152:GLU:N 2.70 0.47
3:C:103:SER:HA 4:D:598: TRP:CH2 2.50 0.47
3:G:3097:VAL:HG22 | 3:G:3107:TRP:CE3 2.49 0.47
1:1:2323:SER:N 1:1:2350:SER:OG 2.47 0.47
3:K:4035:LEU:HB3 3:K:4097:VAL:HB 1.95 0.47
3:K:4102:ILE:HG22 4:1.:4534:CYS:CB 2.13 0.47
3:K:4107:TRP:CB 4:1.:4546:PHE:HB2 2.45 0.47
1:M:3096:CYS:O 1:M:3100:ASN:ND2 2.46 0.47
4:P:5703:HIS:N 4:P:5703:HIS:ND1 2.62 0.47
2:B:780: THR:OG1 2:B:791:THR:O 2.30 0.47
3:C:107:-TRP:CB 4:D:546:PHE:HB2 2.45 0.47
1:E:1323:SER:N 1:E:1350:SER:OG 2.47 0.47
4:H:3689:GLU:HA 4:H:3711:ARG:CZ 2.44 0.47
1:M:3323:SER:N 1:M:3350:SER:OG 2.47 0.47
3:0:5107:TRP:CB 4:P:5546:PHE:HB2 2.45 0.47
1:A:260:CYS:H 2:B:782:ARG:NH2 2.11 0.47
1:A:312:ASP:0OD1 1:A:313:PHE:N 2.48 0.47
1:E:1229:ILE:HG21 2:F:1513:ARG:HE 1.80 0.47
1:E:1371:CYS:O 1:E:1372: THR:0G1 2.25 0.47
3:G:3057:GLU:C 3:G:3058:PRO:CD 2.74 0.47
4:H:3703:HIS:ND1 4:H:3703:HIS:N 2.62 0.47
1:1:2391: TYR:CE2 2:J:2784:LEU:HD11 2.49 0.47
2:J:2558:LYS:HE3 4:1.:4501:GLN:HG3 1.97 0.47
3:K:4035:LEU:HG 3:K:4047:TRP:NE1 2.29 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:4097:VAL:HG21 | 3:K:4107:TRP:CD2 2.50 0.47
3:K:4103:SER:HA 4:1:4598: TRP:CH2 2.50 0.47
4:1.:4703:HIS:ND1 4:1.:4703:HIS:N 2.62 0.47
3:0:5011:VAL:CG2 3:0:5152:GLU:N 2.70 0.47
1:A:246:ARG:NH1 1:A:247:ASP:OD2 2.48 0.47
3:C:78: THR:CG2 3:C:80:TYR:OH 2.48 0.47
3:G:3035:LEU:HG 3:G:3047:-TRP:NE1 2.29 0.47
3:GG:3035:LEU:HB3 3:G:3097:VAL:HB 1.95 0.47
1:E:1246:ARG:NH1 1:E:1247:ASP:0OD2 2.48 0.47
3:G:3097:VAL:HG21 | 3:G:3107:TRP:CD2 2.49 0.47
2:J:2547:-VAL:HG11 3:K:4102:ILE:CA 2.43 0.47
4:1.:4689:GLU:HA 4:1:4711:ARG:CZ 2.44 0.47
1:M:3229:ILE:HG21 2:N:3513:ARG:HE 1.80 0.47
1:A:323:SER:N 1:A:350:SER:OG 2.47 0.47
3:C:12:LYS:HD2 3:C:16:GLU:OE1 2.16 0.47
4:D:524:SER:HG 4:D:594: TYR:HH 1.52 0.47
1:E:1037:ARG:HH12 | 1:E:1132:MET:HG3 1.79 0.47
1:E:1312:ASP:OD1 1:E:1313:PHE:N 2.48 0.47
4:H:3549:LEU:HA 4:H:3560:VAL:HG21 1.97 0.47
4:H:3662:MET:-HE3 | 4:H:3662:MET:HB2 1.59 0.47
1:1:2016:LYS:O 1:1:2332:HIS:ND1 2.48 0.47
1:1:2229:ILE:HG21 2:J:2513:ARG:HE 1.80 0.47
1:1:2390:ASP:O 2:J:2823: TRP:HB3 2.14 0.47
1:M:3016:LYS:O 1:M:3332:HIS:ND1 2.48 0.47
4:P:5549:LEU:HA 4:P:5560:VAL:HG21 1.97 0.47
3:G:3107:-TRP:CB 4:H:3546:PHE:HB2 2.45 0.46
1:M:3246:ARG:NH1 | 1:M:3247:ASP:0OD2 2.48 0.46
1:M:3390:ASP:0O 2:N:3823: TRP:HB3 2.14 0.46
1:A:16:LYS:O 1:A:332:HIS:ND1 2.48 0.46
1:A:229:1LE:HG21 2:B:513:ARG:HE 1.80 0.46
1:E:1391:TYR:CE2 2:F:1784:LEU:HD11 2.49 0.46
3:G:3048:MET:HE1 | 3:G:3081:LEU:HD21 1.97 0.46
2:J:2780: THR:OG1 2:J:2791: THR:O 2.30 0.46
3:0:5047:TRP:NE1 3:0:5049:GLY:0O 2.49 0.46
3:G:3035:LEU:HD23 3:G:3035:LEU:C 2.40 0.46
3:G:3103:SER:HA 4:H:3598: TRP:CH2 2.50 0.46
3:K:4047:TRP:NE1 3:K:4049:GLY:O 2.49 0.46
2:N:3558:LYS:0O 4:P:5596:ASN:HB3 2.16 0.46
3:C:35:LEU:HG 3:C:47:TRP:NE1 2.29 0.46
3:G:3012:LYS:HD2 3:G:3016:GLU:OE1 2.16 0.46
3:G:3097:VAL:HG22 | 3:G:3107:TRP:CD2 2.51 0.46
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1:1:2129:VAL:HG22 1:1:2149:VAL:HG11 1.96 0.46
3:0:5024:ALA:HB1 3:0:5027:TYR:HE1 1.75 0.46
1:E:1016:LYS:O 1:E:1332:HIS:ND1 2.48 0.46
1:E:1390:ASP:O 2:F:1823: TRP:HB3 2.14 0.46
1:1:2246: ARG:NH1 1:1:2247:ASP:0OD2 2.48 0.46
3:K:4072:LEU:HD13 3:K:4074:ILE:CG1 2.46 0.46
2:N:3661:ASP:OD1 2:N:3663:SER:OG 2.28 0.46
3:C:48:MET:HE1 3:C:81:LEU:HD21 1.97 0.46
3:C:97:VAL:CG1 3:C:104:LEU:HB3 2.46 0.46
2:N:3680:ALA:N 3:0:5062:GLU:CA 2.71 0.46
3:C:97:VAL:HG22 3:C:107:TRP:CD2 2.51 0.46
4:D:557:ARG:CD 4:D:558:SER:O 2.62 0.46
1:E:1129:VAL:HG22 | 1:E:1149:VAL:HG11 1.96 0.46
3:G:3097:VAL:CG1 3:G:3104:LEU:HB3 2.46 0.46
2:N:3680:ALA:CA 3:0:5062:GLU:CD 2.79 0.46
3:0:5103:SER:HA 4:P:5598: TRP:CH2 2.50 0.46
2:F:1544: THR:OG1 4:H:3593: TRP:CD1 2.58 0.46
3:0:5011:VAL:CB 3:0:5151:PRO:CB 2.86 0.46
3:0:5072:LEU:HD13 3:0:5074:ILE:CG1 2.46 0.46
3:C:35:LEU:HD23 3:C:35:LEU:C 2.40 0.46
1:E:1301:GLU:O 1:E:1320:ALA:N 2.43 0.46
2:J:2678:SER:HB3 3:K:4062:GLU:HB2 0.75 0.46
3:0:5033:PRO:CB 3:0:5051:ILE:O 2.64 0.46
3:C:21:SER:HG 3:C:80:TYR:HE2 0.51 0.46
3:C:33:PRO:CB 3:C:51:ILE:O 2.64 0.46
3:G:3011:VAL:CG2 3:G:3152:GLU:N 2.70 0.46
1:1:2371:CYS:O 1:1:2372: THR:OG1 2.25 0.46
2:J:2680:ALA:CB 3:K:4062:GLU:CD 2.82 0.46
3:K:4217:ARG:HH21 4:1.:4622:PRO:CD 2.08 0.46
1:M:3263:ALA:HB3 1:M:3268:ARG:HE 1.81 0.46
3:0:5035:LEU:CD2 | 3:0:5037:VAL:HG22 2.12 0.46
3:0:5045:PHE:HE1 4:P:5589:PHE:CZ 2.33 0.46
3:C:30:THR:CG2 3:C:54:ASN:ND2 2.78 0.45
3:C:97:VAL:HG21 3:C:107:TRP:CD2 2.49 0.45
3:G:3047:TRP:NE1 3:G:3049:GLY:0O 2.49 0.45
3:K:4030: THR:CG2 3:K:4054:ASN:ND2 2.78 0.45
3:K:4045:PHE:HE1 4:1.:4589:PHE:CZ 2.33 0.45
3:K:4067:ARG:HH22 3:K:4090:ASP:CG 2.24 0.45
3:0:5048:MET:HE1 | 3:0:5081:LEU:HD21 1.97 0.45
3:0:5097:VAL:CG1 3:0:5104:LEU:HB3 2.46 0.45
3:C:45:PHE:HE1 4:D:589:PHE:CZ 2.33 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
3:C:47:TRP:NE1 3:C:49:GLY:O 2.49 0.45
3:G:3002:1ILE:CD1 3:G:3098:ARG:HH11 2.15 0.45
3:K:4035:LEU:HD23 3:K:4035:LEU:C 2.40 0.45
3:K:4097:VAL:CG1 3:K:4104:LEU:HB3 2.46 0.45
3:0:5035:LEU:HD23 3:0:5035:LEU:C 2.40 0.45
1:A:261:SER:O 1:A:270:GLU:N 2.50 0.45
3:C:72:.LEU:HD13 3:C:74:.ILE:CG1 2.46 0.45
4:D:549:LEU:HA 4:D:560:VAL:HG21 1.97 0.45
1:E:1391:TYR:CZ 2:F:1784:LEU:CD1 2.99 0.45
3:G:3011:VAL:CB 3:G:3151:PRO:CB 2.86 0.45
3:G:3045:PHE:HE1 4:H:3589:PHE:CZ 2.33 0.45
1:1:2261:SER:O 1:1:2270:GLU:N 2.50 0.45
3:K:4048:MET:HE1 | 3:K:4081:LEU:HD21 1.97 0.45
4:1.:4549:LEU:HA 4:1.:4560: VAL:HG21 1.97 0.45
4:P:5653:VAL:H 4:P:5658:VAL:HG23 1.81 0.45
2:B:560:GLN:CG 4:D:595:ASN:O 2.64 0.45
2:B:566:ASP:0OD1 2:B:567:ASN:N 2.50 0.45
2:B:718:LYS:HZ2 4:D:596:ASN:CG 2.25 0.45
2:F:1677:PRO:C 4:H:3501:GLN:CG 2.85 0.45
3:G:3024:ALA:HB1 3:G:3027:TYR:HE1 1.75 0.45
1:1:2096:CYS:O 1:1:2100:ASN:ND2 2.46 0.45
1:1:2391:TYR:CZ 2:J:2784:LEU:CD1 2.99 0.45
3:K:4033:PRO:CB 3:K:4051:ILE:O 2.64 0.45
3:K:4047: TRP:CZ2 3:K:4049:GLY:HA2 2.52 0.45
3:K:4097:VAL:HG22 | 3:K:4107:TRP:CD2 2.51 0.45
1:M:3261:SER:O 1:M:3270:GLU:N 2.50 0.45
1:M:3391:TYR:CZ 2:N:3784:LEU:CD1 2.99 0.45
2:N:3680:ALA:HB3 3:0:5062:GLU:OE1 2.05 0.45
3:0:5097:VAL:HG22 | 3:0:5107:TRP:CD2 2.51 0.45
4:D:653:VAL:H 4:D:658:VAL:HG23 1.81 0.45
3:G:3032:TYR:CE1 3:G:3100: TYR:HD1 1.97 0.45
4:H:3653:VAL:H 4:H:3658:VAL:HG23 1.81 0.45
3:K:4012:LYS:HD2 3:K:4016:GLU:OE1 2.16 0.45
3:K:4102:ILE:HB 4:1.:4552:ASP:CA 2.40 0.45
4:1.:4669:LYS:HB3 4:1.:4669:LYS:HE2 1.73 0.45
3:G:3107:TRP:CB 4:H:3546:PHE:CB 2.95 0.45
1:1:2263:ALA:HB3 1:1:2268:ARG:HE 1.81 0.45
3:0:5047:- TRP:CZ2 3:0:5049:GLY:HA2 2.52 0.45
3:0:5104:LEU:N 4:P:5536:ASN:OD1 2.43 0.45
1:A:96:CYS:O 1:A:100:ASN:ND2 2.46 0.45
4:D:563:ARG:CZ 4:D:564:PHE:HE2 2.30 0.45
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1:E:1263:ALA:HB3 1:E:1268:ARG:HE 1.81 0.45
2:F:1566:ASP:0OD1 2:F:1567:ASN:N 2.50 0.45
3:G:3033:PRO:CB 3:G:3051:ILE:O 2.64 0.45
3:G:3047:- TRP:CZ2 3:G:3049:GLY:HA2 2.52 0.45
4:H:3507:GLU:OE2 4:H:3521: THR:OG1 2.23 0.45
1:1:2301:GLU:O 1:1:2320:ALA:N 2.43 0.45
2:J:2680:ALA:CB 3:K:4062:GLU:.CG 2.94 0.45
4:1.:4653:VAL:H 4:1.:4658:VAL:HG23 1.81 0.45
1:M:3089: TRP:N 2:N:3515:ASP:0D2 2.46 0.45
2:N:3563:ILE:CG2 4:P:5532:SER:CB 2.92 0.45
3:0:5012:LYS:HD2 3:0:5016:GLU:OE1 2.16 0.45
3:0:5102:ILE:O 4:P:5534:CYS:HB3 2.17 0.45
1:E:1380:ASP:0OD1 1:E:1381:CYS:N 2.50 0.45
2:F:1780: THR:0OG1 2:F:1791:THR:O 2.30 0.45
3:K:4103:SER:OG 4:1.:4551:GLY:HA3 2.17 0.45
4:1.:4563:ARG:CZ 4:1.:4564:PHE:HE2 2.30 0.45
1:A:327:GLY:O 1:A:347:LEU:N 2.50 0.45
1:A:391:TYR:CZ 2:B:784:LEU:CD1 2.99 0.45
3:C:103:SER:OG 4:D:551:GLY:HA3 2.17 0.45
4:P:5557:ARG:HD2 4:P:5558:SER:N 2.32 0.45
4:P:5563:ARG:CZ 4:P:5564:PHE:HE2 2.30 0.45
1:E:1261:SER:O 1:E:1270:GLU:N 2.50 0.44
2:F:1661:ASP:0OD1 2:F:1663:SER:OG 2.28 0.44
3:G:3012:LYS:O 3:G:3115:VAL:HA 2.17 0.44
3:G:3067:ARG:HH22 3:G:3090:ASP:CG 2.24 0.44
4:H:3669:LYS:HB3 4:H:3669:LYS:HE2 1.73 0.44
2:J:2547:-VAL:CG1 3:K:4102:ILE:N 2.79 0.44
2:N:3563:ILE:HG21 4:P:5532:SER:CB 2.45 0.44
3:0:5012:LYS:0O 3:0:5115:VAL:HA 2.17 0.44
2:B:544: THR:HB 4:D:593: TRP:NE1 2.31 0.44
3:C:47:TRP:CZ2 3:C:49:GLY:HA2 2.52 0.44
4:D:514:PRO:HG2 4:D:609:LEU:O 2.03 0.44
4:H:3557:ARG:HD2 4:H:3558:SER:N 2.32 0.44
1:1:2380:ASP:OD1 1:1:2381:CYS:N 2.50 0.44
2:J:2566:ASP:0D1 2:J:2567:ASN:N 2.50 0.44
3:K:4078: THR:CG2 3:K:4080: TYR:OH 2.48 0.44
3:0:5039:GLN:CD 3:0:5045:PHE:CE1 2.87 0.44
4:P:5523:ARG:HG3 4:P:5523:ARG:NH1 2.32 0.44
2:B:571:ARG:HG3 2:B:597:THR:0G1 2.18 0.44
1:E:1327:GLY:O 1:E:1347:LEU:N 2.50 0.44
3:G:3072:LEU:HD13 3:G:3074:1ILE:CG1 2.46 0.44
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Atom-1 Atom-2 distance (A) overlap (A)
4:H:3563:ARG:CZ 4:H:3564:PHE:HE2 2.30 0.44
4:H:3638:THR:C 4:H:3639:1LE:HG13 2.42 0.44
3:K:4032:TYR:CZ 3:K:4100: TYR:CG 2.96 0.44
2:N:3679:GLY:CA 3:0:5065:LYS:H 2.31 0.44
3:0:5067:ARG:HH22 3:0:5090:ASP:CG 2.24 0.44
3:C:107:TRP:CB 4:D:546:PHE:CB 2.95 0.44
4:D:582: THR:HG1 4:D:610:GLY:HA3 1.79 0.44
2:F:1543:LYS:N7Z 4:H:3531:SER:HB2 2.31 0.44
3:K:4100: TYR:CD2 3:K:4101:PHE:CE2 3.06 0.44
2:N:3566:ASP:0OD1 2:N:3567:ASN:N 2.50 0.44
1:A:263:ALA:HB3 1:A:268:ARG:HE 1.81 0.44
3:C:67:ARG:HH22 3:C:90:ASP:CG 2.24 0.44
2:F:1563:ILE:HG21 4:H:3530: THR:HB 2.00 0.44
3:G:3102:1LE:O 4:H:3534:CYS:HB3 2.17 0.44
3:K:4102:1LE:O 4:1.:4534:CYS:HB3 2.17 0.44
3:0:5103:SER:OG 4:P:5551:GLY:HA3 2.17 0.44
4:P:5539:GLN:NE2 4:P:5541:LYS:HE3 2.33 0.44
4:P:5638: THR:C 4:P:5639:ILE:HG13 2.42 0.44
4:D:539:GLN:NE2 4:D:541:LYS:HE3 2.33 0.44
4:D:557:ARG:HD2 4:D:558:SER:N 2.32 0.44
4:D:683:LEU:HD22 4:D:687:ALA:CB 2.48 0.44
1:E:1312:ASP:O 1:E:1314:GLY:N 2.50 0.44
2:F:1681:GLN:OE1 3:G:3065:LYS:NZ 2.49 0.44
4:H:3539:GLN:NE2 4:H:3541:LYS:HE3 2.33 0.44
4:1.:4539:GLN:NE2 4:1:4541:LYS:HE3 2.32 0.44
2:N:3719:LYS:HG3 3:0:5052:TYR:HE2 1.80 0.44
3:0:5097:VAL:HG22 | 3:0:5107:TRP:CE3 2.49 0.44
4:P:5557:ARG:CD 4:P:5558:SER:O 2.63 0.44
2:B:560:GLN:HG3 4:D:595:ASN:HB3 2.00 0.44
3:C:57:GLU:C 3:C:58:PRO:CD 2.74 0.44
3:G:3100: TYR:CD2 3:G:3101:PHE:CE2 3.06 0.44
3:G:3123:PRO:HB3 3:G:3149: TYR:HB3 2.00 0.44
4:H:3554:ASN:C 4:H:3554:ASN:ND2 2.54 0.44
2:J:2571:ARG:HG3 2:J:2597:THR:OG1 2.17 0.44
4:1:4557:ARG:HD2 4:1.:4558:SER:N 2.32 0.44
2:N:3720: TRP:CZ2 3:0:5057:GLU:OE2 2.53 0.44
3:0:5100: TYR:CD2 3:0:5101:PHE:CE2 3.06 0.44
3:C:102:ILE:O 4:D:534:CYS:HB3 2.17 0.44
4:D:523:ARG:NH1 4:D:523:ARG:HG3 2.32 0.44
2:F:1571:ARG:HG3 2:F:1597:THR:OG1 2.18 0.44
4:H:3557:ARG:CD 4:H:3558:SER:O 2.63 0.44

Continued on next page...




Page 66

Full wwPDB EM Validation Report

EMD-9278, 6MWV

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
3:K:4012:LYS:0O 3:K:4115:VAL:HA 2.17 0.44
1:A:380:ASP:OD1 1:A:381:CYS:N 2.50 0.44
4:D:542:PRO:HB3 4:D:669:LYS:CD 2.42 0.44
1:M:3380:ASP:OD1 1:M:3381:CYS:N 2.50 0.44
2:N:3677:PRO:C 4:P:5597.LEU:HD23 2.42 0.44
3:0:5123:PRO:HB3 3:0:5149: TYR:HB3 2.00 0.44
3:0:5150:PHE:HA 3:0:5151:PRO:HA 1.84 0.44
4:P:5556:ARG:HD3 | 4:P:5560:VAL:HG12 2.00 0.44
3:C:12:LYS:O 3:C:115:VAL:HA 2.17 0.43
3:C:100: TYR:CD2 3:C:101:PHE:CE2 3.06 0.43
4:D:556:ARG:HD3 4:D:560:VAL:HG12 2.00 0.43
2:F:1556:ASN:O 2:F:1559: THR:OG1 2.30 0.43
3:G:3078: THR:CG2 3:G:3080: TYR:OH 2.48 0.43
3:K:4002:ILE:CD1 | 3:K:4098:ARG:HH12 1.83 0.43
4:1.:4556:ARG:HD3 | 4:L.:4560:VAL:HG12 2.00 0.43
2:N:3677:PRO:N 3:0:5062:GLU:CG 2.74 0.43
3:C:32:TYR:CZ 3:C:100:TYR:CG 2.96 0.43
4:D:669:LYS:HB3 4:D:669:LYS:HE2 1.73 0.43
3:G:3103:SER:OG 4:H:3551:GLY:HA3 2.17 0.43
4:H:3582: THR:HG1 4:H:3610:GLY:HA3 1.81 0.43
1:1:2152:GLU:OE1 1:1:2152:GLU:N 2.52 0.43
2:J:2563:1ILE:HG21 4:1.:4530: THR:OG1 2.18 0.43
4:1:4557:ARG:CD 4:1.:4558:SER:O 2.62 0.43
3:0:5107:TRP:CB 4:P:5546:PHE:CB 2.95 0.43
4:P:5582: THR:HG1 4:P:5610:GLY:HA3 1.75 0.43
4:D:638: THR:C 4:D:639:ILE:HG13 2.43 0.43
4:D:662:MET:HB2 4:D:662:MET:HE3 1.59 0.43
1:1:2312: ASP:O 1:1:2314:GLY:N 2.51 0.43
4:1:4523:ARG:NH1 4:1.:4523:ARG:HG3 2.32 0.43
1:M:3327:GLY:O 1:M:3347:LEU:N 2.50 0.43
1:A:312:ASP:O 1:A:314:GLY:N 2.51 0.43
3:C:2:.ILE:HD13 3:C:98:ARG:HH11 1.80 0.43
4:D:689:GLU:O 4:D:689:GLU:HG3 2.18 0.43
4:H:3689:GLU:O 4:H:3689:GLU:HG3 2.18 0.43
1:M:3007:-MET:O 1:M:3277:ILE:N 2.48 0.43
2:N:3571:ARG:HG3 | 2:N:3597:THR:0OG1 2.18 0.43
4:P:5656: THR:HA 4:P:5657:PRO:HD2 1.62 0.43
4:P:5689:GLU:O 4:P:5689:GLU:HG3 2.18 0.43
3:C:107:TRP:HB2 4:D:546:PHE:HB2 2.01 0.43
3:G:3078: THR:HB 3:G:3080:TYR:CE1 2.54 0.43
3:G:3173:LEU:HD12 | 4:H:3665:THR:CG2 2.39 0.43
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Atom-1 Atom-2 distance (A) overlap (A)
3:K:4107:TRP:CB 4:1.:4546:PHE:CB 2.95 0.43
4:1.:4514:PRO:CD 4:1.:4609:LEU:C 2.89 0.43
4:1,:4638: THR:C 4:1.:4639:ILE:HG13 2.43 0.43
1:M:3152:GLU:N 1:M:3152:GLU:OE1 2.52 0.43
2:N:3680:ALA:H 3:0:5062:GLU:CD 2.23 0.43
2:B:563:ILE:HG22 4:D:531:SER:CA 2.46 0.43
3:G:3107:TRP:HB2 4:H:3546:PHE:HB2 2.01 0.43
4:H:3542:PRO:CB 4:H:3669:LYS:CD 2.95 0.43
4:H:3623:PRO:CG 4:H:3633:ALA:HB1 2.49 0.43
3:K:4078: THR:HB 3:K:4080: TYR:CE1 2.54 0.43
3:K:4123:PRO:HB3 3:K:4149:TYR:HB3 2.00 0.43
3:K:4150:PHE:HA 3:K:4151:PRO:HA 1.84 0.43
3:C:68:PHE:CD1 3:C:83:ILE:HG12 2.54 0.43
3:C:97:VAL:HG22 3:C:107:TRP:CE3 2.49 0.43
3:K:4039:GLN:OE1 3:K:4045:PHE:CZ 2.72 0.43
1:M:3150:ASN:CG 1:M:3153: THR:HG1 2.20 0.43
4:P:5507:GLU:O 4:P:5604: THR:OG1 2.27 0.43
1:A:152:GLU:OE1 1:A:152:GLU:N 2.52 0.43
4:D:520:LEU:N 4:D:520:LEU:CD2 2.70 0.43
4:D:623:PRO:CG 4:D:633:ALA:HB1 2.49 0.43
4:H:3639:1ILE:HG22 4:H:3642:PHE:CD2 2.54 0.43
1:M:3312:ASP:O 1:M:3314:GLY:N 2.51 0.43
3:0:5173:LEU:HD12 | 4:P:5665:THR:CG2 2.39 0.43
1:A:7:MET:O 1:A:277:ILE:N 2.48 0.43
3:C:78: THR:HB 3:C:80:TYR:CE1 2.54 0.43
4:1.:4561:PRO:CG 4:1.:4563:ARG:NH1 2.82 0.43
2:B:560:GLN:HG3 4:D:595:ASN:C 2.44 0.43
2:B:666:SER:N 2:B:673:LYS:O 2.52 0.43
4:H:3656: THR:HA 4:H:3657:PRO:HD2 1.62 0.43
3:K:4011:VAL:CG2 3:K:4152:GLU:N 2.70 0.43
3:K:4068:PHE:CD1 3:K:4083:1ILE:HG12 2.54 0.43
4:1.:4623:PRO:CG 4:1.:4633:ALA:HB1 2.49 0.43
4:1,:4683:LEU:HD22 4:1.:4687:ALA:CB 2.48 0.43
1:M:3102:GLN:NE2 1:M:3104:SER:OG 2.47 0.43
4:H:3523:ARG:HG3 | 4:H:3523:ARG:NH1 2.32 0.42
3:K:4107: TRP:HB2 4:1.:4546:PHE:HB2 2.01 0.42
4:1.:4639:ILE:HG22 4:1.:4642:PHE:CD2 2.54 0.42
4:P:5526:1LE:O 4:P:5526:1LE:HG22 2.19 0.42
3:C:37:VAL:HB 3:C:107:TRP:HZ3 1.84 0.42
4:D:542:PRO:CB 4:D:669:LYS:CD 2.95 0.42
3:G:3039:GLN:OE1 3:G:3045:PHE:CZ 2.72 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
4:H:3540:GLU:HB2 4:H:3546:PHE:CE1 2.54 0.42
4:H:3683:LEU:HD22 4:H:3687:ALA:CB 2.48 0.42
3:K:4088:ASN:O 3:K:4091: THR:HG23 2.19 0.42
4:1.:4582: THR:HG1 4:1.:4610:GLY:HA3 1.78 0.42
3:0:5078: THR:HB 3:0:5080: TYR:CE1 2.54 0.42
3:0:5088:ASN:O 3:0:5091: THR:HG23 2.19 0.42
4:P:5540:GLU:HB2 4:P:5546:PHE:CE1 2.54 0.42
4:P:5683:LEU:HD22 4:P:5687:ALA:CB 2.48 0.42
3:K:4013:ASN:CG 3:K:4117:SER:HA 2.45 0.42
3:0:5037:VAL:HB 3:0:5107:TRP:HZ3 1.84 0.42
4:P:5639:1ILE:HG22 4:P:5642:PHE:CD2 2.54 0.42
1:A:150:ASN:CG 1:A:153:THR:HG1 2.24 0.42
2:B:563:ILE:CA 4:D:532:SER:HB3 2.49 0.42
3:C:13:ASN:CG 3:C:117:SER:HA 2.45 0.42
2:N:3666:SER:N 2:N:3673:LYS:O 2.52 0.42
3:0:5013:ASN:CG 3:0:5117:SER:HA 2.45 0.42
3:0:5030: THR:CG2 3:0:5054:ASN:ND2 2.78 0.42
3:0:5039:GLN:OE1 3:0:5045:PHE:CZ 2.72 0.42
3:0:5068:PHE:CD1 3:0:5083:ILE:HG12 2.54 0.42
2:B:559: THR:HB 4:D:594: TYR:C 2.45 0.42
3:C:88:ASN:O 3:C:91:THR:HG23 2.19 0.42
3:C:123:PRO:HB3 3:C:149:TYR:HB3 2.00 0.42
4:1,:4520:LEU:N 4:1.:4520:LEU:CD2 2.70 0.42
4:D:639:ILE:HG22 4:D:642:PHE:CD2 2.54 0.42
3:G:3013:ASN:CG 3:G:3117:SER:HA 2.45 0.42
3:G:3175:GLN:CG 4:H:3663:GLU:OE2 2.60 0.42
2:N:3505:ASP:0OD2 2:N:3513:ARG:NH2 2.53 0.42
4:D:540:GLU:HB2 4:D:546:PHE:CE1 2.54 0.42
1:E:1152:GLU:OE1 1:E:1152:GLU:N 2.51 0.42
2:F:1630:GLU:HB2 2:N:3507:PRO:CB 2.49 0.42
2:F:1666:SER:N 2:F:1673:LYS:O 2.52 0.42
3:G:3004:LEU:HD23 3:G:3024:ALA:HA 2.02 0.42
3:G:3021:SER:CB 3:G:3080:TYR:HE2 2.13 0.42
3:GG:3037:VAL:HB 3:G:3107:TRP:HZ3 1.84 0.42
3:G:3068:PHE:CD1 3:G:3083:ILE:HG12 2.54 0.42
4:H:3686:ARG:H 4:H:3686:ARG:HG2 1.64 0.42
4:1.:4689:GLU:O 4:1.:4689:GLU:HG3 2.18 0.42
4:P:5623:PRO:CG 4:P:5633:ALA:HB1 2.49 0.42
4:D:587:ILE:HG12 4:D:605:LYS:HG3 2.02 0.42
4:H:3556:ARG:HD3 | 4:H:3560:VAL:HG12 2.00 0.42
1:M:3075:ASP:HB2 1:M:3216:ALA:HB3 2.02 0.42
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3:C:104:LEU:N 4:D:536:ASN:OD1 2.43 0.42
3:C:150:PHE:HA 3:C:151:PRO:HA 1.84 0.42
2:F:1678:SER:HB2 4:H:3597:LEU:HD11 1.36 0.42
4:H:3504:VAL:HG13 4:H:3522:CYS:SG 2.60 0.42
1:1:2075:ASP:HB2 1:1:2216:ALA:HB3 2.02 0.42
2:J:2666:SER:N 2:J:2673:LYS:O 2.52 0.42
1:M:3038:ILE:HG23 | 1:M:3129:VAL:HG12 2.02 0.42
3:0:5170:PHE:HA 3:0:5171:PRO:HD3 1.95 0.42
4:P:5587:1LE:HG12 4:P:5605:LYS:HG3 2.02 0.42
1:A:75:ASP:HB2 1:A:216:ALA:HB3 2.02 0.42
3:C:39:GLN:OE1 3:C:45:PHE:CZ 2.72 0.42
4:D:683:LEU:CD1 4:D:694:TYR:CE2 3.02 0.42
3:K:4004:LEU:HD23 3:K:4024:ALA:HA 2.01 0.42
4:1:4587:ILE:HG12 4:1.:4605:LYS:HG3 2.02 0.42
4:1.:4593: TRP:CZ3 4:1:4597:LEU:CA 3.03 0.42
3:0:5011:VAL:CG2 3:0:5152:GLU:O 2.68 0.42
3:C:107:TRP:CG 4:D:546:PHE:HB3 2.55 0.41
4:H:3526:ILE:O 4:H:3526:1LE:HG22 2.19 0.41
4:H:3593: TRP:CZ3 4:H:3597:LEU:CA 3.03 0.41
3:K:4037:VAL:HB 3:K:4107:TRP:HZ3 1.84 0.41
3:K:4107:-TRP:CG 4:1.:4546:PHE:HB3 2.55 0.41
4:1.:4504:VAL:HG13 4:1.:4522:CYS:SG 2.60 0.41
4:P:5504:VAL:HG13 4:P:5522:CYS:SG 2.60 0.41
4:P:5549:LEU:HD12 4:P:5549:LEU:HA 1.85 0.41
4:P:5575:LEU:HD23 4:P:5575:LEU:HA 1.87 0.41
4:P:5593: TRP:CZ3 4:P:5597:LEU:CA 3.03 0.41
4:D:561:PRO:CG 4:D:563:ARG:NH1 2.82 0.41
1:E:1075:ASP:HB2 1:E:1216:ALA:HB3 2.02 0.41
2:F:1507:PRO:CB 2:J:2630:GLU:HB2 2.49 0.41
3:G:3088:ASN:O 3:G:3091: THR:HG23 2.19 0.41
4:H:3609:LEU:HD12 4:H:3609:LEU:HA 1.86 0.41
3:K:4100: TYR:HE2 3:K:4101:PHE:CZ 2.38 0.41
3:C:18:VAL:HG11 3:C:113:LEU:HD13 2.02 0.41
2:F:1505:ASP:0D2 2:F:1513:ARG:NH2 2.53 0.41
1:1:2038:ILE:HG23 1:1:2129:VAL:HG12 2.02 0.41
2:J:2505:ASP:0D2 2:J:2513:ARG:NH2 2.53 0.41
3:K:4067:ARG:NH2 3:K:4090:ASP:0D2 2.52 0.41
2:N:3677:PRO:CB 4:P:5597.LEU:HD23 2.49 0.41
3:0:5107:TRP:CG 4:P:5546:PHE:HB3 2.55 0.41
4:P:5514:PRO:CD 4:P:5609:LEU:.C 2.89 0.41
2:B:505:ASP:0D2 2:B:513:ARG:NH2 2.53 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:E:1391:TYR:CE2 2:F:1784:LEU:CD1 3.04 0.41
3:G:3018:VAL:HG11 | 3:G:3113:LEU:HD13 2.02 0.41
4:H:3689:GLU:CA 4:H:3711:ARG:HH21 2.33 0.41
2:J:2637:CYS:SG 2:J:2750:CYS:N 2.93 0.41
4:1.:4540:GLU:HB2 4:1.:4546:PHE:CE1 2.55 0.41
1:M:3391: TYR:CE2 2:N:3784:LEU:CD1 3.04 0.41
3:0:5107:TRP:HB2 4:P:5546:PHE:HB2 2.01 0.41
2:B:678:SER:OG 3:C:61:ALA:CB 2.69 0.41
1:E:1134:ASN:OD1 1:E:1135:ILE:N 2.54 0.41
4:H:3587:1LE:HG12 4:H:3605:LYS:HG3 2.02 0.41
1:1:2293:GLU:OE1 1:1:2293:GLU:N 2.54 0.41
2:J:2543:LYS:HE3 4:1.:4532:SER:C 2.46 0.41
4:1.:4656: THR:HA 4:1.:4657:PRO:HD2 1.62 0.41
4:1.:4683:LEU:CD1 4:1.:4694: TYR:CE2 3.02 0.41
4:1.:4689:GLU:CA 4:1.:4711:ARG:HH21 2.33 0.41
4:P:5521: THR:HG21 4:P:5572:LYS:HE2 2.03 0.41
1:A:134:ASN:OD1 1:A:135:ILE:N 2.54 0.41
2:B:677:PRO:HA 4:D:501:GLN:HG2 2.03 0.41
3:C:32:TYR:CZ 3:C:100:TYR:CZ 2.84 0.41
4:D:521:THR:HG21 4:D:572:LYS:HE2 2.03 0.41
4:D:526:ILE:O 4:D:526:ILE:HG22 2.19 0.41
4:D:556:ARG:HD3 4:D:560:VAL:O 2.20 0.41
1:E:1007:MET:O 1:E:1277.ILE:N 2.48 0.41
1:E:1293:GLU:OE1 1:E:1293:GLU:N 2.54 0.41
2:F:1637:CYS:SG 2:F:1750:CYS:N 2.93 0.41
4:H:3561:PRO:CG 4:H:3563:ARG:NH1 2.82 0.41
3:K:4118:ALA:CB 3:K:4150:PHE:CD2 2.77 0.41
1:A:293:GLU:N 1:A:293:GLU:OE1 2.54 0.41
1:A:391:TYR:CE2 2:B:784:LEU:CD1 3.04 0.41
2:B:544: THR:OG1 4:D:593: TRP:NE1 2.54 0.41
3:C:4:LEU:HD23 3:C:24:ALA:HA 2.01 0.41
2:F:1543:LYS:CE 4:H:3531:SER:HB2 2.50 0.41
2:F:1545:ASP:CG 4:H:3534:CYS:SG 3.04 0.41
3:G:3030: THR:CG2 3:G:3054:ASN:ND2 2.78 0.41
4:H:3581:GLN:C 4:H:3608:VAL:HG11 2.46 0.41
4:1.:4556: ARG:HD3 4:1.:4560: VAL:O 2.21 0.41
3:0:5078: THR:CG2 3:0:5080: TYR:OH 2.48 0.41
4:1.:4526:1ILE:O 4:1:4526:1ILE:HG22 2.19 0.41
4:1.:4542:PRO:HB3 4:1:4669:LYS:CD 2.42 0.41
4:1.:4542:PRO:CB 4:1.:4669:LYS:CD 2.95 0.41
4:1.:4581:GLN:C 4:1.:4608:VAL:HG11 2.46 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
3:0:5004:LEU:HD23 3:0:5024:ALA:HA 2.02 0.41
3:0:5032: TYR:CZ 3:0:5100: TYR:CG 2.96 0.41
4:P:5556:ARG:HD3 4:P:5560:VAL:O 2.20 0.41
4:P:5689:GLU:CA 4:P:5711:ARG:NH2 2.83 0.41
2:B:502: TYR:HE2 2:B:504:ALA:HB2 1.86 0.41
3:C:102:ILE:HG13 4:D:552:ASP:CB 2.34 0.41
3:C:173:LEU:HD12 4:D:665: THR:CG2 2.39 0.41
4:D:581:GLN:C 4:D:608:VAL:HG11 2.46 0.41
4:D:593: TRP:CZ3 4:D:597:LEU:CA 3.03 0.41
2:F:1563:ILE:HG22 4:H:3531:SER:OG 2.21 0.41
3:G:3011:VAL:CG2 3:G:3152:GLU:O 2.68 0.41
4:H:3521:THR:HG21 | 4:H:3572:LYS:HE2 2.03 0.41
4:H:3556:ARG:HD3 4:H:3560:VAL:O 2.20 0.41
1:1:2134:ASN:OD1 1:1:2135:ILE:N 2.54 0.41
1:1:2391: TYR:CE2 2:J:2784:LEU:CD1 3.04 0.41
3:K:4018:VAL:HG11 | 3:K:4113:LEU:HD13 2.02 0.41
1:M:3134:ASN:OD1 1:M:3135:ILE:N 2.54 0.41
2:N:3502: TYR:HE2 2:N:3504:ALA:HB2 1.86 0.41
2:N:3718:LYS:C 3:0:5052:TYR:HE2 2.20 0.41
4:P:5581:GLN:C 4:P:5608:VAL:HG11 2.46 0.41
4:P:5662:MET:HB2 | 4:P:5662:MET:HE3 1.59 0.41
4:P:5669:LYS:HE2 4:P:5669:LYS:HB3 1.73 0.41
1:A:102:GLN:NE2 1:A:104:SER:OG 2.47 0.41
3:C:97:VAL:HG11 3:C:104:LEU:HB3 2.03 0.41
1:E:1265:GLU:O 1:E:1267:LEU:N 2.54 0.41
4:1,:4689:GLU:OE2 4:1:4711:ARG:NH2 2.54 0.41
3:0:5067:ARG:NH2 3:0:5090:ASP:0D2 2.52 0.41
4:P:5689:GLU:CA 4:P:5711:ARG:HH21 2.33 0.41
2:B:718:LYS:HB2 3:C:59:THR:OG1 2.21 0.40
3:C:11:VAL:CG2 3:C:152:GLU:O 2.68 0.40
3:C:91:THR:O 3:C:92:ALA:HB2 2.21 0.40
4:H:3561:PRO:HG2 | 4:H:3563:ARG:HH12 1.85 0.40
2:J:2502:TYR:HE2 2:J:2504:ALA:HB2 1.86 0.40
4:1.:4628:LEU:HD23 4:1.:4628:LEU:HA 1.89 0.40
1:M:3265:GLU:O 1:M:3267:LEU:N 2.54 0.40
3:0:5018:VAL:HG11 | 3:0:5113:LEU:HD13 2.02 0.40
1:A:38:ILE:HG23 1:A:129:VAL:HG12 2.02 0.40
3:C:119:LYS:0O 3:C:150:PHE:HD2 2.04 0.40
4:D:556:ARG:C 4:D:557:ARG:O 2.62 0.40
4:D:628:LEU:HD23 4:D:628:LEU:HA 1.89 0.40
2:J:2680:ALA:HB2 3:K:4062:GLU:OE2 2.17 0.40

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:K:4011:VAL:CG2 3:K:4152:GLU:O 2.68 0.40
3:K:4032:TYR:OH 3:K:4100:TYR:CE2 2.36 0.40
3:0:5091: THR:O 3:0:5092:ALA:HB2 2.21 0.40
4:P:5542:PRO:CB 4:P:5669:LYS:CD 2.95 0.40
4:P:5628:LEU:HD23 4:P:5628:LEU:HA 1.89 0.40
4:P:5689:GLU:OE2 4:P:5711:ARG:NH2 2.54 0.40
3:C:35:LEU:CD2 3:C:37:VAL:HG22 2.12 0.40
4:D:504:VAL:HG13 4:D:522:CYS:SG 2.60 0.40
1:E:1038:ILE:HG23 | 1:E:1129:VAL:HG12 2.02 0.40
3:G:3078:THR:CB 3:G:3080: TYR:CE1 3.04 0.40
4:H:3686:ARG:HG3 | 4:H:3686:ARG:NH1 2.36 0.40
4:H:3689:GLU:CA 4:H:3711:ARG:NH2 2.83 0.40
1:1:2265:GLU:O 1:1:2267:LEU:N 2.54 0.40
3:K:4011:VAL:HB 3:K:4151:PRO:CB 2.51 0.40
3:K:4078: THR:CB 3:K:4080: TYR:CE1 3.04 0.40
3:K:4091: THR:O 3:K:4092:ALA:HB2 2.21 0.40
4:1.:4549:LEU:HD12 4:1.:4549:LEU:HA 1.85 0.40
4:1.:4686:ARG:H 4:1:4686:ARG:HG2 1.64 0.40
1:M:3293:GLU:OE1 1:M:3293:GLU:N 2.54 0.40
3:0:5057:GLU:C 3:0:5058:PRO:CD 2.74 0.40
3:0:5119:LYS:0O 3:0:5150:PHE:HD2 2.04 0.40
1:A:265:GLU:O 1:A:267:LEU:N 2.54 0.40
2:B:579:VAL:O 2:B:580:SER:OG 2.33 0.40
3:C:100: TYR:HE2 3:C:101:PHE:CZ 2.38 0.40
4:D:514:PRO:HD2 4:D:609:LEU:HB3 2.03 0.40
4:H:3579:GLY:O 4:H:3580:ALA:C 2.64 0.40
3:K:4021:SER:CB 3:K:4080: TYR:HE2 2.13 0.40
3:K:4032:TYR:CE1 3:K:4100: TYR:HB2 2.56 0.40
3:C:57:GLU:HA 3:C:58:PRO:CD 2.52 0.40
4:D:689:GLU:CA 4:D:711:ARG:NH2 2.83 0.40
3:G:3032:TYR:CE1 3:G:3100: TYR:HB2 2.56 0.40
3:G:3107:TRP:CG 4:H:3546:PHE:HB3 2.55 0.40
1:1:2327:GLY:O 1:1:2347:LEU:N 2.50 0.40
3:K:4021:SER:CA 3:K:4080: TYR:CD2 3.05 0.40
4:1.:4689:GLU:CA 4:1.:4711:ARG:NH2 2.84 0.40
There are no symmetry-related clashes.
grbB
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all PDB entries followed by that with respect to all EM
entries.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 398/441 (90%) | 322 (81%) | 72 (18%) | 4 (1%) 12} 48
1 E 398/441 (90%) | 322 (81%) | 72 (18%) | 4 (1%) 12} 48
1 I 398/441 (90%) | 322 (81%) | 72 (18%) | 4 (1%) 12} 48
1 M 398/441 (90%) | 322 (81%) | 72 (18%) | 4 (1%) 12} 48
2 B 323/420 (77%) | 258 (80%) | 65 (20%) 0
2 F 323/420 (77%) | 259 (80%) | 64 (20%) 0 |
2 J 323/420 (77%) | 259 (80%) | 64 (20%) 0 |
2 N 323/420 (77%) | 259 (80%) | 64 (20%) 0 |
3 C 216/218 (99%) | 196 (91%) | 15 (7%) | 5 (2%) 28
3 G 216/218 (99%) | 196 (91%) | 15 (%) | 5 (2%) 28
3 K 216/218 (99%) | 196 (91%) | 15 (%) | 5 (2%) 28
3 0] 216/218 (99%) | 196 (91%) | 15 (%) | 5 (2%) 28
4 D 209/214 (98%) | 188 (90%) | 19 (9%) | 2 (1%) 12} 48
4 H 209/214 (98%) | 188 (90%) | 19 (9%) | 2 (1%) 12} 48
4 L 209/214 (98%) | 188 (90%) | 19 (9%) | 2 (1%) 12} 48
4 P 209/214 (98%) | 188 (90%) | 19 (9%) | 2 (1%) 12} 48

All | Al | 4584/5172 (89%) | 3859 (84%) | 681 (15%) | 44 (1%) 15 48

All (44) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 390 ASP
3 C 43 LYS
4 D 543 ASP
1 E 1390 ASP
3 G 3043 LYS
4 H 3543 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 I 2390 ASP
3 K 4043 LYS
4 L 4543 ASP
1 M 3390 ASP
3 O 5043 LYS
4 P 5543 ASP
3 C 103 SER
3 G 3103 SER
3 K 4103 SER
3 O 5103 SER
3 C 41 PRO
4 D 701 GLU
3 G 3041 PRO
4 H 3701 GLU
3 K 4041 PRO
4 L 4701 GLU
3 0O 5041 PRO
4 P 5701 GLU
1 A 265 GLU
1 A 266 PRO
3 C 118 ALA
1 E 1265 GLU
1 E 1266 | PRO
3 G 3118 ALA
1 I 2265 GLU
1 I 2266 | PRO
3 K 4118 ALA
1 M 3265 GLU
1 M 3266 | PRO
3 O 5118 ALA
3 C 119 LYS
3 G 3119 LYS
3 K 4119 LYS
3 O 5119 LYS
1 A 191 PRO
1 E 1191 PRO
1 I 2191 PRO
1 M 3191 PRO
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5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM
entries.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 339/370 (92%) | 339 (100%) 0 |
1 E 339/370 (92%) | 339 (100%) 0 |
1 I 339/370 (92%) | 339 (100%) 0 |
1 M 339/370 (92%) | 339 (100%) 0 |
2 B | 282/367 (T7%) | 282 (100%) 0 [100] [100]
2 F | 282/367 (T7%) | 282 (100%) 0 100 ] [100]
2 J 282 /367 (77%) | 282 (100%) 0 100 [ 100
2 N | 282/367 (77%) | 282 (100%) 0 100 ] [100]
3 C 188/188 (100%) | 176 (94%) | 12 (6%)

3 ¢ 188/188 (100%) | 176 (94%) | 12 (6%)
3 K 188/188 (100%) | 176 (94%) | 12 (6%)
3 o) 188/188 (100%) | 176 (94%) | 12 (6%)
4 D 178/183 (97%) | 145 (82%) | 33 (18%)
4 H 178/183 (97%) | 145 (82%) | 33 (18%)
4 L 178/183 (97%) | 145 (82%) | 33 (18%)
4 P 178/183 (97%) | 145 (82%) | 33 (18%)
All | ALl | 3948/4432 (89%) | 3768 (95%) | 180 (5%)

All (180) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
3 C 1 GLN
3 C 5 VAL
3 C 7 SER
3 C 28 THR
3 C 41 PRO
3 C 43 LYS
3 C 51 ILE
3 C 62 GLU

Continued on next page...
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Mol | Chain | Res | Type
3 C 63 GLU
3 C 72 LEU
3 C 73 GLU
3 C 142 LEU
4 D 520 LEU
4 D 523 ARG
4 D 536 ASN
4 D 549 LEU
4 D 550 ILE
4 D 554 ASN
4 D 560 VAL
4 D 571 ASP
4 D 575 LEU
4 D 581 GLN
4 D 582 THR
4 D 583 GLU
4 D 605 LYS
4 D 609 LEU
4 D 618 VAL
4 D 620 LEU
4 D 626 GLU
4 D 629 GLU
4 D 630 THR
4 D 632 LYS
4 D 635 LEU
4 D 660 GLN
4 D 662 MET
4 D 666 GLN
4 D 670 GLN
4 D 671 SER
4 D 681 LEU
4 D 684 THR
4 D 686 ARG
4 D 689 GLU
4 D 691 HIS
4 D 705 VAL
4 D 709 LEU
3 G 3001 GLN
3 G 3005 VAL
3 G 3007 SER
3 G 3028 | THR
3 G 3041 PRO

Continued on next page...
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Mol | Chain | Res | Type
3 G 3043 LYS
3 G 3051 ILE
3 G 3062 GLU
3 G 3063 GLU
3 G 3072 LEU
3 G 3073 GLU
3 G 3142 LEU
4 H 3520 LEU
4 H 3523 | ARG
4 H 3536 ASN
4 H 3549 LEU
4 H 3550 ILE
4 H 3554 ASN
4 H 3560 VAL
4 H 3571 ASP
4 H 3575 LEU
4 H 3581 GLN
4 H 3582 | THR
4 H 3583 GLU
4 H 3605 LYS
4 H 3609 LEU
4 H 3618 VAL
4 H 3620 LEU
4 H 3626 GLU
4 H 3629 GLU
4 H 3630 | THR
4 H 3632 LYS
4 H 3635 LEU
4 H 3660 | GLN
4 H 3662 | MET
4 H 3666 GLN
4 H 3670 | GLN
4 H 3671 SER
4 H 3681 LEU
4 H 3684 | THR
4 H 3686 | ARG
4 H 3689 GLU
4 H 3691 HIS
4 H 3705 VAL
4 H 3709 LEU
3 K 4001 GLN
3 K 4005 VAL

Continued on next page...
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Mol | Chain | Res | Type
3 K 4007 SER
3 K 4028 | THR
3 K 4041 PRO
3 K 4043 LYS
3 K 4051 ILE
3 K 4062 GLU
3 K 4063 GLU
3 K 4072 LEU
3 K 4073 GLU
3 K 4142 LEU
4 L 4520 LEU
4 L 4523 | ARG
4 L 4536 ASN
4 L 4549 LEU
4 L 4550 ILE
4 L 4554 ASN
4 L 4560 VAL
4 L 4571 ASP
4 L 4575 LEU
4 L 4581 GLN
4 L 4582 | THR
4 L 4583 GLU
4 L 4605 LYS
4 L 4609 LEU
4 L 4618 VAL
4 L 4620 LEU
4 L 4626 GLU
4 L 4629 GLU
4 L 4630 | THR
4 L 4632 LYS
4 L 4635 LEU
4 L 4660 | GLN
4 L 4662 | MET
4 L 4666 GLN
4 L 4670 | GLN
4 L 4671 SER
4 L 4681 LEU
4 L 4684 | THR
4 L 4686 | ARG
4 L 4689 GLU
4 L 4691 HIS
4 L 4705 VAL

Continued on next page...
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Mol | Chain | Res | Type
4 L 4709 LEU
3 O 5001 GLN
3 O 5005 VAL
3 O 5007 SER
3 O 5028 | THR
3 O 5041 PRO
3 O 5043 LYS
3 O 5051 ILE
3 O 5062 GLU
3 O 5063 GLU
3 O 5072 LEU
3 O 5073 GLU
3 O 5142 LEU
4 P 5520 LEU
4 P 5523 | ARG
4 P 5536 ASN
4 P 5549 LEU
4 P 5550 ILE
4 P 5554 ASN
4 P 5560 VAL
4 P 5571 ASP
4 P 5575 LEU
4 P 5581 GLN
4 P 5582 | THR
4 P 5583 GLU
4 P 5605 LYS
4 P 5609 LEU
4 P 5618 VAL
4 P 5620 LEU
4 P 5626 GLU
4 P 5629 GLU
4 P 5630 | THR
4 P 5632 LYS
4 P 5635 LEU
4 P 5660 | GLN
4 P 5662 | MET
4 P 5666 GLN
4 P 5670 | GLN
4 P 5671 SER
4 P 5681 LEU
4 P 5684 | THR
4 P 5686 | ARG

Continued on next page...
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Mol | Chain | Res | Type
4 P 5689 GLU
4 P 5691 HIS
4 P 5705 VAL
4 P 5709 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (82)

such sidechains are listed below:

Mol | Chain | Res | Type
1 A 7 GLN
1 A 102 GLN
1 A 183 HIS
1 A 328 ASN
1 A 387 HIS
1 A 394 GLN
2 B 528 HIS
2 B 638 ASN
2 B 662 HIS
2 B 825 GLN
3 C 6 GLN
3 C 54 ASN
3 C 82 GLN
3 C 84 ASN
3 C 109 GLN
3 C 168 HIS
4 D 554 ASN
4 D 555 ASN
4 D 673 ASN
1 E 1102 GLN
1 E 1183 HIS
1 E 1387 HIS
1 E 1394 GLN
2 F 1528 HIS
2 F 1638 ASN
2 F 1642 HIS
2 F 1825 GLN
3 G 3003 GLN
3 G 3006 GLN
3 G 3054 ASN
3 G 3082 GLN
3 G 3084 ASN
3 G 3109 GLN
3 G 3168 HIS

Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
4 H 3501 GLN
4 H 3554 ASN
4 H 3555 ASN
4 H 3596 ASN
4 H 3673 ASN
1 I 2102 GLN
1 I 2183 HIS
1 I 2328 ASN
1 I 2356 HIS
1 I 2387 HIS
1 I 2394 | GLN
2 J 2528 HIS
2 J 2638 ASN
2 J 2642 HIS
2 J 2662 HIS
2 J 2825 GLN
3 K 4003 GLN
3 K 4006 GLN
3 K 4054 ASN
3 K 4082 GLN
3 K 4084 ASN
3 K 4109 GLN
3 K 4168 HIS
4 L 4554 ASN
4 L 4555 ASN
4 L 4581 GLN
4 L 4673 ASN
1 M 3102 GLN
1 M 3183 HIS
1 M 3328 ASN
1 M 3387 HIS
1 M 3394 | GLN
2 N 3528 HIS
2 N 3638 ASN
2 N 3662 HIS
2 N 3825 GLN
3 O 5003 GLN
3 O 5006 GLN
3 O 5054 ASN
3 O 5082 GLN
3 O 5084 ASN
3 O 5085 ASN

Continued on next page...
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Mol | Chain | Res | Type
3 O 5109 GLN
3 O 5168 HIS
4 P 5501 GLN
4 P 5554 ASN
4 P 5555 ASN
4 P 5673 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5.4 Non-standard residues in protein, DNA, RNA chains (i)

There are no non-standard protein/DNA /RNA residues in this entry.

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#nonstandard_residues_and_ligands
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-9278. These allow visual inspection
of the internal detail of the map and identification of artifacts.

Images derived from a raw map, generated by summing the deposited half-maps, are presented

below the corresponding image components of the primary map to allow further visual inspection
and comparison with those of the primary map.

6.1 Orthogonal projections (i)

6.1.1 Primary map

6.1.2 Raw map


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_visualisation
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_projections
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6.2 Central slices (i)

6.2.1 Primary map

X Index: 280 Y Index: 280 Z Index: 280

6.2.2 Raw map

X Index: 280 Y Index: 280 Z Index: 280

The images above show central slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#central_slices
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6.3 Largest variance slices (i)

6.3.1 Primary map

X Index: 228 Y Index: 228 Z Index: 332

6.3.2 Raw map

X Index: 262 Y Index: 262 Z Index: 298

The images above show the largest variance slices of the map in three orthogonal directions.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#largest_variance_slices
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6.4 Orthogonal standard-deviation projections (False-color) (i)

6.4.1 Primary map

6.4.2 Raw map

The images above show the map standard deviation projections with false color in three orthogonal
directions. Minimum values are shown in green, max in blue, and dark to light orange shades
represent small to large values respectively.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_glow_std
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6.5 Orthogonal surface views (i)

6.5.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.7.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.

6.6 Mask visualisation (i)

This section was not generated. No masks/segmentation were deposited.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#orthogonal_views
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#masks
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7 Map analysis (i)

This section contains the results of statistical analysis of the map.

7.1 Map-value distribution (i)

Map-value distribution

— Voxel count

4 Recommended contour
level 0.7

Voxel count (logl0)

D T T T T T T T
—8 —b —4 =2 )] 2 4 [¥]
Map value

The map-value distribution is plotted in 128 intervals along the x-axis. The y-axis is logarithmic.
A spike in this graph at zero usually indicates that the volume has been masked.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_analysis
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_value_distribution
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7.2  Volume estimate (i)

Volume estimate
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level 0.7
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300000 -

200000 A

100000 K

S~

D T T T T T T T
—8 —6 —4 -2 0 2 4 ] 8
Contour level

The volume at the recommended contour level is 79048 nm?; this corresponds to an approximate
mass of 71406 kDa.

The volume estimate graph shows how the enclosed volume varies with the contour level. The
recommended contour level is shown as a vertical line and the intersection between the line and
the curve gives the volume of the enclosed surface at the given level.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#volume_estimate
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

6
|
I
4
S 2 |
g' = Prnimary map RAPS
= N Raw map RAPS
= Reported resolution
W —
S 01 7.30 A+
4t
=
—2 -
_4 -

0.00 0.05 0.10 0.15 0.20 0.25 0.30
Spatial frequency (4~1)

*Reported resolution corresponds to spatial frequency of 0.137 A2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#raps
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8 Fourier-Shell correlation (i)

Fourier-Shell Correlation (FSC) is the most commonly used method to estimate the resolution of
single-particle and subtomogram-averaged maps. The shape of the curve depends on the imposed
symmetry, mask and whether or not the two 3D reconstructions used were processed from a
common reference. The reported resolution is shown as a black line. A curve is displayed for the
half-bit criterion in addition to lines showing the 0.143 gold standard cut-off and 0.5 cut-off.

8.1 FSC (D

FSC

—— Author-provided FSC

Unmasked-calculated
FSC

-= 0143

-= 05

— = Half-bit
Reported resolution
7.30 A=

Correlation

—'D'.E T T T T T T
0.00 0.05 0.10 0.15 0.20 0.25 0.30

Spatial frequency (A-1)

*Reported resolution corresponds to spatial frequency of 0.137 A2


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#fsc_validation
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8.2 Resolution estimates (i)

. . Estimation criterion (FSC cut-off)
Resolution estimate (A) 51T 0% HalEhit
Reported by author 7.30 - -
Author-provided FSC curve | 7.33 | 8.83 7.44
Unmasked-calculated™ 7.29 | 8.80 7.36

*Resolution estimate based on FSC curve calculated by comparison of deposited half-maps.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#resolution_estimates
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-9278 and PDB
model 6MWYV. Per-residue inclusion information can be found in section 3 on page 6.

9.1 Map-model overlay (i)

This section was not generated.

9.2 Q-score mapped to coordinate model (i)

1.0

0.0
W <0.0

The images above show the model with each residue coloured according its QQ-score. This shows
their resolvability in the map with higher Q-score values reflecting better resolvability. Please
note: Q-score is calculating the resolvability of atoms, and thus high values are only expected at
resolutions at which atoms can be resolved. Low Q-score values may therefore be expected for
many entries.

9.3 Atom inclusion mapped to coordinate model (i)

1.0

0.0


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_overlay
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#qscore_mapped_model
https://www.wwpdb.org/validation/2017/EMValidationReportHelp#ai_mapped_model
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The images above show the model with each residue coloured according to its atom inclusion. This
shows to what extent they are inside the map at the recommended contour level (0.7).

9.4 Atom inclusion (i)

Atom inclusion

1.0 “\
o
= 0.8
v
=
]
W
E 0.6 - —— Backbone atoms
£ 7 All non-hydrogen
E atoms
o Recommended contour
)
o level 0.7
w5 0.4
o
Q
)
[}
o
L 0.2
D-ﬂ I I I I I I I _‘_I

—8 -6 —d -2 0] 2 4 3] 8
Contour level

At the recommended contour level, 94% of all backbone atoms, 91% of all non-hydrogen atoms,
are inside the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#atom_inclusion_by_contour
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.7) and Q-score for
the entire model and for each chain.

Chain Atom inclusion Q-score

All 0.9090 . 0.0920

A 0.9200 . 0.1260

B 0.9250 . 0.1360 "
C 0.9300 . 0.0710 '
D 0.9330 . 0.0740

E 0.8810 I 0.1080

F 0.9210 . 0.1170

G 0.9170 . 0.0700

H 0.9450 . 0.0640

I 0.9210 . 0.1200

J 0.9160 . 0.0900

K 0.8870 . 0.0600 00
L 0.9100 I 0.0530 e
M 0.8650 . 0.0880

N 0.8850 . 0.0780

@) 0.9090 . 0.0600

P 0.9100 I 0.0630
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