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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 (1) 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.dev43

MolProbity : 4.02b-467

Percentile statistics :  20191225.v01 (using entries in the PDB archive December 25th 2019)
MapQ : 1.9.9
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.31.2
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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 3.20 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 Percentile Ranks Value
Clashscore I - .
Ramachandran outliers I 0
Sidechain outliers I | 0.8%
Worse Better

0 Percentile relative to all structures

[I Percentile relative to all EM structures

Motric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 158937 4297
Ramachandran outliers 154571 4023
Sidechain outliers 154315 3826

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 821 - 75% 7% 9%
1 B 821 - 74% 7% 9%
1 C 821 - 74% 17% 9%
1 D 821 - 74% 17% T
1 E 821 - 73% 18% T
1 F 821 - 74% 17% T
1 G 821 - 75% 17% 9%
1 H 821 - 74% 17% %

Continued on next page...
W O RLDWIDE

PROTEIN DATA BANK
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 I 821 - 74% 17% 9%
1 J 821 - 74% 17% 9%
1 K 821 - 74% 18% ow
1 L 821 - 74% 17% 9%




Page 4 Full wwPDB EM Validation Report EMD-0544, 6NYJ

2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 68664 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 Vacuolating cytotoxin autotransporter.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 B 750 5722 3579 1005 1126 12 0 0

Total C N @) S
1 C 750 5722 3579 1005 1126 12 0 0

Total C N @) S
1 D 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 b 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 F 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 G 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 H 750 5792 3579 1005 1126 12 0 0

Total C N O S
1 I 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 J 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 K 750 5722 3579 1005 1126 12 0 0

Total C N O S
1 L 750 5722 3579 1005 1126 12 0 0



https://www.wwpdb.org/validation/2017/EMValidationReportHelp#entry_composition
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9%

17%

75%

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

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: green = 0, yellow = 1, orange = 2
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

e Molecule 1: Vacuolating cytotoxin autotransporter

3 Residue-property plots (i)

and red = 3 or more.

Page 5
Chain A: T

9TLT

|
€T
[ | [ | A\ [ 9TIN [ |
02T 0vPA 0194 81T STTA (0421
6111 [ | [ | [ | [ | [ |
8114 mmi wmmm ¢ 0219 mmi
LTIN L eTTL
[ ] 1299 7684 ¢ 8114 12¥9
60TL [ | [ | ¢ N AN |
[ ] TZVA 188N ¢ o [ | TZVA
y0T) [ | wﬂmx ¢ mmc. [ |
| €0TW ZT9N ZTHN
z01a [ ] €894 ¢ $OTH [ |
[ ] 8821 807N [ ] ¢ ¢ | goTW 80%N
60 1 | 8LsN ¢ ¢ < Z01a [}
[ ] agzs z0%4 [ | OI N 8821 Z0%4
z6) i o 8155 €0LA i [ ow
|16l 6STA 0078 [ ] Iy a8zs 00%S
06M [ ] | e6eV 9993 . [ | | e6eV
m? ogzh wmma [ | ¢ mmg wm«,a
| 6TT1 £93S
mwa wmﬁ_ «mmz [ ] ¢ 0gzd wﬂmz
895 | 6TT1
mE ﬂﬁ €8V [ ] ¢ ) mwa mmmm £8ev
| zseN 9£8T | zseN
mE wmﬁ 1 mﬂ. mmﬁ “ + mE «m 41 ﬂm._.
o
mﬁ 66T mmmm Nmﬁ ¢ w mE wmﬁ mmmm
86TS
G99k [ ] 89€D 879 w 89K 66TH 89D
| oo 8611 [ | [ | = [ | 861S [ |
€93 [ | £9EN 2SN me 054 [ | £9EN
[ | 16TV [ | [ | 8991 Bt | | S6TI | |
054 0610 ZHEL z18d [ | =} 9%a | | 7560
[ | | TISN G99N < 16TV [ |
98TA 0T9Y %994 = 0610 TyeL
[ | 605A | €99M 6.5 o M [ |
om:. [ | wmmz Ceur 5 N umS
vt 111D =
\.mG [ | me ] .m omé
A4S TLLY
mmé | 96WN mmS Wu pms
967 r
mmS [ | Zv91 “ 001 mo mmE
6875 L Tver Rl
um: 8874 0799 ¢ = mma
I —
wm:_ i 8EON 0 m mmﬁ
518 mmi omoH o ) wmﬁ
O¥IN
[ | 8L%L ££99 ¢ - 1918
YETT | uva | ezedd .. 0¥IN
Ceemy CE st R - 1 1
TETT &) PETT
CaEnL 1970 wmmm om; =) & Ceend
0ETY | 99vn 15) TeTT
6T mm§ ﬁmwz «mz < o | oTeTL
82T [a) = 0ETY
LTTH z9vA $T9L TELN M < 45
9ZIN [ ] €197 0ELN = 8210
SZTA 8571 ZTON [ | ) @) LTTH

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

Full wwPDB EM Validation Report EMD-0544, 6NYJ

Page 6

¥634

L8SN
9894

€854

8.LSN

S.SS

9983

€988

8%5d

EVSN

> @

1954

9€ST
SESA

2eSd

82sd

TTsN

2184

0T8%
60SA

¥0ss

L6YI

S6%A

68%S
8874

€874

8L%L

9LVI

L9%a

S9¥N

29%A

8SVT

€0LK

96971

5890

6.L91
8L9T

GL9K

8991
199a
999N

7994

TN

%591

SH9T

{47428

0%9D

8EIN

9€91

i

€€9D

Te91
ve9s
TCON
i42°A%

€191
CTON

0794

9098

o
—
s}
II =

808d

OS> 0O OO

€6.LD

06L&

8.1

084
6L.LS

LLLD

g

0 891

o

TOLN

¢

0vLA
veLd

TELN
0ELN

9TLT
€TLY
8TLT

STLN

L2 4

totransporter

in au

totox

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain C

ST

0Z1d

8114
LTIN

60TL

70T

cota

8821
§8¢s
6SCA
0€Zh
8¢Ty
41414
602V

902k
S021

6613
861S

S6TI

16TV
0610

98TA
08TY
LLTD
€LTH
S91a
2911
vSTY

15459
OVIN

VETT

CETT

0ETY

LTTH

(0)7472:8
SEVY
VX470]
13470
{4574
80%N

20%Yd

00%S

86€b
V6EN

£8EY

T8EL

SLed

89€D

€9EN

cveL

|
L8SN
98S)

€854
8.LSN
S.SS
998%
€988
8%9d

E73N

T¥SH

9€SI
S€SQ

2¢eSd

8254

TSN

2154

018
60SA

0SS

L6VI

S67A

687S
8874

€874

8LYL

9L%1

L9%a

S9N

29vA

8S¥T

9S¥I

TTLN

a2 2 4

€0LK

9691

7994

CI9N

%591

S%91

{47428

079D

8EIN

9€91

i

£€9D

T€91
¥Z9s
TN
YI9L

€191
CTON

oo 2 4

0194

9098

¥6S4

0T8N

808d

S081

OO SO oo

€6.LD

06L&

L8L1

0831
6LLS

LLLD

TLLY

3

0 89.1

83N
LS8

0v.LA
veLd

TELN
0ELN

9TL1
€CLY
8T.L1T

STLN

totransporter

in au

totox

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain D

0Z1H

8114
LTIN

60TL

70T

20t1a

L6N

263

06M

88271
98¢s
6SCA

0€Zh

(0)7472:8

SEVY

L2%D

TChA

(4574

80%N

20%Yd

00%s

86€b
76EN

£8EV

R LDWIDE

erbDeBe

T8EL

SLed

89€D

E€9EN

TveL

O
PROTEIN DATA BANK

W



EMD-0544, 6NYJ

Full wwPDB EM Validation Report

Page 7

9098

¥654

L8SN
9854

€834

813N

S.S8

9983

€98S

8¥sd

EVSN

1954

9€ST
SESA

e84

8zsd

2eSN

[45:ES

0TSY
60SA

L6YI

S6%A

68%S
8874

8L¥L

13

9LYI

19%d

S9PN

29%A

8S¥T

9G¥I

OO0 OO

8T.LT

STLN

TTLN

€0LA
96971
5890

6L91
8L9T

GL9K

(474528

079D

<&

8EIN

9€91

€€9D

T€91

¢
¢

¢

SO0

L2 2 4

<>

0T8N

808d

S08L

€6.D
06LX
L8L1

083
6LLS

1 au

LLLD

TLLY

t

89.T

Ll

TOLN

0%LA

veLd

TELN
0ELN

9CTLT

€TLY

totransporter

ing cytotoxi

Vacuolat

e Molecule 1

9%

18%

73%

Chain E

STTA

0Z1H

8114
LTIN

60TL

70T

2ota

L6N

263

06M
684

8821
§8¢s
6SCA
0€Zh
8¢Ty
41414
90Tk

66TY
86TS

S6TI
16TV
0610
6811
98TA
08TY
LLTD
€LTH
S91Q
2911
ST

1545
07 IN

YETT

CETT

0ETY

8zTh
LTTH
9CIN

SEVY

VX470]

13478

{4574

80%N

2074

00%S

86€b
V6EN

£8EY

T8EL

Sled

89€D

€9EN

vsea

cveL

€854

8.LSN

9.5d
§.SS

99S%

€958

6751
8%9d

EVSN

TySY

9€SI
S€SQ

2eSd

82S5d

TSN

2154

0TSY
60S8A

0SS

LB6YI

S6¥A

68¥S
8874

€874

871

9L%1

1L9%a

s

S9%N

{45218

8S¥T

9S¥I

(047208

€0LK

9691

5890

6,91
8.L91

SL9K

[474°28

0%9D

8EIN

9€91

i

£€9D

T€91
%29s
T2
1oL
€191
CTON
0194
9098

¥634

L8SN
9854

S oo

€6.D

06L&

L8LT

08.%
6L.LS

LLLD

CTLLY

T9LN

83N
LS.LS

0%.LA

veLd

TELN
0ELN

9CLT

€CLY

8TLT

STLN

TILN

totransporter

in au

totox

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain F

9CTIN
SCIA

0z1d
6TTL
8114
LTIN
60TL
0T
zota

LN

263

06M

88C1
§8¢s
6SCA
0€Zh
8ccH
4544
902k

66T)
86TS

S6TI

16TV
0610

98TA
08TY
LL1D
€LTH
S91Q
2911
¥S1d

1545
07 IN

YETT

CETT

0ETV

8TTh
LTTH

(0)7472:8

SEVY

L2%D

TChA

(4574

80%N

20%Yd

00%s

86€b
76EN

£8EV

T8EL

SLed

89€D

E€9EN

vsea

TYeL

O

R LDWIDE
PROTEIN DATA BANK

W



EMD-0544, 6NYJ

Full wwPDB EM Validation Report

Page 8

¥634

L8SN
9894

€854

8.LSN

1)

9.8d
S.SS

9983

€938

67SL
8¥sd

9€ST
SE€Sa

2esd

eracic

[445]\}

2184

0TSy
60SA

0SS

L6V1

S6¥A

68%S
8874

i

€874

8L¥L

9LYI

19%d

S9PN

29%A

8S¥T

9G¥I

TTLN

OO0

<>
9%

€0LA

9691

5890

6L91
8L91

SL9A

<> <

8991

S99N
7994

TN

%591

SH9T

{47428

0%9D

8EIN

9€91

€€9D

Te91
ve9s
TCON
i42°A%

€191
CTON

0794

9098

808d
: .
S08L =
—
£6.9 Lol.w
] s
06.Lk m.
| 2
18L1 =
L £
083
6LLS m
psim <
111D =)
] <
TLLY =)
—

’r
75%

<
e
5
totox

o
o
T9LN 20
¢ 2
<
¢ ovLA m
| | Q
vELY ®
(] >
TELN ..
0ELN —

| ) : |

9Z.1 ]m .

| 3 @)
€TLM D

i =

811 M <

| )

0 STLN ° O

0z1d
6171
8114
LTIN
6071
70T
2ota

L6N

263

06M
684

180

L.a

cL1

894

S9&

£9)

084

8821
§8¢s
6SCA

0€Zh

(0)7472:8

SEVY

VX470]

13470

{4574

80%N

20%Yd

00%S

86€b
V6EN

£8EY

T8EL

SLed

89€D

€9EN

cveL

0794

9098

7654

L8SN
989)

€854

8LSN

§.88

9983

€958

8¥sa

9€SI
SESQ

¢eSd

8254

TSN

2154

0TSy
60SA

0SS

L6VI

S67A

687%S
8874

€84

8LYL

9LYI

L9%Q

S9N

(4218

8S¥T

¢
¢
¢
¢
¢
¢
¢
¢

9TL1

€TLN

8T.L1T

€0LK

8991

S99N
7994

TN

591

S%91

{47428

0%9D

8EIN

9€91

£€9D

T€91

oS

TTOW

vToL

€197
CToN

9%

o
g
17%

¢
¢
¢
¢
¢
¢
¢
¢
¢
¢

—
o
+—
s
@)
o,
0
]
<
—
=
@)
+~
=
[av}
n J
6118 o N
---- ~
1119 .m
[] @)
TLLV ,.WJ
oo
0 89.1 Wo
¢ R
Q
¢ s
TOLN <
. -
-
¢ < B
omt, = H
Q
vELY o
] S B
TELN <
0ELN = -~
| ° O

9CIN
STTA

0ZTH

8114
LTIN

60TL

YOI

c¢ota

8821

§8CS
6SCA
0€2h
8zcy
4544
902k

66T)
86TS

S6TI

T6TY
067D

98TA
08TY
LLTD
€LTY
S91d
2911
ST

IS
0% IN

YETT

CETT

0ETY

8TTh
LTTH

8S¥T
(0)7472:8
SEVV
L2%D
12478
(457}
807N

[k

0078

86€b
v6eEN

€8€Y

T8€L

S.e4d

89€D

€9eN

TveL

9098
¥634

L8SN
9854

€894
8LSN
S.88
9993
€948
8¥%5d

£7SN

R LDWIDE

Tvsy

9€ST
SESA

e84

8294

2TSN

[45:Es

0TSY
60SA

¥0ss

L6%I

S6%A

68%S
88%4

€874

8LYL

9L¥I

L9%a

S9¥M

29%A

O

PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-0544, 6NYJ

Page 9

STLN

TTLN

OO0 OO

€0LA

96971

1}

5890

691
8L91

SL9&

<> <

8991

999N

7994

1 au

TN

%591

SH9T

Y91

0%9D

8EIN

9€91

i

£€9D

T€91
ve9s
TCOW
7191

€191
CTON

0794

0T8N

808d

S08L

PSOO9S SO oo

€6.D

06LK

8.1

0831
6LLS

LLLD

TLLY

3

totox

0 891

TOLN

0%LA
veLd

TELN
0ELN

9CTLT
€TLY

8T.LT

totransporter

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain I

9CIN
SCTIA

0Z1d

8114
LTIN

60TL

70T

cota

L6N

263

06M
684

780

L.a

cL1

894

0S84

97

8821
98¢s
65CA
0€zh
8¢Ty
4544
602V

90Tk
S021

66T
86TS

S6TI

16TV
061D

98TA
08TH
LLTD
€LTH
S91a
2911
¥e1d

1545
OvIN

YeTT

CETT

0ETY

8zTh
LTTH

(074728

SEVY

VX470]

1347

(4574

80%N

{40

00%S

86€b
v6EN

£8EY

T8EL

SLed

89€D

€9EN

cveL

L8SN
98S)

€854

8LSN

S.SS

9984

€958

8%3d

E73N

TySY

9€SI
S€SQ

2¢eSd

8¢Sd

TSN

2154

018
60SA

0SS

L6VI

S6¥A

687S
8874

€874

8LYL

9L%1

L9%a

S9N

{4218

85¥T

9S¥I

€0LK

9691

8991

999N

%994

299N

%991

SY91

{4428

0%99

8EIN

9€91

€E9D

T€91

298

T2

1oL

€191
CTON

07194
9098

¥634

OO0 eO SO oo

6LLS

LLLD

CTLLY

3

0 89.7T

LSLS

0%LA
veLd

TELN
0ELN

9CLT

€T

8TLT

totransporter

in au

totox

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain J

0Z1H

8114
LTIN

6071

70T

20t1a

L6N

263

06M

8821
§8¢s
65CA

0€Zh

(0)7472:8

SEVY

L2¥D

13470

{454

80%N

[0S

00%S

86€b
76EN

£8EY

T8EL

SLed

89€D

€9EN

TveL

9098
7654

L8SN
985)

€854
8.LSN
S.88
9983
€988
8¥sa

E€¥SN

T9SH

9€SI
SESQ

2eSd

8¢5

[44:\g

2184

0TSY
60SA

L6VI

S67A

687%S
8874

8LYL

9L%1

L9%a

S9N

{45218

8S¥T

9S¥I

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-0544, 6NYJ

Page 10

OO0 OO

8T.LT

STLN

TTLN

€0LA
9691
5890

6.L91
81971

SL9K

{47428

0%9D

<

8EIN

9€91

£€9D

13

T€91

COOOeO 0O o0

o 2

<>

0T8N

808d

S08L

€6.D

06LX

L8L1

083
6LLS

1 au

LLLD

TLLY

t

89.7T

Ll

TOLN

0vLA

veLd

TELN
0ELN

9CTLT

€TLY

totransporter

ing cytotoxi

Vacuolat

e Molecule 1

9%

18%

74%

Chain K

SCTA

0Z1H

8114
LTIN

60TL

YOI

20ta

L6N

263

oM
684

780

L.a

cL1
TLT

894

0S84

97

8821
S8CS
65CA
0€Th
8zey
25414
602V

90Tk
S021

6614
861S

S6TI
161V
061D
6811
98TA
08TY
LLTD
€LT4
S91a
2911
¥STd

71s
OV IN

YETT

CETT

0ETY

8zTh
LTTH
9CIN

L2¥D

1347

(4574

80%N

20%Y

00%S

86€b
v6EN

£8EY

T8EL

Sled

89€D

€9EN

wsea

TveL

€854

8LSN

9.5d
S.SS

9984

€958

6%SL
8%3d

E73N

TySY

9€SI
S€SQ

2¢eSd

8¢Sd

TSN

2154

018
60SA

L6YVI

S67A

687¥S
8874

8L%L

9L%1

L9%Q

S9%

{45578

8S¥T

9S¥I

(0)7472:8

SEVY

oy

9691

5890

8991
1990

S99N
%994

3

< oo

TN

%591

S%91

[474°28

0%9D

8EIN

9€91

i

€€9D

€191

CTON

0194

9098

¥634

L8SN
9854

€6.LD

06L&

L8L1

08.L%
6L.LS

LLLD

CTLLY

89.71

TOLN

i

0%LA

veLd

TELN
0ELN

9TLT

€TLA

8TLT

totransporter

in au

totox

ing cy

Vacuolati

e Molecule 1

9%

17%

74%

Chain L

9CIN
SCIA

0Z1d

8114
LTIN

60TL

Y01

cota

L6N

{41

06M

88C1
§8¢s
6SCA
0€Zh
82Ty
41414
902k

6613
86TS

S6TI

16TV
061D

98TA
08TY
LLTD
€LTH
S91Q
2911
914

1545
07 IN

VETT

CETT

0ETY

8zTh
LTTH

(0)7472:8
SEVY
L2¥D
13470
{454
80%N

[0S

00%S

86€b
76EN

£8EY

T8EL

SLed

89€D

€9EN

vsea

TYeL

7654

L8SN
985X

€854

8LSN

9.8d
§.SS

9983

€988

67SL
8¥sa

9€SI
S€SQ

2¢eSd

8254

TSN

2154

0T8Y
60SA

0S8

L6VI

S67A

68¥S
8874

€874

8LYL

9L%1

L9%a

S9N

{45218

8S¥T

9S¥I

O

R LDWIDE
PROTEIN DATA BANK

W



Full wwPDB EM Validation Report EMD-0544, 6NYJ

Page 11

TTLN

OO oo

€0LA

96971

1

OS> SO oo

5890

6.91
8L91

SL9&

8991

S99N
7994

TN

%591

S%9T

[474°28

0%9D

BEIN

9€91

i

€€9D

T€91
ve9s
TCON
7191

€191
CTON

0794

9098

0T8N

808d

S08L

€6.D

06LK

8.1

0831
6LLS

LLLD

TLLY

t

89.LT

> @

H

TOLN

"

ovLA
veLd

TELN
0ELN

9CTLT
€TLA

8TLT

0 STLN

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12

Full wwPDB EM Validation Report

EMD-0544, 6NYJ

4 Experimental information (i)

Property Value Source

EM reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, D6 Depositor
Number of particles used 47009 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) 7 Depositor
Minimum defocus (nm) 1300 Depositor
Maximum defocus (nm) 2500 Depositor
Magnification 130000 Depositor
Image detector GATAN K2 SUMMIT (4k x 4k) Depositor
Maximum map value 3.099 Depositor
Minimum map value -1.732 Depositor
Average map value 0.008 Depositor
Map value standard deviation 0.090 Depositor
Recommended contour level 0.36 Depositor
Map size (A) 407.03998, 407.03998, 407.03998 wwPDB

Map dimensions 384, 384, 384 wwPDB

Map angles (°) 90.0, 90.0, 90.0 wwPDB

Pixel spacing (A) 1.06, 1.06, 1.06 Depositor



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

Page 13

Full wwPDB EM Validation Report

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 | o717 <5 | RMSZ #|Z| >5
1 A 0.40 0/5820 0.63 1/7882 (0.0%)
1 B 0.40 0/5820 0.63 1/7882 (0.0%)
1 C 0.40 0/5820 0.63 1/7882 (0.0%)
1 D 0.40 0/5820 0.63 1/7882 (0.0%)
1 E 0.40 0/5820 0.63 1/7882 (0.0%)
1 F 0.40 0/5820 0.63 1/7882 (0.0%)
1 G 0.40 0/5820 0.63 1/7882 (0.0%)
1 H 0.40 0/5820 0.63 1/7882 (0.0%)
1 | 0.40 0/5820 0.63 1/7882 (0.0%)
1 J 0.40 0/5820 0.63 1/7882 (0.0%)
1 K 0.40 0/5820 0.63 1/7882 (0.0%)
1 L 0.40 0/5820 0.63 1/7882 (0.0%)
All All 0.40 | 0/69840 | 0.63 | 12/94584 (0.0%)

There are no bond length outliers.

All (12) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 D 132 | LEU | CA-CB-CG | 5.29 127.47 115.30
1 B 132 | LEU | CA-CB-CG | 5.29 127.46 115.30
1 I 132 | LEU | CA-CB-CG | 5.28 127.45 115.30
1 K 132 | LEU | CA-CB-CG | 5.28 127.45 115.30
1 C 132 | LEU | CA-CB-CG | 5.28 127.44 115.30
1 F 132 | LEU | CA-CB-CG | 5.28 127.44 115.30
1 L 132 | LEU | CA-CB-CG | 5.28 127.44 115.30
1 E 132 | LEU | CA-CB-CG | 5.28 127.44 115.30
1 H 132 | LEU | CA-CB-CG | 5.27 127.42 115.30
1 A 132 | LEU | CA-CB-CG | 5.27 127.42 115.30
1 J 132 | LEU | CA-CB-CG | 5.27 127.41 115.30
1 G 132 | LEU | CA-CB-CG | 5.26 127.41 115.30

There are no chirality outliers.

EMD-0544, 6NYJ
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There are no planarity outliers.

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 5722 0 5634 79 0
1 B 9722 0 5634 80 0
1 C o722 0 5634 81 0
1 D o722 0 5634 81 0
1 E D722 0 5634 87 0
1 F D722 0 5634 83 0
1 G 5722 0 5634 79 0
1 H 5722 0 5634 79 0
1 I 9722 0 5634 83 0
1 J o722 0 5634 81 0
1 K o722 0 5634 85 0
1 L D722 0 5634 81 0

All All 68664 0 67608 967 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 7.

All (967) 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)
1:C:117:ASN:H 1:C:141:SER:HB2 1.57 0.69
1:1:117:ASN:H 1:1:141:SER:HB2 1.57 0.69
1:A:654:LEU:H 1:A:696:LEU:HA 1.58 0.69
1:K:654:LEU:H 1:K:696:LEU:HA 1.58 0.69
1:B:117:ASN:H 1:B:141:SER:HB2 1.57 0.69
1:E:654:LEU:H 1:E:696:LEU:HA 1.58 0.69
1:G:654:LEU:H 1:G:696:LEU:HA 1.58 0.69
1:H:117:ASN:H 1:H:141:SER:HB2 1.57 0.69
1:J:117:ASN:H 1:J:141:SER:HB2 1.57 0.69
1:D:117:ASN:H 1:D:141:SER:HB2 1.57 0.69
1:H:654:LEU:H 1:H:696:LEU:HA 1.58 0.69
1:B:654:LEU:H 1:B:696:LEU:HA 1.58 0.68

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

Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:E:117:ASN:H 1:E:141:SER:HB2 1.57 0.68
1:K:117:ASN:H 1:K:141:SER:HB2 1.57 0.68
1:L:117:ASN:H 1:L:141:SER:HB2 1.57 0.68
1:F:117:ASN:H 1:F:141:SER:HB2 1.57 0.68
1:C:654:LEU:H 1:C:696:LEU:HA 1.58 0.68
1:1:654:LEU:H 1:1:696:LEU:HA 1.58 0.68
1:A:117:ASN:H 1:A:141:SER:HB2 1.57 0.68
1:D:654:LEU:H 1:D:696:LEU:HA 1.58 0.68
1:F:654:.LEU:H 1:F:696:LEU:HA 1.58 0.68
1:G:117:ASN:H 1:G:141:SER:HB2 1.57 0.68
1:J:654:LEU:H 1:J:696:LEU:HA 1.58 0.68
1:L:654:LEU:H 1:L:696:LEU:HA 1.58 0.67
1:B:381: THR:HG22 1:B:383:ALA:H 1.61 0.66
1:H:381:THR:HG22 1:H:383:ALA:H 1.61 0.66
1:C:381: THR:HG22 1:C:383:ALA:H 1.61 0.66
1:1:381: THR:HG22 1:1:383:ALA:H 1.61 0.65
1:A:381:THR:HG22 1:A:383:ALA:H 1.61 0.65
1:G:381: THR:HG22 1:G:383:ALA:H 1.61 0.65
1:D:381: THR:HG22 1:D:383:ALA:H 1.61 0.65
1:J:381: THR:HG22 1:J:383:ALA:H 1.61 0.65
1:L:381: THR:HG22 1:1:383:ALA:H 1.61 0.65
1:F:381: THR:HG22 1:F:383:ALA:H 1.61 0.65
1:E:381: THR:HG22 1:E:383:ALA:H 1.61 0.64
1:K:381: THR:HG22 1:K:383:ALA:H 1.61 0.64
1:J:668:ILE:HD12 1:J:808:PRO:HB2 1.81 0.63
1:D:668:ILE:HD12 1:D:808:PRO:HB2 1.81 0.63
1:A:668:ILE:HD12 1:A:808:PRO:HB2 1.81 0.62
1:G:668:ILE:HD12 1:G:808:PRO:HB2 1.81 0.62
1:K:668:ILE:HD12 | 1:K:808:PRO:HB2 1.81 0.62
1:E:668:ILE:HD12 1:E:808:PRO:HB2 1.81 0.62
1:1:92:LYS:O 1:L:97:ASN:ND2 2.33 0.62
1:F:92:LYS:0O 1:F:97:ASN:ND2 2.33 0.62
1:A:92:LYS:O 1:A:97:ASN:ND2 2.33 0.62
1:D:92:LYS:0O 1:D:97:ASN:ND2 2.33 0.62
1:J:92:LYS:O 1:J:97:ASN:ND2 2.33 0.62
1:E:92:LYS:O 1:E:97:ASN:ND2 2.33 0.62
1:F:668:1LE:HD12 1:F:808:PRO:HB2 1.81 0.62
1:G:92:LYS:O 1:G:97:ASN:ND2 2.33 0.62
1:H:92:LYS:O 1:H:97:ASN:ND2 2.33 0.62
1:B:92:LYS:O 1:B:97:ASN:ND2 2.33 0.61
1:K:92:LYS:O 1:K:97:ASN:ND2 2.33 0.61

Continued on next page...



Page 16

Full wwPDB EM Validation Report

EMD-0544, 6NYJ
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:L:668:1ILE:HD12 1:L:808:PRO:HB2 1.81 0.61
1:1:92:LYS:O 1:1:97:ASN:ND2 2.33 0.61
1:C:92:LYS:O 1:C:97:ASN:ND2 2.33 0.61
1:H:668:ILE:HD12 1:H:808:PRO:HB2 1.81 0.61
1:C:668:ILE:HD12 1:C:808:PRO:HB2 1.81 0.61
1:I:668:ILE:HD12 1:I1:808:PRO:HB2 1.81 0.61
1:B:668:ILE:HD12 1:B:808:PRO:HB2 1.81 0.60
1:D:435:ALA:HB3 | 1:D:462:VAL:HG12 1.84 0.60
1:K:435:ALA:HB3 | 1:K:462:VAL:HG12 1.84 0.60
1:E:435:ALA:HB3 | 1:E:462:VAL:HG12 1.84 0.59
1:J:435:ALA:HB3 1:J:462:VAL:HG12 1.84 0.59
1:1:435:ALA:HB3 1:1:462:VAL:HG12 1.84 0.59
1:C:435:ALA:HB3 | 1:C:462:VAL:HG12 1.84 0.59
1:B:435:ALA:HB3 | 1:B:462:VAL:HG12 1.84 0.58
1:H:435:ALA:HB3 | 1:H:462:VAL:HG12 1.84 0.58
1:D:779:SER:HB3 1:D:790: TYR:HB2 1.86 0.58
1:F:779:SER:HB3 1:F:790:TYR:HB2 1.86 0.58
1:J:779:SER:HB3 1:J:790: TYR:HB2 1.86 0.58
1:1:435:ALA:HB3 | 1:L:462:VAL:HG12 1.84 0.58
1:L:779:SER:HB3 1:L:790: TYR:HB2 1.86 0.58
1:E:779:SER:HB3 1:E:790: TYR:HB2 1.86 0.58
1:F:435:ALA:HB3 | 1:F:462:VAL:HG12 1.84 0.58
1:K:779:SER:HB3 1:K:790: TYR:HB2 1.86 0.58
1:D:408:ASN:ND2 1:D:412:ASN:O 2.37 0.58
1:A:509:VAL:HG11 | 1:A:512:PHE:HB3 1.86 0.58
1:G:509:VAL:HG11 | 1:G:512:PHE:HBS3 1.86 0.58
1:J:408:ASN:ND2 1:J:412:ASN:O 2.37 0.58
1:K:408:ASN:ND2 1:K:412:ASN:O 2.37 0.58
1:E:408:ASN:ND2 1:E:412:ASN:O 2.37 0.58
1:H:408:ASN:ND2 1:H:412:ASN:O 2.37 0.58
1:B:408:ASN:ND2 1:B:412:ASN:O 2.37 0.57
1:A:548:GLU:O 1:A:578:ASN:ND2 2.38 0.57
1:E:548:GLU:O 1:E:578:ASN:ND2 2.38 0.57
1:1:779:SER:HB3 1:1:790: TYR:HB2 1.86 0.57
1:K:548:GLU:O 1:K:578:ASN:ND2 2.38 0.57
1:A:408:ASN:ND2 1:A:412:ASN:O 2.37 0.57
1:A:435:ALA:HB3 | 1:A:462:VAL:HG12 1.84 0.57
1:C:779:SER:HB3 1:C:790: TYR:HB2 1.86 0.57
1:F:509:VAL:HG11 1:F:512:PHE:HB3 1.86 0.57
1:G:408:ASN:ND2 1:G:412:ASN:O 2.37 0.57
1:G:548:GLU:O 1:G:578:ASN:ND2 2.38 0.57

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

1:B:102:ASP:OD1 1:B:104:LYS:NZ 2.37 0.57
1:C:548:GLU:O 1:C:578:ASN:ND2 2.38 0.57
1:G:435:ALA:HB3 | 1:G:462:VAL:HG12 1.84 0.57
1:H:509:VAL:HG11 | 1:H:512:PHE:HB3 1.86 0.57
1:L:509:VAL:HG11 1:L:512:PHE:HB3 1.86 0.57
1:G:779:SER:HB3 1:G:790:TYR:HB2 1.86 0.57
1:H:102:ASP:OD1 1:H:104:LYS:NZ 2.37 0.57
1:1:548:GLU:O 1:1:578:ASN:ND2 2.38 0.57
1:A:779:SER:HB3 1:A:790: TYR:HB2 1.86 0.57
1:B:509:VAL:HG11 1:B:512:PHE:HB3 1.86 0.57
1:J:102:ASP:OD1 1:J:104:LYS:NZ 2.37 0.57
1:H:779:SER:HB3 1:H:790: TYR:HB2 1.86 0.57
1:C:408:ASN:ND2 1:C:412:ASN:O 2.37 0.57
1:B:779:SER:HB3 1:B:790:TYR:HB2 1.86 0.57
1:F:408:ASN:ND2 1:F:412:ASN:O 2.37 0.57
1:1:408:ASN:ND2 1:1:412:ASN:O 2.37 0.57
1:L:408:ASN:ND2 1:1:412:ASN:O 2.37 0.56
1:D:548:GLU:O 1:D:578:ASN:ND2 2.38 0.56
1:F:548:GLU:O 1:F:578:ASN:ND2 2.38 0.56
1:J:548:GLU:O 1:J:578:ASN:ND2 2.38 0.56
1:L:548:GLU:O 1:L:578:ASN:ND2 2.38 0.56
1:C:102:ASP:0OD1 1:C:104:LYS:NZ 2.37 0.56
1:J:509:VAL:HG11 1:J:512:PHE:HB3 1.86 0.56
1:D:509:VAL:HG11 | 1:D:512:PHE:HB3 1.86 0.56
1:1:102:ASP:OD1 1:1:104:LYS:NZ 2.37 0.56
1:A:102:ASP:OD1 1:A:104:LYS:NZ 2.37 0.56
1:F:102:ASP:0OD1 1:F:104:LYS:NZ 2.37 0.56
1:G:102:ASP:OD1 1:G:104:LYS:NZ 2.37 0.56
1:A:726:LEU:O 1:A:734:ARG:NH2 2.39 0.56
1:B:726:LEU:O 1:B:734:ARG:NH2 2.39 0.56
1:E:483:PHE:H 1:E:504:SER:HG 1.53 0.56
1:G:726:LEU:O 1:G:734:ARG:NH2 2.39 0.56
1:H:726:LEU:O 1:H:734:ARG:NH2 2.39 0.55
1:B:548:GLU:O 1:B:578:ASN:ND2 2.38 0.55
1:K:509:VAL:HG11 | 1:K:512:PHE:HBS3 1.86 0.55
1:L:102:ASP:OD1 1:1:104:LYS:NZ 2.37 0.55
1:1L:532:PHE:HB3 1:L:536:ILE:HD11 1.89 0.55
1:A:532:PHE:HB3 1:A:536:ILE:HD11 1.89 0.55
1:B:465:LYS:NZ 1:B:467:ASP:0D2 2.39 0.55
1:F:532:PHE:HB3 1:F:536:ILE:HD11 1.89 0.9
1:G:532:PHE:HB3 1:G:536:ILE:HD11 1.89 0.55

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:K:465:LYS:NZ 1:K:467:ASP:0OD2 2.39 0.55
1:E:465:LYS:NZ 1:E:467:ASP:0D2 2.39 0.55
1:E:509:VAL:HG11 1:E:512:PHE:HB3 1.86 0.55
1:H:548:GLU:O 1:H:578:ASN:ND2 2.38 0.55
1:C:509:VAL:HG11 | 1:C:512:PHE:HB3 1.86 0.55
1:D:162:ILE:HD12 1:D:195:ILE:HG12 1.89 0.95
1:D:726:LEU:O 1:D:734:ARG:NH2 2.39 0.55
1:E:726:LEU:O 1:E:734:ARG:NH2 2.39 0.55
1:F:703: TYR:HD2 1:F:718:LEU:HB3 1.72 0.55
1:F:726:LEU:O 1:F:734:ARG:NH2 2.39 0.55
1:H:465:LYS:NZ 1:H:467:ASP:0OD2 2.39 0.55
1:1:509: VAL:HG11 1:1:512:PHE:HB3 1.86 0.9
1:J:465:LYS:NZ 1:J:467:ASP:0OD2 2.39 0.55
1:L:703:TYR:HD2 1:L:718:LEU:HB3 1.71 0.55
1:D:465:LYS:NZ 1:D:467:ASP:0OD2 2.39 0.55
1:E:703: TYR:HD2 1:E:718:LEU:HB3 1.72 0.55
1:J:162:ILE:HD12 1:J:195:ILE:HG12 1.89 0.55
1:J:703: TYR:HD2 1:J:718:LEU:HB3 1.72 0.55
1:K:703: TYR:HD2 1:K:718:LEU:HB3 1.72 0.9
1:K:726:LEU:O 1:K:734:ARG:NH2 2.39 0.55
1:1:483:PHE:H 1:L:504:SER:HG 1.53 0.55
1:L:726:LEU:O 1:L:734:ARG:NH2 2.39 0.55
1:C:726:LEU:O 1:C:734:ARG:NH2 2.39 0.55
1:E:532:PHE:HB3 1:E:536:ILE:HD11 1.89 0.55
1:J:726:LEU:O 1:J:734:ARG:NH2 2.39 0.55
1:K:162:ILE:HD12 1:K:195:ILE:HG12 1.89 0.95
1:K:532:PHE:HB3 1:K:536:ILE:HD11 1.89 0.55
1:D:703:TYR:HD2 1:D:718:LEU:HB3 1.72 0.55
1:1:726:LEU:O 1:1:734:ARG:NH2 2.39 0.55
1:E:162:ILE:HD12 1:E:195:ILE:HG12 1.89 0.55
1:G:465:LYS:NZ 1:G:467:ASP:0OD2 2.39 0.55
1:D:102:ASP:OD1 1:D:104:LYS:NZ 2.37 0.54
1:E:668:ILE:HA 1:E:675:TYR:HA 1.89 0.54
1:F:522:ASN:HD22 | 1:F:528:GLU:HB2 1.72 0.54
1:G:522:ASN:HD22 | 1:G:528:GLU:HB2 1.72 0.54
1:K:668:ILE:HA 1:K:675:TYR:HA 1.90 0.54
1:A:522:ASN:HD22 | 1:A:528:GLU:HB2 1.72 0.54
1:1:465:LYS:NZ 1:L:467:ASP:0D2 2.39 0.54
1:D:631:ILE:HG22 1:D:633:GLY:H 1.73 0.54
1:D:668:ILE:HA 1:D:675:TYR:HA 1.90 0.54
1:G:703:TYR:HD2 1:G:718:LEU:HB3 1.72 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:J:631:ILE:HG22 1:J:633:GLY:H 1.73 0.54
1:1:522: ASN:HD22 1:L:528:GLU:HB2 1.72 0.54
1:L:668:1LE:HA 1:L:675:TYR:HA 1.90 0.54
1:A:703: TYR:HD2 1:A:718:LEU:HB3 1.72 0.54
1:F:465:LYS:NZ 1:F:467:ASP:0OD2 2.39 0.54
1:F:668:ILE:HA 1:F:675:TYR:HA 1.90 0.54
1:I:703:-TYR:HD2 1:I.718:LEU:HB3 1.72 0.54
1:J:668:1LE:HA 1:J:675:TYR:HA 1.90 0.54
1:A:483:PHE:H 1:A:504:SER:HG 1.55 0.54
1:B:532:PHE:HB3 1:B:536:ILE:HD11 1.89 0.54
1:C:162:ILE:HD12 1:C:195:1ILE:HG12 1.89 0.54
1:C:703:TYR:HD2 1:C:718:LEU:HB3 1.72 0.54
1:D:583:ARG:NH2 1:D:610:PHE:O 2.41 0.54
1:I1:483:PHE:H 1:1:504:SER:HG 1.54 0.54
1:J:583:ARG:NH2 1:J:610:PHE:O 2.41 0.54
1:B:162:ILE:HD12 1:B:195:1LE:HG12 1.89 0.54
1:H:532:PHE:HB3 1:H:536:1ILE:HD11 1.89 0.54
1:1:162:ILE:HD12 1:1:195:ILE:HG12 1.89 0.54
1:1:465:LYS:NZ 1:1:467:ASP:0OD2 2.39 0.54
1:G:134:LEU:O 1:G:140:ASN:ND2 2.41 0.54
1:H:162:1ILE:HD12 1:H:195:ILE:HG12 1.89 0.54
1:H:703:TYR:HD2 1:H:718:LEU:HB3 1.72 0.54
1:J:522:ASN:HD22 1:J:528:GLU:HB2 1.72 0.54
1:1L:162:ILE:HD12 1:L:195:1ILE:HG12 1.89 0.54
1:A:134:LEU:O 1:A:140:ASN:ND2 2.41 0.54
1:B:703:TYR:HD2 1:B:718:LEU:HB3 1.72 0.54
1:C:465:LYS:NZ 1:C:467:ASP:0OD2 2.39 0.54
1:D:522:ASN:HD22 | 1:D:528:GLU:HB2 1.72 0.54
1:F:162:1LE:HD12 1:F:195:ILE:HG12 1.89 0.54
1:1:631:ILE:HG22 1:1:633:GLY:H 1.73 0.54
1:J:532:PHE:HB3 1:J:536:ILE:HD11 1.89 0.54
1:A:162:ILE:HD12 1:A:195:ILE:HG12 1.89 0.54
1:D:532:PHE:HB3 1:D:536:1ILE:HD11 1.89 0.54
1:E:631:ILE:HG22 1:E:633:GLY:H 1.73 0.54
1:K:631:ILE:HG22 1:K:633:GLY:H 1.73 0.54
1:A:583:ARG:NH2 1:A:610:PHE:O 2.41 0.53
1:C:631:1LE:HG22 1:C:633:GLY:H 1.73 0.53
1:F:134:LEU:O 1:F:140:ASN:ND2 2.41 0.53
1:F:583:ARG:NH2 1:F:610:PHE:O 2.41 0.53
1:G:162:ILE:HD12 1:G:195:ILE:HG12 1.89 0.53
1:J:134:LEU:O 1:J:140:ASN:ND2 2.41 0.53
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Atom-1 Atom-2 distance (A) overlap (A)

1:L:134:LEU:O 1:L:140:ASN:ND2 2.41 0.53
1:1:583:ARG:NH2 1:L:610:PHE:O 2.41 0.53
1:C:668:ILE:HA 1:C:675:TYR:HA 1.89 0.53
1:D:134:LEU:O 1:D:140:ASN:ND2 2.41 0.53
1:G:583:ARG:NH2 1:G:610:PHE:O 2.41 0.53
1:H:50:ARG:NH1 1:1:342:THR:OG1 2.41 0.53
1:B:631:1ILE:HG22 1:B:633:GLY:H 1.73 0.53
1:C:522:ASN:HD22 | 1:C:528:GLU:HB2 1.72 0.53
1:F:368:GLY:O 1:F:398:GLN:NE2 2.37 0.53
1:H:134:LEU:O 1:H:140:ASN:ND2 2.41 0.53
1:H:631:ILE:HG22 1:H:633:GLY:H 1.73 0.53
1:B:134:LEU:O 1:B:140:ASN:ND2 2.41 0.53
1:C:583:ARG:NH2 1:C:610:PHE:O 2.41 0.53
1:1:522: ASN:HD22 1:1:528:GLU:HB2 1.72 0.53
1:1:668:ILE:HA 1:1:675: TYR:HA 1.90 0.53
1:A:668:ILE:HA 1:A:675: TYR:HA 1.90 0.53
1:G:668:ILE:HA 1:G:675:TYR:HA 1.90 0.53
1:1:532:PHE:HB3 1:1:536:ILE:HD11 1.89 0.53
1:1:583:ARG:NH2 1:1:610:PHE:O 2.41 0.53
1:A:465:LYS:NZ 1:A:467:ASP:0OD2 2.39 0.53
1:C:532:PHE:HB3 1:C:536:1ILE:HD11 1.89 0.53
1:E:522:ASN:HD22 | 1:E:528:GLU:HB2 1.72 0.53
1:G:483:PHE:H 1:G:504:SER:HG 1.56 0.53
1:K:522:ASN:HD22 | 1:K:528:GLU:HB2 1.72 0.53
1:B:668:1ILE:HA 1:B:675:TYR:HA 1.90 0.53
1:E:102:ASP:OD1 1:E:104:LYS:NZ 2.37 0.53
1:H:583:ARG:NH2 1:H:610:PHE:O 2.41 0.53
1:H:668:1ILE:HA 1:H:675:TYR:HA 1.90 0.53
1:K:583:ARG:NH2 1:K:610:PHE:O 2.41 0.53
1:L:368:GLY:O 1:1:398: GLN:NE2 2.37 0.53
1:B:583:ARG:NH2 1:B:610:PHE:O 2.41 0.53
1:D:368:GLY:O 1:D:398:GLN:NE2 2.37 0.53
1:E:583:ARG:NH2 1:E:610:PHE:O 2.41 0.53
1:H:483:PHE:H 1:H:504:SER:HG 1.55 0.53
1:K:102:ASP:OD1 1:K:104:LYS:NZ 2.37 0.53
1:B:483:PHE:H 1:B:504:SER:HG 1.54 0.53
1:E:134:LEU:O 1:E:140:ASN:ND2 2.41 0.53
1:F:198:SER:OG 1:F:199:LYS:N 2.42 0.53
1:K:134:LEU:O 1:K:140:ASN:ND2 2.41 0.53
1:L:198:SER:OG 1:1L:199:LYS:N 2.42 0.53
1:D:711:ASN:OD1 1:D:810:ASN:ND2 2.42 0.52
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Atom-1 Atom-2 distance (A) overlap (A)

1:J:575:SER:O 1:J:606:SER:OG 2.25 0.52
1:C:81:ASP:OD1 1:C:180:ARG:NH2 2.43 0.52
1:E:198:SER:OG 1:E:199:LYS:N 2.42 0.52
1:J:368:GLY:O 1:J:398:GLN:NE2 2.37 0.52
1:J:711:ASN:OD1 1:J:810:ASN:ND2 2.42 0.52
1:H:575:SER:O 1:H:606:SER:OG 2.25 0.52
1:1:81:ASP:OD1 1:1:180:ARG:NH2 2.43 0.52
1:1:134:LEU:O 1:1:140:ASN:ND2 2.41 0.52
1:K:198:SER:OG 1:K:199:LYS:N 2.42 0.52
1:K:575:SER:O 1:K:606:SER:OG 2.25 0.52
1:D:575:SER:O 1:D:606:SER:OG 2.25 0.52
1:F:81:ASP:OD1 1:F:180:ARG:NH2 2.43 0.52
1:F:631:ILE:HG22 1:F:633:GLY:H 1.73 0.52
1:H:522:ASN:HD22 | 1:H:528:GLU:HB2 1.72 0.52
1:J:81:ASP:OD1 1:J:180:ARG:NH2 2.43 0.52
1:J:198:SER:OG 1:J:199:LYS:N 2.42 0.52
1:L:81:ASP:OD1 1:1:180:ARG:NH2 2.43 0.52
1:A:631:ILE:HG22 1:A:633:GLY:H 1.73 0.52
1:B:368:GLY:O 1:B:398:GLN:NE2 2.37 0.52
1:B:575:SER:O 1:B:606:SER:OG 2.25 0.52
1:C:134:LEU:O 1:C:140:ASN:ND2 2.41 0.52
1:D:81:ASP:OD1 1:D:180:ARG:NH2 2.43 0.52
1:D:198:SER:OG 1:D:199:LYS:N 2.42 0.52
1:G:631:ILE:HG22 1:G:633:GLY:H 1.73 0.52
1:L:631:ILE:HG22 1:L:633:GLY:H 1.73 0.52
1:B:522:ASN:HD22 | 1:B:528:GLU:HB2 1.72 0.52
1:C:198:SER:OG 1:C:199:LYS:N 2.42 0.52
1:E:575:SER:O 1:E:606:SER:OG 2.25 0.52
1:F:711:ASN:OD1 1:F:810:ASN:ND2 2.42 0.52
1:I1:198:SER:OG 1:1:199:LYS:N 2.42 0.52
1:B:198:SER:OG 1:B:199:LYS:N 2.42 0.52
1:K:81:ASP:OD1 1:K:180:ARG:NH2 2.43 0.52
1:L:711:ASN:OD1 1:L:810:ASN:ND2 2.42 0.52
1:B:81:ASP:OD1 1:B:180:ARG:NH2 2.43 0.52
1:B:190:GLN:HG3 1:B:214:ALA:HB3 1.92 0.52
1:E:81:ASP:OD1 1:E:180:ARG:NH2 2.43 0.52
1:F:127-MET:HB3 1:F:130:ALA:HB3 1.92 0.52
1:H:190:GLN:HG3 1:H:214:ALA:HB3 1.92 0.52
1:H:198:SER:OG 1:H:199:LYS:N 2.42 0.52
1:H:368:GLY:O 1:H:398:GLN:NE2 2.37 0.52
1:L:127-MET:HB3 1:L:130:ALA:HB3 1.92 0.52
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1:E:586:LYS:O 1:E:612:ASN:ND2 2.43 0.52
1:H:81:ASP:OD1 1:H:180:ARG:NH2 2.43 0.52
1:A:127:MET:HB3 1:A:130:ALA:HB3 1.92 0.52
1:F¥:696:LEU:HD11 1:.F:787:ILE:HD12 1.92 0.52
1:G:127:-MET:HB3 | 1:G:130:ALA:HB3 1.92 0.52
1:H:696:LEU:HD11 | 1:H:787:ILE:HD12 1.92 0.52
1:K:586:LYS:0O 1:K:612:ASN:ND2 2.43 0.52
1:1L:696:LEU:HD11 1:L:787:ILE:HD12 1.92 0.52
1:B:711:ASN:OD1 1:B:810:ASN:ND2 2.42 0.51
1:C:586:LYS:O 1:C:612:ASN:ND2 2.43 0.51
1:1:586:LYS:O 1:1:612: ASN:ND2 2.43 0.51
1:A:586:LYS:O 1:A:612:ASN:ND2 2.43 0.51
1:A:696:LEU:HD11 | 1:A:787:ILE:HD12 1.92 0.51
1:D:586:LYS:O 1:D:612:ASN:ND2 2.43 0.51
1:E:190:GLN:HG3 1:E:214:ALA:HB3 1.92 0.51
1:G:586:LYS:O 1:G:612:ASN:ND2 2.43 0.51
1:G:696:LEU:HD11 | 1:G:787:ILE:HD12 1.92 0.51
1:H:711:ASN:OD1 1:H:810:ASN:ND2 2.42 0.51
1:J:586:LYS:O 1:J:612:ASN:ND2 2.43 0.51
1:L:190:GLN:HG3 1:L:214:ALA:HB3 1.92 0.51
1:B:586:LYS:0O 1:B:612:ASN:ND2 2.43 0.51
1:B:696:LEU:HD11 | 1:B:787:ILE:HD12 1.93 0.51
1:C:696:LEU:HD11 | 1:C:787:ILE:HD12 1.92 0.51
1:G:81:ASP:OD1 1:G:180:ARG:NH2 2.43 0.51
1:K:190:GLN:HG3 1:K:214:ALA:HB3 1.92 0.51
1:A:81:ASP:OD1 1:A:180:ARG:NH2 2.43 0.51
1:E:696:LEU:HD11 1:E:787:ILE:HD12 1.92 0.51
1:F:190:GLN:HG3 1:F:214:ALA:HB3 1.92 0.51
1:F:586:LYS:O 1:F:612:ASN:ND2 2.43 0.51
1:H:586:LYS:O 1:H:612: ASN:ND2 2.43 0.51
1:1:696:LEU:HD11 1:1.787:ILE:HD12 1.92 0.51
1:A:575:SER:O 1:A:606:SER:OG 2.25 0.51
1:G:575:SER:O 1:G:606:SER:OG 2.25 0.51
1:G:668:ILE:HD13 1:G:810:ASN:H 1.76 0.51
1:J:696:LEU:HD11 1:J:787:ILE:HD12 1.92 0.51
1:D:127:MET:HB3 1:D:130:ALA:HB3 1.92 0.51
1:D:190:GLN:HG3 1:D:214:ALA:HB3 1.92 0.51
1:D:696:LEU:HD11 | 1:D:787:ILE:HD12 1.92 0.51
1:1:190:GLN:HG3 1:1:214:ALA:HB3 1.92 0.51
1:L:586:LYS:O 1:L:612:ASN:ND2 2.43 0.51
1:A:668:ILE:HD13 1:A:810:ASN:H 1.76 0.51
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Atom-1 Atom-2 distance (A) overlap (A)

1:F:668:ILE:HD13 1:F:810:ASN:H 1.76 0.51
1:G:198:SER:OG 1:G:199:LYS:N 2.42 0.51
1:J:127:-MET:HB3 1:J:130:ALA:HB3 1.92 0.51
1:K:696:LEU:HD11 | 1:K:787:ILE:HD12 1.93 0.51
1:A:198:SER:OG 1:A:199:LYS:N 2.42 0.51
1:C:190:GLN:HG3 1:C:214:ALA:HB3 1.92 0.51
1:1:127-MET:HB3 1:1:130:ALA:HB3 1.92 0.51
1:K:668:ILE:HD13 1:K:810:ASN:H 1.76 0.51
1:A:190:GLN:HG3 1:A:214:ALA:HB3 1.92 0.51
1:C:127:MET:HB3 1:C:130:ALA:HB3 1.92 0.51
1:E:668:ILE:HD13 1:E:810:ASN:H 1.76 0.51
1:J:190:GLN:HG3 1:J:214:ALA:HB3 1.92 0.51
1:L:668:ILE:HD13 1:L:810:ASN:H 1.76 0.51
1:G:190:GLN:HG3 1:G:214:ALA:HB3 1.92 0.51
1:C:483:PHE:H 1:C:504:SER:HG 1.58 0.50
1:K:440:LYS:HD3 1:K:467:ASP:HB2 1.94 0.50
1:H:668:ILE:HD13 1:H:810:ASN:H 1.76 0.50
1:I1:50:ARG:NH1 1:J:342:THR:OG1 2.44 0.50
1:J:668:ILE:HD13 1:J:810:ASN:H 1.76 0.50
1:A:594:PHE:HB3 1:A:621:MET:HA 1.94 0.50
1:B:50:ARG:NH1 1:C:342: THR:OG1 2.45 0.50
1:B:668:1ILE:HD13 1:B:810:ASN:H 1.76 0.50
1:E:440:LYS:HD3 1:E:467:ASP:HB2 1.94 0.50
1:F:483:PHE:H 1:F:504:SER:HG 1.57 0.50
1:G:342: THR:OG1 1:L:50:ARG:NH1 2.43 0.50
1:G:594:PHE:HB3 1:G:621:MET:HA 1.94 0.50
1:C:50:ARG:NH1 1:D:342: THR:OG1 2.45 0.50
1:C:668:1LE:HD13 1:C:810:ASN:H 1.76 0.50
1:E:127:-MET:HB3 1:E:130:ALA:HB3 1.92 0.50
1:E:685:GLN:NE2 1:E:731:ASN:OD1 2.45 0.50
1:H:594:PHE:HB3 1:H:621:MET:HA 1.94 0.50
1:I:668:ILE:HD13 1:1:810:ASN:H 1.76 0.50
1:K:685:GLN:NE2 1:K:731:ASN:OD1 2.45 0.50
1:A:685:GLN:NE2 1:A:731:ASN:OD1 2.45 0.50
1:B:594:PHE:HB3 1:B:621:MET:HA 1.94 0.50
1:C:685:GLN:NE2 1:C:731:ASN:OD1 2.45 0.50
1:D:668:ILE:HD13 1:D:810:ASN:H 1.76 0.50
1:E:614: THR:HG23 1:E:636:ILE:HB 1.94 0.50
1:F:594:PHE:HB3 1:F:621:MET:HA 1.94 0.50
1:F:614: THR:HG23 1:F:636:1ILE:HB 1.94 0.50
1:F:685:GLN:NE2 1:F:731:ASN:OD1 2.45 0.50
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Atom-1 Atom-2 distance (A) overlap (A)

1:G:685:GLN:NE2 1:G:731:ASN:OD1 2.45 0.50
1:H:127:-MET:HB3 1:H:130:ALA:HB3 1.92 0.50
1:K:614: THR:HG23 1:K:636:ILE:HB 1.94 0.50
1:L:614: THR:HG23 1:L:636:ILE:HB 1.94 0.50
1:B:127:-MET:HB3 1:B:130:ALA:HB3 1.92 0.50
1:1:685:GLN:NE2 1:1:731:ASN:OD1 2.45 0.50
1:1:594:PHE:HB3 1:L:621:MET:HA 1.94 0.50
1:L:685:GLN:NE2 1:L:731:ASN:OD1 2.45 0.50
1:A:50:ARG:NH1 1:B:342: THR:OG1 2.45 0.50
1:E:50:ARG:NH1 1:F:342: THR:0G1 2.44 0.50
1:K:127:MET:HB3 1:K:130:ALA:HB3 1.92 0.50
1:A:342: THR:OG1 1:F:50:ARG:NH1 2.44 0.50
1:B:685:GLN:NE2 1:B:731:ASN:OD1 2.45 0.50
1:D:614: THR:HG23 1:D:636:ILE:HB 1.94 0.50
1:H:685:GLN:NE2 1:H:731:ASN:OD1 2.45 0.50
1:J:614: THR:HG23 1:J:636:ILE:HB 1.94 0.50
1:K:594:PHE:HB3 1:K:621:MET:HA 1.94 0.50
1:C:440:LYS:HD3 1:C:467:ASP:HB2 1.94 0.49
1:E:594:PHE:HB3 1:E:621:MET:HA 1.94 0.49
1:G:368:GLY:O 1:G:398:GLN:NE2 2.37 0.49
1:1:440:LYS:HD3 1:1:467:ASP:HB2 1.94 0.49
1:C:594:PHE:HB3 1:C:621:MET:HA 1.94 0.49
1:D:594:PHE:HB3 1:D:621:MET:HA 1.94 0.49
1:1:594:PHE:HB3 1:1:621:MET:HA 1.94 0.49
1:H:440:LYS:HD3 1:H:467:ASP:HB2 1.94 0.49
1:1:711:ASN:OD1 1:1:810:ASN:ND2 2.42 0.49
1:J:594:PHE:HB3 1:J:621:MET:HA 1.94 0.49
1:1:440:LYS:HD3 1:L:467:ASP:HB2 1.94 0.49
1:C:711:ASN:OD1 1:C:810:ASN:ND2 2.42 0.49
1:D:173:ARG:HD2 1:D:177:GLY:H 1.78 0.49
1:E:711:ASN:OD1 1:E:810:ASN:ND2 2.42 0.49
1:F:440:LYS:HD3 1:F:467:ASP:HB2 1.94 0.49
1:J:173:ARG:HD2 1:J:177:GLY:H 1.78 0.49
1:B:440:LYS:HD3 1:B:467:ASP:HB2 1.94 0.49
1:D:685:GLN:NE2 1:D:731:ASN:OD1 2.45 0.49
1:J:400:SER:HB2 1:J:402:ARG:HH22 1.78 0.49
1:L:575:SER:O 1:L:606:SER:OG 2.25 0.49
1:D:400:SER:HB2 | 1:D:402:ARG:HH22 1.78 0.49
1:E:173:ARG:HD2 1:E:177:GLY:H 1.78 0.49
1:G:614: THR:HG23 1:G:636:ILE:HB 1.94 0.49
1:J:685:GLN:NE2 1:J:731:ASN:OD1 2.45 0.49
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1:K:89:TYR:HB2 1:K:118:PHE:HA 1.94 0.49
1:A:614: THR:HG23 1:A:636:ILE:HB 1.94 0.49
1:E:89:TYR:HB2 1:E:118:PHE:HA 1.95 0.49
1:K:173:ARG:HD2 1:K:177:GLY:H 1.78 0.49
1:A:440:LYS:HD3 1:A:467:ASP:HB2 1.94 0.49
1:D:440:LYS:HD3 1:D:467:ASP:HB2 1.94 0.49
1:E:126:ASN:OD1 1:E:128:GLN:NE2 2.42 0.49
1:H:126:ASN:OD1 1:H:128:GLN:NE2 2.42 0.49
1:H:173:ARG:HD2 1:H:177:GLY:H 1.78 0.49
1:K:126:ASN:OD1 1:K:128:GLN:NE2 2.42 0.49
1:K:711:ASN:OD1 1:K:810:ASN:ND2 2.42 0.49
1:A:711:ASN:OD1 1:A:810:ASN:ND2 2.42 0.49
1:B:173:ARG:HD2 1:B:177:GLY:H 1.78 0.49
1:C:173:ARG:HD2 1:C:177.:GLY:H 1.78 0.49
1:F:575:SER:O 1:F:606:SER:OG 2.25 0.49
1:G:440:LYS:HD3 1:G:467:ASP:HB2 1.94 0.49
1:J:440:LYS:HD3 1:J:467:ASP:HB2 1.94 0.49
1:A:777:GLY:O 1:A:793:GLY:N 2.46 0.49
1:B:126:ASN:OD1 1:B:128:GLN:NE2 2.42 0.49
1:C:614: THR:HG23 1:C:636:1LE:HB 1.94 0.49
1:D:50:ARG:NH1 1:E:342:THR:0G1 2.44 0.49
1:1:173:ARG:HD2 1:1:177:GLY:H 1.78 0.49
1:1:614: THR:HG23 1:1:636:ILE:HB 1.94 0.49
1:K:400:SER:HB2 | 1:K:402:ARG:HH22 1.78 0.49
1:A:400:SER:HB2 | 1:A:402:ARG:HH22 1.78 0.48
1:B:89:TYR:HB2 1:B:118:PHE:HA 1.94 0.48
1.F:777:GLY:O 1:F:793:GLY:N 2.46 0.48
1:G:711:ASN:OD1 1:G:810:ASN:ND2 2.42 0.48
1:G:777:GLY:O 1:G:793:GLY:N 2.46 0.48
1:H:89: TYR:HB2 1:H:118:PHE:HA 1.94 0.48
1:L:777:GLY:O 1:L:793:GLY:N 2.46 0.48
1:E:400:SER:HB2 | 1:E:402:ARG:HH22 1.78 0.48
1:G:400:SER:HB2 | 1:G:402:ARG:HH22 1.78 0.48
1:J:50:ARG:NH1 1:K:342:THR:0G1 2.45 0.48
1:B:614:THR:HG23 1:B:636:1LE:HB 1.94 0.48
1:F:173:ARG:HD2 1:F:177:GLY:H 1.78 0.48
1:H:614: THR:HG23 1:H:636:ILE:HB 1.94 0.48
1:L:173:ARG:HD2 1:L:177:GLY:H 1.78 0.48
1:C:400:SER:HB2 | 1:C:402:ARG:HH22 1.78 0.48
1:G:173:ARG:HD2 1:G:177:GLY:H 1.78 0.48
1:1:400:SER:HB2 1:1:402: ARG:HH22 1.78 0.48
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1:K:50:ARG:NH1 1:1:342: THR:OG1 2.46 0.48
1:A:723:LYS:HG3 1:A:780:LYS:HB2 1.95 0.48
1:A:89:TYR:HB2 1:A:118:PHE:HA 1.94 0.48
1:A:173:ARG:HD2 1:A:177:GLY:H 1.78 0.48
1:C:89: TYR:HB2 1:C:118:PHE:HA 1.95 0.48
1:D:89:TYR:HB2 1:D:118:PHE:HA 1.95 0.48
1:G:89:TYR:HB2 1:G:118:PHE:HA 1.95 0.48
1:1:89:TYR:HB2 1:I:118:PHE:HA 1.95 0.48
1:G:723:LYS:HG3 1:G:780:LYS:HB2 1.95 0.48
1:J:89:TYR:HB2 1:J:118:PHE:HA 1.95 0.48
1:.I.777:GLY:O 1:1:793:GLY:N 2.46 0.48
1:C:723:LYS:HG3 1:C:780:LYS:HB2 1.95 0.48
1:C:777:GLY:O 1:C:793:GLY:N 2.46 0.47
1:1:723:LYS:HG3 1:1:780:LYS:HB2 1.95 0.47
1:B:723:LYS:HG3 1:B:780:LYS:HB2 1.95 0.47
1:1:575:SER:O 1:1:606:SER:OG 2.25 0.47
1:B:400:SER:HB2 | 1:B:402:ARG:HH22 1.78 0.47
1:E:368:GLY:O 1:E:398:GLN:NE2 2.37 0.47
1.E:777:GLY:O 1:E:793:GLY:N 2.46 0.47
1:F:723:LYS:HG3 1:F:780:LYS:HB2 1.95 0.47
1:H:400:SER:HB2 | 1:H:402:ARG:HH22 1.78 0.47
1:K:777:GLY:O 1:K:793:GLY:N 2.46 0.47
1:H:723:LYS:HG3 1:H:780:LYS:HB2 1.95 0.47
1:L:89:TYR:HB2 1:L:118:PHE:HA 1.95 0.47
1:B:259:VAL:HG21 | 1:B:288:LEU:HD13 1.97 0.47
1:H:259:VAL:HG21 | 1:H:288:LEU:HD13 1.97 0.47
1:K:723:LYS:HG3 1:K:780:LYS:HB2 1.95 0.47
1:L:400:SER:HB2 | 1:1.:402:ARG:HH22 1.78 0.47
1:C:575:SER:O 1:C:606:SER:OG 2.25 0.47
1:F:400:SER:HB2 1:F:402:ARG:HH22 1.78 0.47
1:L:723:LYS:HG3 1:L:780:LYS:HB2 1.95 0.47
1:A:259:VAL:HG21 | 1:A:283:LEU:HD13 1.97 0.47
1:B:777:GLY:O 1:B:793:GLY:N 2.46 0.47
1:D:723:LYS:HG3 1:D:780:LYS:HB2 1.95 0.47
1:D:777:GLY:O 1:D:793:GLY:N 2.46 0.47
1:E:723:LYS:HG3 1:E:780:LYS:HB2 1.95 0.47
1:F:89:TYR:HB2 1:F:118:PHE:HA 1.95 0.47
1:J:777:GLY:O 1:J:793:GLY:N 2.46 0.47
1:K:368:GLY:O 1:K:398:GLN:NE2 2.37 0.47
1:C:259:VAL:HG21 | 1:C:288:LEU:HD13 1.97 0.47
1:G:126:ASN:OD1 1:G:128:GLN:NE2 2.42 0.47
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Atom-1 Atom-2 distance (A) overlap (A)
1:G:259:VAL:HG21 | 1:G:288:LEU:HD13 1.97 0.47
1:H:777:GLY:O 1:H:793:GLY:N 2.46 0.47
1:1:259:VAL:HG21 1:1:288:LEU:HD13 1.97 0.47
1:A:126:ASN:OD1 1:A:128:GLN:NE2 2.42 0.47
1:C:624:SER:HB2 1:C:645:LEU:HD21 1.97 0.47
1:1:624:SER:HB2 1:1:645:LEU:HD21 1.97 0.47
1:J:126:ASN:OD1 1:J:128:GLN:NE2 2.42 0.47
1:K:772:ALA:N 1:K:805:THR:O 2.47 0.47
1:1:126:ASN:OD1 1:L:128:GLN:NE2 2.42 0.47
1:J:723:LYS:HG3 1:J:780:LYS:HB2 1.95 0.47
1:A:685:GLN:HE21 | 1:A:730:ASN:HB3 1.80 0.46
1:D:126:ASN:OD1 1:D:128:GLN:NE2 2.42 0.46
1:D:624:SER:HB2 1:D:645:LEU:HD21 1.97 0.46
1:E:772:ALA:N 1:E:805:THR:O 2.47 0.46
1:F:126:ASN:OD1 1:F:128:GLN:NE2 2.42 0.46
1:G:685:GLN:HE21 | 1:G:730:ASN:HB3 1.80 0.46
1:J:624:SER:HB2 1:J:645:LEU:HD21 1.97 0.46
1:C:368:GLY:O 1:C:398:GLN:NE2 2.37 0.46
1:L:624:SER:HB2 1:L:645:LEU:HD21 1.97 0.46
1:A:368:GLY:O 1:A:398:GLN:NE2 2.37 0.46
1:B:679:ILE:HB 1:B:726:LEU:HG 1.97 0.46
1:D:259:VAL:HG21 | 1:D:288:LEU:HD13 1.97 0.46
1:E:624:SER:HB2 1:E:645:LEU:HD21 1.97 0.46
1:K:624:SER:HB2 | 1:K:645:LEU:HD21 1.97 0.46
1:K:685:GLN:HE21 | 1:K:730:ASN:HB3 1.80 0.46
1:E:685:GLN:HE21 1:E:730:ASN:HB3 1.80 0.46
1:F:259:VAL:HG21 | 1:F:288:LEU:HD13 1.97 0.46
1:H:679:1ILE:HB 1:H:726:LEU:HG 1.98 0.46
1:J:259:VAL:HG21 | 1:J:28%:LEU:HD13 1.97 0.46
1:A:458:LEU:HB2 | 1:A:478: THR:HG22 1.98 0.46
1:F:624:SER:HB2 1:F:645:LEU:HD21 1.97 0.46
1:G:50:ARG:NH1 1:H:342: THR:OG1 2.48 0.46
1:G:458:LEU:HB2 | 1:G:478: THR:HG22 1.98 0.46
1:G:679:ILE:HB 1:G:726:LEU:HG 1.97 0.46
1:J:685:GLN:HE21 1:J:730:ASN:HB3 1.80 0.46
1:1:259:VAL:HG21 | 1:L:288:LEU:HD13 1.97 0.46
1:A:679:1ILE:HB 1:A:726:LEU:HG 1.98 0.46
1:B:458:LEU:HB2 | 1:B:478: THR:HG22 1.98 0.46
1:D:173:ARG:NH1 1:D:230:GLN:O 2.48 0.46
1:D:458:LEU:HB2 | 1:D:478: THR:HG22 1.98 0.46
1:D:685:GLN:HE21 | 1:D:730:ASN:HB3 1.80 0.46
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Atom-1 Atom-2 distance (A) overlap (A)

1:E:259:VAL:HG21 | 1:E:288:LEU:HD13 1.97 0.46
1:F:154:ARG:HD3 1:F:186:VAL:HB 1.98 0.46
1:G:154:ARG:HD3 1:G:186:VAL:HB 1.98 0.46
1:1:368:GLY:O 1:1:398: GLN:NE2 2.37 0.46
1:J:458:LEU:HB2 1:J:478: THR:HG22 1.98 0.46
1:C:458:.LEU:HB2 | 1:C:478: THR:HG22 1.98 0.46
1:G:624:SER:HB2 | 1:G:645:LEU:HD21 1.97 0.46
1:H:458:LEU:HB2 | 1:H:478: THR:HG22 1.98 0.46
1:1:154:ARG:HD3 1:1:186:VAL:HB 1.98 0.46
1:A:154:ARG:HD3 1:A:186:VAL:HB 1.98 0.46
1:B:173:ARG:NH1 1:B:230:GLN:O 2.47 0.46
1:C:173:ARG:NH1 1:C:230:GLN:O 2.48 0.46
1:E:679:ILE:HB 1:E:726:LEU:HG 1.97 0.46
1:F:458:LEU:HB2 | 1:F:478: THR:HG22 1.98 0.46
1:G:772:ALA:N 1:G:805:THR:O 2.47 0.46
1:1:458:LEU:HB2 1:1:478: THR:HG22 1.98 0.46
1:J:173:ARG:NH1 1:J:230:GLN:O 2.47 0.46
1:K:259:VAL:HG21 | 1:K:288:LEU:HD13 1.97 0.46
1:K:458:LEU:HB2 | 1:K:478: THR:HG22 1.98 0.46
1:K:679:ILE:HB 1:K:726:LEU:HG 1.97 0.46
1:A:624:SER:HB2 | 1:A:645:LEU:HD21 1.97 0.46
1:B:90: TRP:HA 1:B:120:GLY:HA2 1.98 0.46
1:D:679:ILE:HB 1:D:726:LEU:HG 1.97 0.46
1:E:458:LEU:HB2 | 1:E:478: THR:HG22 1.98 0.46
1:H:90:TRP:HA 1:H:120:GLY:HA2 1.98 0.46
1:H:624:SER:HB2 1:H:645:LEU:HD21 1.97 0.46
1:1:173:ARG:NH1 1:1:230:GLN:O 2.47 0.46
1:1:662:MET:HB3 1:1:664:PHE:CE2 2.51 0.46
1:C:662:MET:HB3 1:C:664:PHE:CE2 2.51 0.45
1:D:662:MET:HB3 1:D:664:PHE:CE2 2.51 0.45
1:F:173:ARG:NH1 1:F:230:GLN:O 2.47 0.45
1:H:173:ARG:NH1 1:H:230:GLN:O 2.48 0.45
1:H:685:GLN:HE21 | 1:H:730:ASN:HB3 1.80 0.45
1:I:90: TRP:HA 1:1:120:GLY:HA2 1.98 0.45
1:L:458:LEU:HB2 | 1:L:478: THR:HG22 1.98 0.45
1:A:772:ALA:N 1:A:805:THR:O 2.47 0.45
1:B:154:ARG:HD3 1:B:186:VAL:HB 1.98 0.45
1:C:90: TRP:HA 1:C:120:GLY:HA2 1.98 0.45
1:J:662:MET:-HB3 1:J:664:PHE:CE2 2.51 0.45
1:J:678:LEU:HD23 1:J:679:ILE:HG13 1.99 0.45
1:J:679:ILE:HB 1:J:726:LEU:HG 1.97 0.45

Continued on next page...



Page 29

Full wwPDB EM Validation Report

Continued from previous page...

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

1:L:173:ARG:NH1 1:L:230:GLN:O 2.48 0.45
1:A:90: TRP:HA 1:A:120:GLY:HA2 1.98 0.45
1:A:662:MET:HB3 1:A:664:PHE:CE2 2.51 0.45
1:B:624:SER:HB2 1:B:645:LEU:HD21 1.97 0.45
1:B:685:GLN:HE21 1:B:730:ASN:HB3 1.80 0.45
1:C:77:ASP:OD1 1:C:77:ASP:N 2.50 0.45
1:C:679:ILE:HB 1:C:726:LEU:HG 1.97 0.45
1:D:678:LEU:HD23 | 1:D:679:ILE:HG13 1.99 0.45
1:G:90: TRP:HA 1:G:120:GLY:HA2 1.98 0.45
1:H:154:ARG:HD3 1:H:186:VAL:HB 1.98 0.45
1:1:77:ASP:OD1 1:.1:77:ASP:N 2.50 0.45
1:1:154:ARG:HD3 1:1:186:VAL:HB 1.98 0.45
1:1:678:LEU:HD23 1:1:679:ILE:HG13 1.99 0.45
1:1.679:ILE:HB 1:1:726:LEU:-HG 1.97 0.45
1:B:662:MET:HB3 1:B:664:PHE:CE2 2.51 0.45
1:C:154:ARG:HD3 1:C:186:VAL:HB 1.98 0.45
1:G:662:MET:HB3 1:G:664:PHE:CE2 2.51 0.45
1:1:685:GLN:HE21 1:1:730:ASN:HB3 1.80 0.45
1:C:678:LEU:HD23 | 1:C:679:ILE:HG13 1.99 0.45
1:E:679:ILE:HD12 | 1:E:726:LEU:HD11 1.99 0.45
1:F:685:GLN:HE21 1:F:730:ASN:HB3 1.80 0.45
1:H:662:MET:HB3 1:H:664:PHE:CE2 2.51 0.45
1:1:685:GLN:HE21 1:L:730:ASN:HB3 1.80 0.45
1:C:685:GLN:HE21 | 1:C:730:ASN:HB3 1.80 0.45
1:D:679:ILE:HD12 | 1:D:726:LEU:HD11 1.99 0.45
1:E:678:LEU:HD23 | 1:E:679:ILE:HG13 1.99 0.45
1:F:679:ILE:HD12 | 1:F:726:LEU:HD11 1.99 0.45
1:J:679:ILE:HD12 1:J:726:LEU:HD11 1.99 0.45
1:K:678:LEU:HD23 | 1:K:679:ILE:HG13 1.99 0.45
1:K:679:ILE:HD12 | 1:K:726:LEU:HD11 1.99 0.45
1:1:772:ALA:N 1:1:805: THR:O 2.47 0.45
1:L:679:ILE:HD12 1:L:726:LEU:HD11 1.99 0.45
1:C:772:ALA:N 1:C:805:THR:O 2.47 0.45
1:E:173:ARG:NH1 1:E:230:GLN:O 2.47 0.45
1:F:662:MET:HB3 1:F:664:PHE:CE2 2.51 0.45
1:H:678:LEU:HD23 | 1:H:679:ILE:HG13 1.99 0.45
1:K:173:ARG:NH1 1:K:230:GLN:O 2.48 0.45
1:B:678:LEU:HD23 | 1:B:679:ILE:HG13 1.99 0.45
1:E:46:ASP:0OD1 1:E:46:ASP:N 2.50 0.45
1:E:165:ASP:HA 1:E:198:SER:HB2 1.99 0.45
1:K:165:ASP:HA 1:K:198:SER:HB2 1.99 0.45
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1:K:421:VAL:HB 1:K:427:GLY:HA3 1.99 0.45
1:C:679:ILE:HD12 | 1:C:726:LEU:HD11 1.99 0.45
1:D:154:ARG:HD3 1:D:186:VAL:HB 1.98 0.45
1:E:421:VAL:HB 1:E:427:GLY:HA3 1.99 0.45
1:E:662:MET:HB3 1:E:664:PHE:CE2 2.51 0.45
1:F:46:ASP:OD1 1:F:46:ASP:N 2.50 0.45
1:G:363:ASN:HA 1:G:394:ASN:HB3 1.99 0.45
1:J:154:ARG:HD3 1:J:186:VAL:HB 1.98 0.45
1:K:46:ASP:OD1 1:K:46:ASP:N 2.50 0.45
1:1:46:ASP:OD1 1:1:46:ASP:N 2.50 0.45
1:L:662:MET:HB3 1:L:664:PHE:CE2 2.51 0.45
1:A:363:ASN:HA 1:A:394:ASN:HB3 1.99 0.44
1:C:621:MET:HB2 1:C:642:1LE:HG23 2.00 0.44
1:D:90: TRP:HA 1:D:120:GLY:HA2 1.98 0.44
1:F:678:LEU:HD23 | 1:F:679:ILE:HG13 1.99 0.44
1:F:679:1LE:HB 1:F:726:LEU:HG 1.97 0.44
1:G:678:LEU:HD23 | 1:G:679:ILE:HG13 1.99 0.44
1:J:90: TRP:HA 1:J:120:GLY:HA2 1.98 0.44
1:K:662:MET:HB3 1:K:664:PHE:CE2 2.51 0.44
1:L:678:LEU:HD23 | 1:L:679:ILE:HG13 1.99 0.44
1:L:679:1ILE:HB 1:L:726:LEU:HG 1.98 0.44
1:B:165:ASP:HA 1:B:198:SER:HB2 2.00 0.44
1:E:566:LYS:HB3 1:E:587:ASN:HB2 2.00 0.44
1:H:165:ASP:HA 1:H:198:SER:HB2 2.00 0.44
1:1:679:ILE:HD12 1:1:726:LEU:HD11 1.99 0.44
1:K:566:LYS:HB3 1:K:587:ASN:HB2 2.00 0.44
1:A:678:LEU:HD23 | 1:A:679:ILE:HG13 1.99 0.44
1:F:77:ASP:N 1:F:77:ASP:OD1 2.50 0.44
1:F:566:LYS:HB3 1:F:587:ASN:HB2 2.00 0.44
1:1:621:MET:HB2 1:1:642:1LE:HG23 2.00 0.44
1:J:363:ASN:HA 1:J:394:ASN:HB3 1.99 0.44
1:L:165:ASP:HA 1:L:198:SER:HB2 1.99 0.44
1:L:566:LYS:HB3 1:L:587:ASN:HB2 2.00 0.44
1:A:621:MET:HB2 | 1:A:642:1LE:HG23 2.00 0.44
1:B:679:ILE:HD12 | 1:B:726:LEU:HD11 1.99 0.44
1:D:363:ASN:HA 1:D:394:ASN:HB3 1.99 0.44
1:F:363:ASN:HA 1:F:394:ASN:HB3 1.99 0.44
1:G:621:MET:HB2 | 1:G:642:ILE:HG23 2.00 0.44
1:A:173:ARG:NH1 1:A:230:GLN:O 2.48 0.44
1:B:621:MET:HB2 1:B:642:ILE:HG23 2.00 0.44
1:C:421:VAL:HB 1:C:427:GLY:HA3 1.99 0.44
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1:D:46:ASP:0OD1 1:D:46:ASP:N 2.50 0.44
1:F:165:ASP:HA 1:F:198:SER:HB2 1.99 0.44
1:H:621:MET:HB2 1:H:642:ILE:HG23 2.00 0.44
1:H:679:ILE:HD12 | 1:H:726:LEU:HD11 1.99 0.44
1:1:421:VAL:HB 1:1:427:GLY:HA3 1.99 0.44
1:1:566:LYS:HB3 1:1:587:ASN:HB2 2.00 0.44
1:1:638:ASN:O 1:1:640:GLY:N 2.51 0.44
1:1:363:ASN:HA 1:L:394:ASN:HB3 1.99 0.44
1:B:363:ASN:HA 1:B:394:ASN:HB3 1.99 0.44
1:B:566:LYS:HB3 1:B:587:ASN:HB2 2.00 0.44
1:C:566:LYS:HB3 1:C:587:ASN:HB2 1.99 0.44
1:C:638:ASN:O 1:C:640:GLY:N 2.51 0.44
1:E:90:TRP:HA 1:E:120:GLY:HA2 1.98 0.44
1:E:638:ASN:O 1:E:640:GLY:N 2.51 0.44
1:F:638:ASN:O 1:F:640:GLY:N 2.51 0.44
1:H:363:ASN:HA 1:H:394:ASN:HB3 1.99 0.44
1:K:90: TRP:HA 1:K:120:GLY:HA2 1.98 0.44
1:K:638:ASN:O 1:K:640:GLY:N 2.51 0.44
1:B:667:ASP:OD1 1:B:667:ASP:N 2.51 0.44
1:D:165:ASP:HA 1:D:198:SER:HB2 1.99 0.44
1:D:421:VAL:HB 1:D:427:GLY:HA3 1.99 0.44
1:E:162:ILE:HG13 1:E:191:ALA:HB2 2.00 0.44
1:F:90: TRP:HA 1:F:120:GLY:HA2 1.99 0.44
1:G:638:ASN:O 1:G:640:GLY:N 2.51 0.44
1:H:489:SER:O 1:H:510:LYS:NZ 2.48 0.44
1:H:566:LYS:HB3 1:H:587:ASN:HB2 2.00 0.44
1:J:46:ASP:0OD1 1:J:46:ASP:N 2.50 0.44
1:J:621:MET:HB2 1:J:642:1LE:HG23 2.00 0.44
1:J:638:ASN:O 1:J:640:GLY:N 2.51 0.44
1:K:162:1LE:HG13 1:K:191:ALA:HB2 2.00 0.44
1:K:363:ASN:HA 1:K:394:ASN:HB3 1.99 0.44
1:L:90: TRP:HA 1:L:120:GLY:HA2 1.98 0.44
1:L:638:ASN:O 1:L:640:GLY:N 2.51 0.44
1:A:638:ASN:O 1:A:640:GLY:N 2.51 0.44
1:A:679:ILE:HD12 | 1:A:726:LEU:HD11 1.99 0.44
1:D:638:ASN:O 1:D:640:GLY:N 2.51 0.44
1:E:154:ARG:HD3 1:E:186:VAL:HB 1.98 0.44
1:E:363:ASN:HA 1:E:394:ASN:HB3 1.99 0.44
1:F:621:MET:HB2 1:F:642:1ILE:HG23 2.00 0.44
1:G:173:ARG:NH1 1:G:230:GLN:O 2.47 0.44
1:J:165:ASP:HA 1:J:198:SER:HB2 1.99 0.44
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:L:621:MET:HB2 1:L:642:ILE:HG23 2.00 0.44
1:B:421:VAL:HB 1:B:427:GLY:HA3 1.99 0.44
1:C:363:ASN:HA 1:C:394:ASN:HB3 1.99 0.44
1:D:285:SER:HB3 1:D:375:PHE:HB3 2.00 0.44
1:D:621:MET:HB2 1:D:642:ILE:HG23 2.00 0.44
1:G:679:ILE:HD12 | 1:G:726:LEU:HD11 1.99 0.44
1:1:165:ASP:HA 1:1:198:SER:HB2 1.99 0.44
1:1:363:ASN:HA 1:1:394:ASN:HB3 1.99 0.44
1:J:285:SER:HB3 1:J:375:PHE:HB3 2.00 0.44
1:J:421:VAL:HB 1:J:427:GLY:HA3 1.99 0.44
1:K:154:ARG:HD3 1:K:186:VAL:HB 1.98 0.44
1:1:421:VAL:HB 1:L:427:GLY:HA3 1.99 0.44
1:A:165:ASP:HA 1:A:198:SER:HB2 1.99 0.43
1:A:421:VAL:HB 1:A:427:GLY:HA3 1.99 0.43
1:B:489:SER:O 1:B:510:LYS:NZ 2.48 0.43
1:C:165:ASP:HA 1:C:198:SER:HB2 1.99 0.43
1:F:162:ILE:HG13 1:F:191:ALA:HB2 2.00 0.43
1:F:421:VAL:HB 1:F:427:GLY:HA3 1.99 0.43
1:H:421:VAL:HB 1:H:427:GLY:HA3 1.99 0.43
1:K:285:SER:HB3 1:K:375:PHE:HB3 2.00 0.43
1:B:638:ASN:O 1:B:640:GLY:N 2.51 0.43
1:C:46:ASP:N 1:C:46:ASP:OD1 2.50 0.43
1:D:566:LYS:HB3 1:D:587:ASN:HB2 2.00 0.43
1:E:285:SER:HB3 1:E:375:PHE:HB3 2.00 0.43
1:F:89:TYR:O 1:F:119:THR:O0G1 2.35 0.43
1:G:421:VAL:HB 1:G:427:GLY:HA3 1.99 0.43
1:G:165:ASP:HA 1:G:198:SER:HB2 1.99 0.43
1:J:489:SER:O 1:J:510:LYS:NZ 2.48 0.43
1:L:162:ILE:HG13 1:1:191:ALA:HB2 2.00 0.43
1:D:489:SER:O 1:D:510:LYS:NZ 2.48 0.43
1:J:566:LYS:HB3 1:J:587:ASN:HB2 2.00 0.43
1:L:489:SER:O 1:L:510:LYS:NZ 2.48 0.43
1:E:621:MET:HB2 1:E:642:ILE:HG23 2.00 0.43
1:H:638:ASN:O 1:H:640:GLY:N 2.51 0.43
1:1:46:ASP:OD1 1:1:46:ASP:N 2.50 0.43
1:A:696:LEU:HG 1:A:787:1ILE:HB 2.01 0.43
1:D:495:VAL:HG12 | 1:D:497:ILE:HG13 2.01 0.43
1:G:696:LEU:HG 1:G:787:ILE:HB 2.01 0.43
1:J:68: TYR:HA 1:J:72:LEU:HB2 2.01 0.43
1:J:162:ILE:HG13 1:J:191:ALA:HB2 1.99 0.43
1:K:621:MET:HB2 | 1:K:642:ILE:HG23 2.00 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:696:LEU:HG 1:B:787:.ILE:HB 2.01 0.43
1:C:68: TYR:HA 1:C:72:LEU:HB2 2.01 0.43
1:C:696:LEU:HG 1:C:787:1ILE:HB 2.01 0.43
1:E:68: TYR:HA 1:E:72:LEU.-HB2 2.01 0.43
1:E:476:ILE:HD13 | 1:E:486:LEU:HD21 2.01 0.43
1:E:495:VAL:HG12 | 1:E:497:ILE:HG13 2.01 0.43
1:H:68:TYR:HA 1:H:72:LEU:HB2 2.01 0.43
1:H:495:VAL:HG12 | 1:H:497:ILE:HG13 2.01 0.43
1:H:696:LEU:HG 1:H:787.1ILE:HB 2.01 0.43
1:K:489:SER:O 1:K:510:LYS:NZ 2.48 0.43
1:K:495:VAL:HG12 | 1:K:497:ILE:HG13 2.01 0.43
1:1L:476:ILE:HD13 1:1:486:LEU:HD21 2.01 0.43
1:B:68:TYR:HA 1:B:72:LEU:HB2 2.01 0.43
1:B:162:ILE:HG13 1:B:191:ALA:HB2 2.00 0.43
1:B:495:VAL:HG12 | 1:B:497:ILE:HG13 2.01 0.43
1:B:535:ASP:HA 1:B:563:SER:HB3 2.01 0.43
1:C:535:ASP:HA 1:C:563:SER:HB3 2.01 0.43
1:D:68:TYR:HA 1:D:72:LEU:HB2 2.01 0.43
1:D:162:ILE:HG13 1:D:191:ALA:HB2 2.00 0.43
1:E:489:SER:O 1:E:510:LYS:NZ 2.48 0.43
1:G:285:SER:HB3 1:G:375:PHE:HB3 2.00 0.43
1:H:535:ASP:HA 1:H:563:SER:HB3 2.01 0.43
1:I:68:TYR:HA 1:1:72:LEU:HB2 2.01 0.43
1:J:495:VAL:HG12 1:J:497:ILE:HG13 2.01 0.43
1:K:68: TYR:HA 1:K:72:LEU:HB2 2.01 0.43
1:K:476:ILE:HD13 | 1:K:486:LEU:HD21 2.01 0.43
1:B:285:SER:HB3 1:B:375:PHE:HB3 2.00 0.43
1:F:476:ILE:HD13 | 1:F:486:LEU:HD21 2.01 0.43
1:G:476:1LE:HD13 | 1:G:486:LEU:HD21 2.01 0.43
1:H:162:ILE:HG13 1:H:191:ALA:HB2 1.99 0.43
1:1:495:VAL:HG12 1:1:497:ILE:HG13 2.01 0.43
1:1:696:LEU:HG 1:I.787:ILE:HB 2.01 0.43
1:A:285:SER:HB3 1:A:375:PHE:HB3 2.00 0.43
1:A:476:ILE:HD13 | 1:A:486:LEU:HD21 2.01 0.43
1:C:495:VAL:HG12 | 1:C:497:ILE:HG13 2.01 0.43
1:H:285:SER:HB3 1:H:375:PHE:HB3 2.00 0.43
1:1:535:ASP:HA 1:1:563:SER:HB3 2.01 0.43
1:L:77:ASP:OD1 1:L:77:ASP:N 2.50 0.43
1:A:566:LYS:HB3 1:A:587:ASN:HB2 2.00 0.42
1:D:206:TYR:CE1 1:D:228:ARG:HD3 2.54 0.42
1:F:489:SER:O 1:F:510:LYS:NZ 2.48 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:J:206:TYR:CE1 1:J:228:ARG:HD3 2.54 0.42
1:A:162:ILE:HG13 1:A:191:ALA:HB2 2.00 0.42
1:A:495:VAL:HG12 | 1:A:497:ILE:HG13 2.01 0.42
1:G:162:ILE:HG13 1:G:191:ALA:HB2 2.00 0.42
1:G:566:LYS:HB3 1:G:587:ASN:HB2 2.00 0.42
1:J:476:ILE:HD13 1:J:486:LEU:HD21 2.01 0.42
1:B:476:ILE:HD13 | 1:B:486:LEU:HD21 2.01 0.42
1:D:476:ILE:HD13 | 1:D:486:LEU:HD21 2.01 0.42
1:F:125:VAL:HG12 | 1:F:127:-MET:HG3 2.01 0.42
1:G:535:ASP:HA 1:G:563:SER:HB3 2.01 0.42
1:H:476:1ILE:HD13 | 1:H:486:LEU:HD21 2.01 0.42
1:K:740:VAL:HG11 | 1:K:768:LEU:HD13 2.01 0.42
1:A:535:ASP:HA 1:A:563:SER:HB3 2.01 0.42
1:E:206:TYR:CE1 1:E:228:ARG:HD3 2.54 0.42
1:E:522:ASN:ND2 1:E:528:GLU:HB2 2.35 0.42
1:F:486:LEU:HD23 1:F:488:PHE:HE2 1.85 0.42

1:G:68: TYR:HA 1:G:72:LEU:HB2 2.01 0.42
1:G:495:VAL:HG12 | 1:G:497:ILE:HG13 2.01 0.42
1:1:495:VAL:HG12 | 1:L:497:ILE:HG13 2.01 0.42
1:A:77:ASP:OD1 1:A:77:ASP:N 2.50 0.42
1:A:125:VAL:HG12 | 1:A:127:-MET:HG3 2.01 0.42
1:C:206:TYR:CE1 1:C:228:ARG:HD3 2.54 0.42
1:C:285:SER:HB3 1:C:375:PHE:HB3 2.00 0.42
1:E:740:VAL:HG11 | 1:E:768:LEU:HD13 2.02 0.42
1:G:77:ASP:0OD1 1:G:77:ASP:N 2.50 0.42
1:I1:162:ILE:HG13 1:1:191:ALA:HB2 2.00 0.42
1:1:206: TYR:CE1 1:1:228:ARG:HD3 2.54 0.42
1:1:486:LEU:HD23 1:1:488:PHE:HE2 1.85 0.42

1:A:68:TYR:HA 1:A:72:LEU:HB2 2.01 0.42
1:A:761:ASN:OD1 1:A:761:ASN:N 2.53 0.42
1:E:761:ASN:OD1 1:E:761:ASN:N 2.53 0.42
1:F:495:VAL:HG12 | 1:F:497:ILE:HG13 2.01 0.42
1:G:125:VAL:HG12 | 1:G:127:MET:HG3 2.01 0.42
1:G:761:ASN:OD1 1:G:761:ASN:N 2.53 0.42
1:K:206: TYR:CE1 1:K:228:ARG:HD3 2.54 0.42
1:K:522: ASN:ND2 1:K:528:GLU:HB2 2.35 0.42

1:L:68: TYR:HA 1:L:72:LEU:HB2 2.01 0.42
1:L:125:VAL:HG12 | 1:L:127:MET:HG3 2.01 0.42
1:C:541:ARG:HE 1:C:543:ASN:HD21 1.68 0.42
1:D:486:LEU:HD23 | 1:D:488:PHE:HE2 1.85 0.42

1:F:68: TYR:HA 1:F:72:LEU:HB2 2.01 0.42
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:F:522: ASN:ND2 1:F:528:GLU:HB2 2.35 0.42
1:J:772:ALA:N 1:J:805:THR:O 2.47 0.42
1:C:162:1LE:HG13 1:C:191:ALA:HB2 2.00 0.42
1:C:476:1LE:HD13 | 1:C:486:LEU:HD21 2.01 0.42
1:D:740:VAL:HG11 | 1:D:768:LEU:HD13 2.01 0.42
1:F:285:SER:HB3 1:F:375:PHE:HB3 2.00 0.42
1:H:486:LEU:HD23 | 1:H:488:PHE:HE2 1.85 0.42
1:1:476:1LE:HD13 1:1:486:LEU:HD21 2.01 0.42
1:K:761:ASN:OD1 1:K:761:ASN:N 2.53 0.42
1:1:285:SER:HB3 1:L:375:PHE:HB3 2.00 0.42
1:L:522:ASN:ND2 1:1L:528:GLU:HB2 2.35 0.42
1:L:772:ALA:N 1:L:805:THR:O 2.47 0.42
1:A:89:TYR:O 1:A:119:THR:0OG1 2.34 0.42
1:B:486:LEU:HD23 | 1:B:488:PHE:HE2 1.85 0.42
1:D:772:ALA:N 1:D:805:THR:O 2.47 0.42
1:1:285:SER:HB3 1:1:375:PHE:HB3 2.00 0.42
1:1:740:VAL:HG11 1:1:768:LEU:HD13 2.01 0.42
1:J:486:LEU:HD23 1:J:488:PHE:HE2 1.85 0.42
1:J:696:LEU:HG 1:J:787:ILE:HB 2.01 0.42
1:C:740:VAL:HG11 | 1:C:768:LEU:HD13 2.01 0.42
1:D:522:ASN:ND2 1:D:528:GLU:HB2 2.35 0.42
1:D:535:ASP:HA 1:D:563:SER:HB3 2.01 0.42
1:D:696:LEU:HG 1:D:787:ILE:HB 2.01 0.42
1:F:696:LEU:HG 1.F:787.1LE:HB 2.01 0.42
1:H:761:ASN:OD1 1:H:761:ASN:N 2.53 0.42
1:1:541:ARG:HE 1:1:543:ASN:HD21 1.68 0.42
1:J:535:ASP:HA 1:J:563:SER:HB3 2.01 0.42
1:J:740:VAL:HG11 | 1:J:768:LEU:HD13 2.02 0.42
1:L:535:ASP:HA 1:L:563:SER:HB3 2.01 0.42
1:L:696:LEU:HG 1:L:787:1ILE:HB 2.01 0.42
1:A:486:LEU:HD23 | 1:A:48%:PHE:HE2 1.85 0.41
1:B:761:ASN:OD1 1:B:761:ASN:N 2.53 0.41
1:C:486:LEU:HD23 | 1:C:488:PHE:HE2 1.85 0.41
1:E:77:ASP:0OD1 1:E:77:ASP:N 2.50 0.41
1:E:125:VAL:HG12 | 1:E:127:-MET:HG3 2.01 0.41
1:F:535:ASP:HA 1:F:563:SER:HB3 2.01 0.41
1:G:89:TYR:O 1:G:119:THR:OG1 2.34 0.41
1:G:522:ASN:ND2 1:G:528:GLU:HB2 2.35 0.41
1:J:522:ASN:ND2 1:J:528:GLU:HB2 2.35 0.41
1:A:522:ASN:ND2 1:A:528:GLU:HB2 2.35 0.41
1:F:772:ALA:N 1:F:805:THR:O 2.47 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:G:486:LEU:HD23 | 1:G:488:PHE:HE2 1.85 0.41
1:1:125:VAL:HG12 1:I:127:-MET:HG3 2.01 0.41
1:1:486:LEU:HD23 1:1:488:PHE:HE2 1.85 0.41
1:J:541:ARG:HE 1:J:543:ASN:HD21 1.68 0.41
1:K:77:ASP:0OD1 1:K:77:ASP:N 2.50 0.41
1:K:125:VAL:HG12 | 1:K:127:MET:HG3 2.01 0.41
1:L:761:ASN:OD1 1:L:761:ASN:N 2.53 0.41
1:C:125:VAL:HG12 | 1:C:127:MET:HG3 2.01 0.41
1:D:541:ARG:HE 1:D:543: ASN:HD21 1.68 0.41
1:J:761:ASN:OD1 1:J:761:ASN:N 2.53 0.41
1:B:206: TYR:CE1 1:B:228:ARG:HD3 2.54 0.41
1:B:740:VAL:HG11 | 1:B:768:LEU:HD13 2.01 0.41
1:D:125:VAL:HG12 | 1:D:127:MET:HG3 2.01 0.41
1:D:761:ASN:OD1 1:D:761:ASN:N 2.53 0.41
1:E:535:ASP:HA 1:E:563:SER:HB3 2.01 0.41
1:F:206:TYR:CE1 1:F:228:ARG:HD3 2.54 0.41
1:F:761:ASN:OD1 1:F:761:ASN:N 2.53 0.41
1:H:46:ASP:OD1 1:H:46:ASP:N 2.50 0.41
1:H:740:VAL:HG11 | 1:H:768:LEU:HD13 2.01 0.41
1:J:125:VAL:HG12 1:.J:127:-MET:HG3 2.01 0.41
1:K:535:ASP:HA 1:K:563:SER:HB3 2.01 0.41
1:B:77:ASP:0OD1 1:B:77:ASP:N 2.50 0.41
1:B:541:ARG:HE 1:B:543:ASN:HD21 1.68 0.41
1:E:456:1ILE:HD11 1:E:476:ILE:HG12 2.03 0.41
1:G:206:TYR:CE1 1:G:228:ARG:HD3 2.54 0.41
1:H:77:ASP:OD1 1:H:77:ASP:N 2.50 0.41
1:H:206: TYR:CE1 1:H:228:ARG:HD3 2.54 0.41
1:H:541:ARG:HE 1:H:543:ASN:HD21 1.68 0.41
1:K:456:ILE:HD11 1:K:476:1LE:HG12 2.03 0.41
1:B:46:ASP:OD1 1:B:46:ASP:N 2.50 0.41
1:E:354:ASP:OD1 1:E:354:ASP:N 2.49 0.41
1:E:696:LEU:HG 1:E:787:ILE:HB 2.01 0.41
1:G:740:VAL:HG11 | 1:G:768:LEU:HD13 2.01 0.41
1:K:696:LEU:HG 1:K:787:ILE:HB 2.01 0.41
1:L:206:TYR:CE1 1:L:228:ARG:HD3 2.55 0.41
1:A:206:TYR:CE1 1:A:228:ARG:HD3 2.54 0.41
1:A:740:VAL:HG11 | 1:A:768:LEU:HD13 2.01 0.41
1:B:125:VAL:HG12 | 1:B:127:MET:HG3 2.01 0.41
1:D:456:ILE:HD11 1:D:476:ILE:HG12 2.03 0.41
1:D:667:ASP:OD1 1:D:667:ASP:N 2.51 0.41
1:E:541:ARG:HE 1:E:543:ASN:HD21 1.68 0.41
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Atom-1 Atom-2 distance (A) overlap (A)

1:H:125:VAL:HG12 | 1:H:127:-MET:HG3 2.01 0.41
1:J:456:1LE:HD11 1:J:476:ILE:HG12 2.03 0.41
1:J:667:ASP:0OD1 1:J:667:ASP:N 2.51 0.41
1:K:541:ARG:HE 1:K:543:ASN:HD21 1.68 0.41
1:C:522:ASN:ND2 1:C:528:GLU:HB2 2.35 0.41
1:K:354:ASP:OD1 1:K:354:ASP:N 2.49 0.41
1:C:489:SER:O 1:C:510:LYS:NZ 2.48 0.41
1:C:665:ASN:ND2 1:C:666:ASN:H 2.19 0.41
1:C:757:SER:OG 1:C:758:MET:SD 2.78 0.41
1:D:665:ASN:ND2 1:D:666:ASN:H 2.19 0.41
1:E:757:SER:OG 1:E:758: MET:SD 2.78 0.41
1:F:354:ASP:0OD1 1:F:354:ASP:N 2.49 0.41
1:F:456:1ILE:HD11 1:F:476:1ILE:HG12 2.03 0.41
1:1:489:SER:O 1:1:510:LYS:NZ 2.48 0.41
1:J:665:ASN:ND2 1:J:666:ASN:H 2.19 0.41
1:L:354:ASP:OD1 1:1:354:ASP:N 2.49 0.41
1:L:456:ILE:HD11 1:1L:476:1ILE:HG12 2.03 0.41
1:F:549: THR:HG22 | 1:F:576:PRO:HD2 2.03 0.41
1:1:522: ASN:ND2 1:1:528:GLU:HB2 2.35 0.41
1:I.757:SER:OG 1:I:758: MET:SD 2.78 0.41
1:K:71:LEU:HD12 1:K:71:LEU:HA 1.90 0.41
1:K:486:LEU:HD23 | 1:K:488:PHE:HE2 1.85 0.41
1:L:549:THR:HG22 | 1:L:576:PRO:HD2 2.03 0.41
1:B:354:ASP:N 1:B:354:ASP:0OD1 2.49 0.40
1:C:456:ILE:HD11 1:C:476:1ILE:HG12 2.03 0.40
1:E:486:LEU:HD23 1:E:488:PHE:HE2 1.85 0.40
1:E:667:ASP:OD1 1:E:667:ASP:N 2.51 0.40
1:F:50:ARG:HH11 1:F:50:ARG:HD2 1.76 0.40
1:1:665:ASN:ND2 1:1:666:ASN:H 2.19 0.40
1:L:740:VAL:HG11 | 1:L:768:LEU:HD13 2.01 0.40
1:B:665:ASN:ND2 1:B:666:ASN:H 2.19 0.40
1:1:456:1ILE:HD11 1:1:476:1LE:HG12 2.03 0.40
1:E:162:ILE:HD13 1:E:189:LEU:HB3 2.04 0.40
1:F:740:VAL:HG11 | 1:F:768:LEU:HD13 2.01 0.40
1:1:126:ASN:OD1 1:1:128: GLN:NE2 2.42 0.40
1:1:205:LEU:HB2 1:1:209:ALA:HB3 2.04 0.40
1:K:667:ASP:0OD1 1:K:667:ASP:N 2.51 0.40
1:A:63:LYS:HD3 1:A:65:TYR:CZ 2.57 0.40
1:A:489:SER:O 1:A:510:LYS:NZ 2.48 0.40
1:C:205:LEU:HB2 1:C:209:ALA:HB3 2.04 0.40
1:D:63:LYS:HD3 1:D:65:TYR:CZ 2.57 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:549:THR:HG22 | 1:E:576:PRO:HD2 2.03 0.40
1:G:489:SER:O 1:G:510:LYS:NZ 2.48 0.40
1:H:665:ASN:ND2 1:H:666:ASN:H 2.19 0.40
1:H:772:ALA:N 1:H:805:THR:O 2.47 0.40
1:J:63:LYS:HD3 1:J:65:TYR:CZ 2.57 0.40
1:K:162:ILE:HD13 1:K:189:LEU:HB3 2.04 0.40
1:E:71:LEU:HD12 1:E:71:LEU:HA 1.90 0.40
1:E:665:ASN:ND2 1:E:666:ASN:H 2.19 0.40
1:G:63:LYS:HD3 1:G:65:TYR:CZ 2.57 0.40
1:1:684:ALA:N 1:1:730:ASN:HD21 2.20 0.40
1:K:205:LEU:HB2 1:K:209:ALA:HB3 2.04 0.40
1:K:549:THR:HG22 | 1:K:576:PRO:HD2 2.03 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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.

Percentiles

oo] [100]

I |

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 746/821 (91%) | 632 (85%) | 114 (15%) 0
1 B 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 C 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 D 746/821 (91%) | 632 (85%) | 114 (15%) 0
1 E 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 F 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 G 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 H 746/821 (91%) | 632 (85%) | 114 (15%) 0
1 I 746/821 (91%) | 633 (85%) | 113 (15%) 0
1 J 746/821 (91%) | 633 (85%) | 113 (15%) 0

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 K 746/821 (91%) | 633 (85%) | 113 (15%) 0 |
1 L | 746/821 (91%) | 633 (85%) | 113 (15%) 0 100 [ 100]
All | All | 8952/9852 (91%) | 7593 (85%) | 1359 (15%) 0 |

There are no Ramachandran outliers to report.

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 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 B 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 C 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 D 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 E 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 F 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 G 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 H 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 I 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 J 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 K 617/674 (92%) | 612 (99%) | 5 (1%) 81
1 L 617/674 (92%) | 612 (99%) | 5 (1%) 81
All | All | 7404/8088 (92%) | 7344 (99%) | 60 (1%) 82

All (60) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 109 THR
1 A 486 LEU
1 A 613 LEU
1 A 665 ASN
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
1 A 715 ASN
1 B 109 THR
1 B 486 LEU
1 B 613 LEU
1 B 665 ASN
1 B 715 ASN
1 C 109 THR
1 C 486 LEU
1 C 613 LEU
1 C 665 ASN
1 C 715 ASN
1 D 109 THR
1 D 486 LEU
1 D 613 LEU
1 D 665 ASN
1 D 715 ASN
1 E 109 THR
1 E 486 LEU
1 E 613 LEU
1 E 665 ASN
1 E 715 ASN
1 F 109 THR
1 F 486 LEU
1 F 613 LEU
1 F 665 ASN
1 F 715 ASN
1 G 109 THR
1 G 486 LEU
1 G 613 LEU
1 G 665 ASN
1 G 715 ASN
1 H 109 THR
1 H 486 LEU
1 H 613 LEU
1 H 665 ASN
1 H 715 ASN
1 I 109 THR
1 I 486 LEU
1 I 613 LEU
1 I 665 ASN
1 I 715 ASN
1 J 109 THR

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

Mol | Chain | Res | Type
1 J 486 LEU
1 J 613 LEU
1 J 665 ASN
1 J 715 ASN
1 K 109 THR
1 K 486 LEU
1 K 613 LEU
1 K 665 ASN
1 K 715 ASN
1 L 109 THR
1 L 486 LEU
1 L 613 LEU
1 L 665 ASN
1 L 715 ASN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (96)

such sidechains are listed below:

Mol | Chain | Res | Type
1 A 140 ASN
1 A 289 ASN
1 A 618 ASN
1 A 665 ASN
1 A 685 GLN
1 A 715 ASN
1 A 731 ASN
1 A 755 ASN
1 B 140 ASN
1 B 289 ASN
1 B 618 ASN
1 B 665 ASN
1 B 685 GLN
1 B 715 ASN
1 B 731 ASN
1 B 755 ASN
1 C 140 ASN
1 C 289 ASN
1 C 618 ASN
1 C 665 ASN
1 C 685 GLN
1 C 715 ASN
1 C 731 ASN
1 C 755 ASN

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

Mol | Chain | Res | Type
1 D 140 ASN
1 D 289 ASN
1 D 618 ASN
1 D 665 ASN
1 D 685 GLN
1 D 715 ASN
1 D 731 ASN
1 D 755 ASN
1 E 140 ASN
1 E 289 ASN
1 E 618 ASN
1 E 665 ASN
1 E 685 GLN
1 E 715 ASN
1 E 731 ASN
1 E 755 ASN
1 F 140 ASN
1 F 289 ASN
1 F 618 ASN
1 F 665 ASN
1 F 685 GLN
1 F 715 ASN
1 F 731 ASN
1 F 755 ASN
1 G 140 ASN
1 G 289 ASN
1 G 618 ASN
1 G 665 ASN
1 G 685 GLN
1 G 715 ASN
1 G 731 ASN
1 G 755 ASN
1 H 140 ASN
1 H 289 ASN
1 H 618 ASN
1 H 665 ASN
1 H 685 GLN
1 H 715 ASN
1 H 731 ASN
1 H 755 ASN
1 I 140 ASN
1 I 289 ASN

Continued on next page...
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Mol | Chain | Res | Type
1 I 618 ASN
1 I 665 ASN
1 I 685 GLN
1 I 715 ASN
1 I 731 ASN
1 I 755 ASN
1 J 140 ASN
1 J 289 ASN
1 J 618 ASN
1 J 665 ASN
1 J 685 GLN
1 J 715 ASN
1 J 731 ASN
1 J 755 ASN
1 K 140 ASN
1 K 289 ASN
1 K 618 ASN
1 K 665 ASN
1 K 685 GLN
1 K 715 ASN
1 K 731 ASN
1 K 755 ASN
1 L 140 ASN
1 L 289 ASN
1 L 618 ASN
1 L 665 ASN
1 L 685 GLN
1 L 715 ASN
1 L 731 ASN
1 L 755 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.
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5.5 Carbohydrates (i)

There are no monosaccharides 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.
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6 Map visualisation (i)

This section contains visualisations of the EMDB entry EMD-0544. These allow visual inspection
of the internal detail of the map and identification of artifacts.

No raw map or half-maps were deposited for this entry and therefore no images, graphs, etc.
pertaining to the raw map can be shown.

6.1 Orthogonal projections (i)

6.1.1 Primary map

The images above show the map projected in three orthogonal directions.

6.2 Central slices (i)

6.2.1 Primary map

X Index: 192 Y Index: 192 7 Index: 192

WORLDWIDE

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

6.3 Largest variance slices (i)

6.3.1 Primary map

i RS

|.I( .-‘|-"'I”f!"

X Index: 150 Y Index: 220 7 Index: 163

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

6.4 Orthogonal surface views (i)

6.4.1 Primary map

The images above show the 3D surface view of the map at the recommended contour level 0.36.
These images, in conjunction with the slice images, may facilitate assessment of whether an ap-
propriate contour level has been provided.
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6.5 Mask visualisation (i)

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

Recommended contour
level 0.36

Voxel count (logl0)
Y
i

0 T T T
-1 0 1 2 3

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.
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7.2  Volume estimate (i)

Volume estimate

70000 A

60000 S

30000 -

40000 — \olume

Recommended contour
level 0.36
30000 A

volume (hm?3)

20000 1

10000 4

.

0 T T T T T
-1 0 1 2 3

Contour level

The volume at the recommended contour level is 685 nm?; this corresponds to an approximate
mass of 619 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.
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7.3 Rotationally averaged power spectrum (i)

Rotationally averaged power spectrum

5.0 A
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o :
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., Reported resolution
h— —
5 5.0 - 3.20 A+
=
E
_?5 -
—10.0 4
—-12.5 A
T T T T T
0.0 0.1 0.2 0.3 0.4

Spatial frequency (4-1)

*Reported resolution corresponds to spatial frequency of 0.312 A1
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8 Fourier-Shell correlation (i)

This section was not generated. No FSC curve or half-maps provided.
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9 Map-model fit (i)

This section contains information regarding the fit between EMDB map EMD-0544 and PDB
model 6NYJ. Per-residue inclusion information can be found in section 3 on page 5.

9.1 Map-model overlay (i)

The images above show the 3D surface view of the map at the recommended contour level 0.36 at
50% transparency in yellow overlaid with a ribbon representation of the model coloured in blue.
These images allow for the visual assessment of the quality of fit between the atomic model and
the map.


https://www.wwpdb.org/validation/2017/EMValidationReportHelp#map_model_fit
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9.2 Q-score mapped to coordinate model (i)

1.0

0.0
M <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

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 (0.36).

WORLDWIDE

P

PROTEIN DATA BANK
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9.4 Atom inclusion (i)

Atom inclusion

1.0
o
= 0.8
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5 0.6 4 —— Backbone atoms
£ All non-hydrogen
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v 0.4
=
2
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0.0 . . T T |

-1 0 1 2 3
Contour level

At the recommended contour level, 92% of all backbone atoms, 8% of all non-hydrogen atoms,
are inside the map.
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9.5 Map-model fit summary (i)

The table lists the average atom inclusion at the recommended contour level (0.36) and Q-score

for the entire model and for each chain.

Chain Atom inclusion Q-score
All 0.8642 m 0.4110
A 0.8631 . 0.4110
B 0.8638 . 0.4120
C 0.8640 m 0.4110
D 0.8650  0.4120
E 0.8636 B 0.4110
F 0.8632 . 0.4120
G 0.8655 . 0.4120
H 0.8641 . 0.4120

I 0.8648 m 0.4110
J 0.8648 . 0.4120
K 0.8647 m 0.4110
L 0.8632 . 0.4090

1.0

0.0
W <0.0
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