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This is a wwPDB EM Map/Model Validation Report for a publicly released PDB/EMDB entry.

For rigid body fitted models, validation errors reported here could
stem from errors in the original structure(s) used in the fitting.
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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 3.46 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 35
Ramachandran outliers [N 0 D 1.4%
Sidechain outliers N jo— 2 .0%
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the bar indicate the fraction of residues that contain outliers
for >=3, 2, 1 and 0 types of geometric quality criteria. 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%

Mol | Chain | Length Quality of chain
1 A 2516 12% 24% . 62%
1 B 2516 12% 24% . 62%
1 C 2516 12% 24% . 62%
1 D 2516 12% 24% . 62%
1 E 2516 12% 24% . 62%
&“;isn wipe
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2  Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 37345 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 TcdAl.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 948 7469 4751 1240 1458 20 0 0

Total C N O S
1 B 948 7469 4751 1240 1458 20 0 0

Total C N O S
1 C 948 7469 4751 1240 1458 20 0 0

Total C N O S
1 b 948 7469 4751 1240 1458 20 0 0

Total C N O S
1 b 948 7469 4751 1240 1458 20 0 0

WO RLDWIDE

PROTEIN DATA BANK
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24%

12%

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry. 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 and red = 3 or more. Stretches of 2 or more consecutive residues without

any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)

e Molecule 1: TedAl

Page 4
Chain A:

80€X

*

90€l
S0gl
%0€D
€0€d

6624

1621
9624
S62h

€621
céecd
1623

68CS
88CT

98Tk

Lgca

[4:tAn
18271
06TI

8vcd
L9721

S¥%2d
¥¥es
55748

LLER

ELEN

TLEN
0LET

89€T
LOER

SOEY
Y9EN
E9€R

T9EN
09€%

8GeN
LGEX
96ea
SGeT

€GEX

T9ed

LvE€d

0EYH

8T¥A
LTYL

£ThY
(4441

(44
61HM
81%S
L1%D
9T¥S

254
€TPA
[A54S
TT%L
011
60%D

S0%d

T0¥I

86EN
L6€7T1
96€L
G6€1

06€=

28¢eH
T8EL
08eY
6.LEN
8.Lg1

0L%I

89%'1
L9%D

S9PN
4578

TO%A
09%I

857d
LSP1
98I
GSPL
¥9%d

LESA
9€81

TEGL
0€38S
6294
829k

STSN

€e91
gTad
TTSL
0TSN
6184

0§.3
6.0

9YLA
SYLY

8ELK

YELT
EELM

TELM
0gLd
6CTLY
8C.LE
LTLY
9TLL
STLN

cTLa

LDWIDE
EMDataBank

Unified Data Resource for J0EM

O R

erpBe

PROTEIN DATA BANK

W


http://wwpdb.org/validation/2016/EMValidationReportHelp#residue_plots

SLKH

wwPDB EM Map/Model Validation Report

Page 5

298A
T98d

£€84
TEBL
0€81
628S

gc8d
j74:11

(443
TZ8A

7181

TI8A
0T8HM

808V
L084
9084

NSO 0NO N M
DPDNPIADDO OO OO
ENNNNENN®O®®O®© ©
< < o< i < Q0 AaHEJa

6881
188
9880
a88h
v88Y
€881
z88N
188A
0s8H
6.80
8.8
1181
9.8L
gL8N
v.81
€L8S
T8l
TL8M

o

L98Y

v98d

TSETI

67€TT

9YETS

evETH
CYETR
TPEIN
0YETI
6EETL
8EETd
LEETI
9EETa

CEETA

3

8TETR

9zeTa
STETD
YTETH
€TETD
CTETR

0ZETA

€1€Td
CIETI
11€1d
0TETR
60€Ta
80€TH

06€TS

L8ETA
98ETI
S8ETd
¥8ETH

C8ETH

08ETH

8LETX

SLETH
YLETT

CTLETD

0LETN
69€TH

L9ETD

S9€TH
Y9ETA
€9€TH
CTOETN
T9E€TH
09€TI

89€TYH
LGETT

ggeTd
¥9e1s
€GETI

L8YTA
98%1d

¥8¥%1S
€8%TA
z8¥v1a
T87TL
08%TV
6L%TL
8L%1D

BLYTL
ELYTH
TLYTd
TLPTI
OLYTA
69%1h
897 1)
L9911
99910
89910
%99 1d
€99 TY
T9pIN

69%1a

9GHTA

{4l A%

8vIh
LYHIN

£YPTY
(4747258
TYPIV

6€¥Td
8EVTI
LEVTH

YEVTA
EEVTA

0EVTA

8CTHTL

9THTY
SCYTH
vervid
144N

114721
(4%
61710

STPIS
YIPIL

99914
79911

¢es1a
TSSTI
08818
6751V

LPSTN

iAZLES

81D
0%818

8€491a
LESTI
wmm«m
TESTd
TESTD
0E€STA
62STN
8CSTH
L2813

S28Td

€281d

T281d

61871

LISTA
91810a

€ISTY

T16T4

60GTh

F

TOSTA
TOSTI
008TI

86%TA

9671V
S6%1d

TEVTY
T671L
06%TN
68%TI
88%13

LLSTY
94811
SLSTL
PLSTA
€.97d
TLSTI
TLGTS
04874

LOSGTA
9981H
99871
v98TY

79510
09572
6GSTY

LSSTY
99GTL

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




SLKH

wwPDB EM Map/Model Validation Report

Page 6

TedAl

e Molecule 1

62%

24%

12%

Chain B

[444)

ovel

Sged

£gev
{444\

0zzh

8121

80€X

90¢eb
S0Eh
$0€D
€0€d

662

1621
9624
g62h

€621
[4:14cs
1624

68CS
88¢'1

98Tk

09cy
6GCN

LGcH
98Tl
elcla

[4ctan
1821
0STI

8¥cd
L%T1

Sved
4443
€%CI

LLER

E€LEN

TLEX

SCTEN
YCEL

2cea

61EN
8TEA

STEL

€1€1
[41:}

0TEN

79%d
£€9%S
[4cid

N FDON0DNDO A NMIOON DD
L I I B T N T B T T T S
B VIS U T G TS T L U S A A S A s
EOorrNBR dAMASEXXaHD 0N m<

0EYH

R LDWIDE

erbDeBe

8THA
LTPL

£THY
(4441

(44
6THM
81%S
L1%D
9T¥S

54
€TPA
(434S
TT%L
0T%1T
60%D

S0%d

[4vjia)

86EN
L6ET
96EL
S6€1

06€d

z8ed
T8EL
08eY
6.LEA
8.Le1

EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

W



SLKH

wwPDB EM Map/Model Validation Report

Page 7

6754
8191
LTSY

§154
¥190

| ova |
89%'1
L9%D

SOPN

2578

TovA
09%1

897
LSPT
98%1
SSPL

6894
8891
L8SN
985S
49891

2891

881

*

vL9Y

TLSH

6991

L9SY

6294
8TSA

STSN

€T91
gTsd
T2SL
0ZsN

9993

7991

2991
1994
099N
6998

LS9L

H39oW
€991

TLLI

69LL

L9LH
99L%
S9LA
YOLN
£9.3

19.L0

6GLT
8G.LY
180

SGLA
»aLb
€5LA
TSLI
TSLH
05.3
69L0
8YLL

9YLA
SYLY

8ELR

YELT
EELM

TELM
0gLd
6T.L%
8T.L3
LTLY
9TLL

798d

To8A
198d
098d
6681

9G8H
gg8N
48h
£98Y
zash
1681
098S
6987

L78T

S%81

£78Y
cv8a

6£8I
9€8T
e8h
££8d
T€8L
0£8T
628S

Sz8d
i44:11

{443
TZ8A

7181

T18A
0T8M

808V
084
9084

7081
£08KW
2081
1081
008S
66.L1
86.LY

96.LH
S6LY
¥6.Ld

€GETI

TSETI

6%€T1

9%€TS

€heETH
CTHETA
TPETN
0%ETI
6EETL
8E€ETd
LEETI
9€ETa

CTEETA

F

8CTETA

ozEeTa
STETD
vTeTM
€TETD
CTETA

0ZETA
61ETY

€1€Td
CIETI
TrETE
0TETA
60€Ta
80€TH

90€TA

20PTT
TOvTH
00%IN

86ETS

Y6ETN

T6ETD
T6ETT
06ETS

LBETA
98ETI
98ETd
Y8ETA

CTBETH

08ETY

8LETA

SLETH
YLETT

TLETD

0LETN
69€TY

L9ETH

99€TH
YOETA
€9€TH
COETN
TOETH
09€TI

89ETY
LSETT

GGETd
baeTs

68%TI
88712
L8YTA
98%1d

¥8%1S
€8%TA
28%1a
T8%TL
08%TY
6.%TL
8.L%TD

YLPTL
ELYTH
TLyTd
TLPTI
0L¥TA
69710
89V 1Y
L9PTT
99%1a
S9%1a
v9¥1d
€9%TH
29%IN

69%Ta

9GHTA

TePTI

8HHI
LYHIN

£vPTY
(4445
TYPIV

6EVTd
8EVTI
LEDTM

YEPTA
EEPTA

0EPTA

8THTL

9THTY
SCYTH
44 %
£CVT1

114211
(44 %]
6171

LGSTV
9GSTL
SGSTd
$9STL

[4k=addl
T9GTI
0SSTS
6%GTV

LYSTN

YpaTd

T9S1D
0%4T1S

8ESTA
LESTI
mmmﬂm
CTESTA
TESTH
0ESTR
62STN
8TSTH
Lzata

STaTd

€241d

12S1d

6TSTI

LISTA
9181d

E€IGTV

11674

60STh

F

COGTA
TOSTI
00871

86%TA

967 TV
S6%Td

TEVTV
T69TL
06%TN

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK




Page 8 wwPDB EM Map/Model Validation Report

SLKH

0 O <10 © N O - N MY W
0 0 © © © © © © EN~KENNN
0 10 10 10 10 10 10 1D mWLO 10 1D 10 1D 1D
o e o e e |
o< @A T Mo HA > B

L1576
K1577

[ J
=
@
o
=5
¢)
=
=
o
=
—

—
12% 24% . 62%

Q
=
=
5

Q

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



SLKH

wwPDB EM Map/Model Validation Report

Page 9

(4443

*

0%TN

8121

80€X

90¢eb
S0Eh
$0€D
€0€d

662)

1621
9624
g62h

€621
[4:14cs
1624

68CS
88¢'1

98Tk

09cy
6GTN

LGgH
98Tl
elcia

[4ctan
1821
0S2I

8¥%cd
L%T1

SHed
¥¥Cs
€%CI

LLER

ELEN

TLEX
0L€I

N FIDON0NO A NMIOON DD
Lo R T B T N T B T T s A R
B VS W S U S T L U S M A s A e
EOorrNBRdANMAEXXaHD N m<

89¢€1
LOER

S9eY
Y9EN
£9€X

TOEN
09€)

89eM
LSER
99ed
S9eT

€9EL

acforc

8¥%ed
L¥ed
oved

EPEN
Zhea
TVEW

STEA
YTEL

2cea

61EN
8TEA

STEL

€1€1
[41:}

0TEN

79%d
£9%S
[4cid

0EYH

8THA
LTPL

44
TTYY

(44
6THH
81%S
L1%D
9T¥S

54
€T¥A
(434S
TT%L
0T%1
60%D

S0%d

{402y

86EN
L6ET
96EL
S6E1

06€d

z8ed
T8EL
08eY
6LEN
8.Le1

6794
8191
LTSY

§194
150

8991
L9%0

SOPN
w9vA

T97A
09%I

89vd
LSPT
98%1
SSPL

6894
8891
L8SN
985S
9891

2891

8LSI

L

vL9M

TLSH

69GL

L9SY
9991

6294
8TSL

STSN

€291
2Tsd
12SL
0zZsN

9994

7991

299L
1994
og9on
6995

LS9L

H3SoW
€691

TLLI

69.LL

L9LH
99.L%
S9.LA
YOLN
€9.3

T9LD

6G.LT
8G.LY
2620

SSLR
»9L0
€GLA
T9LI
TSLH
05.3
6.0
8YLL

9%LA
SPLY

8ELK

PELT
EELM

TELM
0€Ld
6TLY
8T.LH
LTLY
9TLL

798d

298A
T98d
098d
6981

948H
998N
980
£98Y
cash
1981
0988
678Y

%81

S$81

£¥8Y
2%8a

6E8NH

GE8T
e8h
£e8d

TEBL
0€8T
6288

4qz8d
i44:34

[44-3s
TZ8A

181

T18A
0T8M

808V
L084
9084

%081
€081
2081

0088
66.L1
86.LY

96.LH
S6LY
v6.d

998N

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




SLKH

wwPDB EM Map/Model Validation Report

Page 10

TSETI

67€TT

9YETS

ePETH
CYETR
TPETN
0%ETI
6EETL
8EETd
LEETI
9€ETa

CEETA

3

8TETR

9TeTa
STETH
YTETH
€TETH
CTETR

0ZETA
6TETY

€1€Td
CIETI
11€1d
0TETA
60€Ta
80€TH

Y6ETN

T6ETD
T6€TT
06€TS

L8ETA
98ETI
S8ETd
¥8ETH

C8ETH

08ETH

8LETK

SLETH
YLETT

CTLETD

0LETN
69€TH

L9ETD

S9€TH
Y9ETR
€9€TH
COETN
T9E€TH
09€TI

89€TH
LGETT

SGeTd
vee1s
€GETI

L8YTA
98%1d

¥8¥%1S
€8%TA
z8¥v1a
T87TL
0871V
6L%TL
8L%1D

BLYTL
ELYTH
TLYTd
TLPTI
OLYTA
69%1h
897 1)
L9911
99910
89910
%9%1d
€99 TY
z9pIN

69710

9GHTA

{4l A%

8v Tl
LypIN

£YPTY
(4747258
VoIV

6E¥Td
8EVTI
LEVTH

YEVTA
€EVTA

0EHTA

8CTHTL

9THTY
SCHTH
vevid
£CHT11

114721
0Z%TH
61710

STPIS
YIPIL

99974
799T1L

¢es1a
TSSTI
089818
6751V

LPSTN

¥9aTd

41D
0%818

8€481a
LESTI
wmm«m
TESTd
TE€STY
0E€STA
62STN
8TSTH
L2813

92814

€281d

T281d

61871

LISTA
91810a

€ISTY

T16T74

60GTh

F

TOSTA
TOSTI
008TI

86%TA

9671V
S6%1d

TERTY
T671L
06%TN
68%TI
88%13

LLSTY
94811
SLSTL
PLSTA
€.97d
TLSTI
TLGTS
04874

LOGTA
9981D
998711
v98TY

79510
09572
6GSTY

LSSTY
99GTL

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



SLKH

wwPDB EM Map/Model Validation Report

Page 11

TedAl

e Molecule 1

62%

24% .

12%

Chain D

{4443

+

o

9Ty
Sged

£TTV
(4445

0zzh

8121

80€X

90€b
S0gb
%0€D
€0€d

6624

1621
9624
S62h

€621
cécd
1624

68CS
88C'T

98Tk

09V
63N

PAtACS
98zL
g6zl

[4:tAN
1821
08TI

8¥vcd
L9211

S¥ed
i4%44
15374

LLEF

ELEN

TLEM
0LET

89€1
LOER

SOEV
Y9EN
E9€X

T9EN
09€%

8GeN
LSEX
96ed
S9G6€T

€GEX

T9€ed

8v€d
Lv€d
oved

EHEN
zvea
THEN
0%ed

8EEV

9EEL

TeEL

8THA
LTHL

3444
(4444

(il444
6TFM
81%S
L1%D
91%S

454
ETPA
cIvd
119l
0T%1
60%D

S0%d

[ 4029

86EN
L6€T
96€EL
S6€1

o6ed

c8ed
T8€L
08€Yd
6LEA
8LET

6754
8791
AL

§154
»180
€188

80GA

9094

€081
208d
TOSY
008N
6670
8671
L6YI

89%'1
L9%0

Q9PN
4578

To%A
09%I

89%d
LS%1
9S¥%I
GSYL

6834
8891
L8SN
985S
G891

891

8LS1

+

bL9Y

TLGH

6991

L98Y
9991

6294
8TSA

GTSN

€291
gTsd
T2SL
0TS

TTLD
0TLd
6TLD
8TLT
LTLY

YTLM

8891
1890

9893

2890

8L91

SL9K

YLoA
€L9L

TL9T

8993
1,991
9993

Y991

2991
To9%
099N
6998

LSOL

9o
€991

06.LL
68.LY

98.4
S8LNW
8.3

T8LL
08LA
6LL4

€9LA

0§.La
67.L0
8YLL

9%LA
SYLY

8ELK

SELN
YELT
EELM

TELK
0gLd
6TLY
8T.LE
LTLY
9TLL

zTLa

T98A
198d

£€84
TE8L
0€81
628S

Sc8d
iz4:3 4

[44:3)
TZ8A

7181

TI8A
0T8HM

808V
084
9084

0 MO N M
QDO OO0
N~ K © ® © D ©
<= a®nAaH=Aa

96.LH
S6.LV
¥6.d
€6.LY
T6LY

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK




SLKH

wwPDB EM Map/Model Validation Report

Page 12

9880
s88b
v88Y
€88A
z88N
1884
ossH
6.8
881
1181
9.8L
§.8N
$.81
€L8S
TL8L
TL8M

e

L98Y

v98d

TSETI

67€TT

9YETS

EYETH
THETR
TPEIN
0PETI
6EETL
8EETd
LEETI
9EETa

CEETA

3

8TETA

9TeTa
STETD
YTETH
€TETD
CTETR

0ZETA
6TETY

€1€Td
CIETI
11€1d
0TETA
60€Ta
80€TH

06€ETS

L8ETA
98ETI
S8ETd
Y8ETA

CT8ETH

08ETH

8LETX

SLETH
YLETT

TLETD

0LETN
69€TH

L9ETD

S9€TH
YOETA
€9€TH
CTOETN
TOETH
09€TI

8SETYH
LSETT

ggeTd
SETS
€GETI

L8%TA
98%1d

¥8¥%1S
£8%TA
8%1a
T8%TL
08%TY
6.%TL
8L%1D

BLYTL
ELYTH
TLYTd
TLYTI
OL¥TA
69%1h
89% 1Y
L9711
99%10
S9%10
$9%1d
€9%TY
T9pTIN

6S¥%1a

9GHTA

TSPTI

8v7Ih
Ly%IN

£PHTY
[444%
TY7IV

6E¥Td
8EVTI
LEVTM

YERTA
EEVTA

0EHTA

8CTHTL

9THTY
SCHTH
verid
£CHI1

1147218
0Z%TD
611D

STPIS
PIPIL

999174
79911

¢gs1a
TGSTI
089818
6751V

LPSTN

iAZLES

941D
0%918

8€491a
LESTI
emm«m
TeSTA
T€STY
0E€STA
62STN
8TSTH
L2813

92814

€281d

12814

61871

LISTA
91810a

€I8TY

T16T4

60GTh

b

CTOSTA
TOSTI
008TI

86%TA

96%TY
S6%1d

T6VTY
T671L
06%TN
68%TI
88%13

LLSTY
9LST1
GLSTL
$LSTA
€.9Td
TLSTI
TLSTS
0.8T4

LOSTX
998TH
99811
$98TH

T951a
09572
6GSTY

LSSTY
98GTL

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



SLKH

wwPDB EM Map/Model Validation Report

Page 13

TedAl

e Molecule 1

62%

24%

12%

Chain E:

{4443

*

o

9Ty
Sged

£TTV
(4445

0zzh

8121

80€X

90€l
S0gl
%0€D
€0ed

66CH

1621
9624
§62h

€621
cécd
1623

68TS
88C1

98Tk

09zy
65N

Lgca
96zl
§6cI

[4:tAn
18271
06TI

8vcd
L%

S¥%2d
4743
55748

LLER

ELEN

TLEN
0LET

89€T
LOER

SOEY
Y9EN
E9€R

T9EN
09€%

8GeN
LGEX
96ea
SGeT

€GEX

T9ed

8ved
Lv€d
oved

EVEN
zHea
TPENR
o%ed

8EEV

9EEL

TeEL

STEL

€1€1
[450]

0TEN

8T¥A
LTYL

£THY
(44414

\l444
6TTM
81%S
L1%D
91%S

454
ETPA
(A4S
TI9L
0T%1
60%D

S0%d

[ 4029

86EN
LBET
96EL
S6EI

06ed

c8ed
T8€L
08€Y
6LEA
8LET

6754
8791
PALL

§194
»180
€188

80GL

9094

€081
208d
TOSY
008N
6670
86%1
L6YI

89%'1
L9%0

S9PN
4578

TO%A
09%I

897d
L8911
9S%I
GSPL

R LDWIDE
Unified Data Resource for J0EM

o
erDe
PROTEIN DATA BANK

EMDataBank

W



SLKH

wwPDB EM Map/Model Validation Report

Page 14

6834
8891
L8SN
985S
G891

2891

881

+

vL9Y

TLGH

6991

L9SY
9991

6294
8TSA

STSN

€T91
gTad
T2SL
0ZSN

¢994
TS9T
0890
6%94
8%9A

9Y9M
SpoN
990
€991

991
0%9M

8E€9L

vE€9T

TE9Y
TE9I
0€91
629L
8T9V
L2971
9z9b

€298
(442D}

0z9s
61971
8TON
L19L
919

MO DO HNMm
OO O H -
© © ©© WO OO
HAdH< >0 M

S0971
093
€090
2091
TO9L
00971
668b
869H
L6SI
9690

7691
€691
2691

0691

9993

¥99L

299L
T99%
099N
6998

LSOL

PS9W
€991

TLLI

69LL

L9LH
99.Lk
SOLA
YILN
€9.3

19.L0

68.L1
8G.LY
180

SSLA
»aLl
€GLA
TSLI
TSLH
0§.3
6%.L0
8YLL

9%LA
SYLY

8ELK

PELT
EELM

TELM
0gLd
6TLY
8T.La
LTLY
9TLL

798d

T°98A
198d
098d
6481

9G8H
998N
98h
£98Y
¢ash
1681
098S
6987

L7871

S%81

£78Y
v8a

6E8IW

9€8T
esh
££8d

T€8L
0€81
628S

Sz8d
i44:11

(4438
128A

7181

1184
0T8M

808V
084
9084

%081
€08KW
2081

008S
66.1
86.LV

96.LH
S6LV
¥6.Ld

6881
1881
988l
688l
»88Y
€881
z8sN
188A
088H
6,80
8181
1181
9181
q.8N
$.81
€8S
zL8L
TL8M
0480

L98Y
998N

TGETL

6%ETT

9%ETS

eveETH
THETR
TvETN
0%ETI
6EETL
8EETd
LEETI
9EETA

CTEETA

3

8TETA

9zeTa
STETD
beeTM
€TETD
ZTTETA

0CETA

€1€Td
CIETI
T1€Td
OTETA
60€Ta
80€TH

06€TS

LBETA
98ETI
G98ETd
Y8ETA

TB8ETD

08ETH

8LETX

SLETH
PLETT

TLETD

0LETN
69€TH

L9ETH

99€TH
YOETA
€9€TH
CTOETN
TOETH
09€TI

89ETY
LSETT

GGETd
pG&eTS
€GETI

L8YTA
98%1d

78¥1S
£8%TA
(45341
T8YTL
0871V
6LYTL
8L%TD

BLYTL
ELYTH
TLyTd
TLYTI
0L¥TA
69%Th
897 TH
L9YTT
99%7a
q9%1a
9% 1d
€97 TH
ZOVIN

6G%1d

9S¥TA

[ 43408

8vTl
LYYIN

55441
(4747251
YTV

6E¥Td
8EVTI
LEVTH

YEVTA
EEVTH

0EVTA

8TYTL

9TvTH
SCYTH
j444 T
114748

1144%
425
61710

STPTS
PIPIL

96974
$S9TL

¢asta
T9GTI
06STS
67GTV

LPSTN

LTS

1991
0%G1S

8€4TA
LESTI
wmmﬂm
TESTd
TESTO
0ESTR
62GTN
8TSTH
L2613

S2aTd

€249Td

12S1d

61GTI

LISTA
91810

EIGTV

11674

60STD

F

COSTA
T0STI
00S8TI

86%TA

967 TV
S6%Td

4324
T6VTL
067 TN
68%TI
88%Td

LLSTH
9.LST1
SLSTL
¥L8TA
€L9Td
CTLSTI
TLSTS
0.874

LOGTA
99G1H
G9GTT
$9STH

19970
09573
6GSTV

LGSTV
9GSTL

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




g
&

aQ
4]
—
ot

wwPDB EM Map/Model Validation Report

SLKH

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 16 wwPDB EM Map/Model Validation Report oLKH

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used 13000 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method Not provided Depositor
Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) Not provided Depositor
Minimum defocus (nm) Not provided Depositor
Maximum defocus (nm) Not provided Depositor
Magnification 59000 Depositor
Image detector Not provided 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 | pyiey 71 29 | RMSZ #Z| >2
1 A 0.89 0/7627 1.14 | 20/10362 (0.2%)
1 B 0.89 0/7627 1.14 | 20/10362 (0.2%)
1 C 0.89 0/7627 1.14 | 20/10362 (0.2%)
1 D 0.89 0/7627 1.14 | 20/10362 (0.2%)
1 E 0.89 0/7627 1.14 | 20/10362 (0.2%)
All All 0.89 | 0/38135 | 1.14 | 100/51810 (0.2%)

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 B 0 1
1 C 0 1
1 D 0 1
1 E 0 1
All All 0 5

There are no bond length outliers.

The worst 5 of 100 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 C 1541 | GLY | C-N-CA | 9.54 145.55 121.70
1 B 1541 | GLY | C-N-CA | 9.53 145.53 121.70
1 E 1541 | GLY | C-N-CA | 9.52 145.49 121.70
1 A 1541 | GLY | C-N-CA | 9.51 145.49 121.70
1 D 1541 | GLY | C-N-CA | 9.51 145.47 121.70

There are no chirality outliers.

All (5) planarity outliers are listed below:
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Mol | Chain | Res | Type | Group
1 A 615 | GLY | Peptide
1 B 615 | GLY | Peptide
1 C 615 | GLY | Peptide
1 D 615 | GLY | Peptide
1 E 615 | GLY | Peptide

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 7469 0 7341 1262 0
1 B 7469 0 7341 1262 0
1 C 7469 0 7341 1271 0
1 D 7469 0 7341 1254 0
1 E 7469 0 7341 1268 0
All All 37345 0 36705 6317 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 85.

The worst 5 of 6317 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:557:1ILE:HD11 1:C:592:LYS:HD2 1.21 1.21
1:C:218:LEU:HD21 | 1:C:239:ILE:HG21 1.19 1.18
1:A:1406:PRO:HG3 | 1:A:1473:MET:HE1 1.22 1.17
1:A:557:ILE:HD11 1:A:592:LYS:HD2 1.21 1.17
1:E:227:ILE:HD13 1:E:883:VAL:HB 1.26 1.16

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1

Protein backbone (1)

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
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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 944/2516 (38%) | 899 (95%) | 32 (3%) | 13 (1%) 141 56
1 B 944/2516 (38%) | 899 (95%) | 32 (3%) | 13 (1%) 14 56
1 C 944/2516 (38%) | 899 (95%) | 32 (3%) | 13 (1%) 141 56
1 D 944/2516 (38%) | 899 (95%) | 32 (3%) | 13 (1%) 14 56
1 E 944/2516 (38%) | 899 (95%) | 32 (3%) | 13 (1%) 14 56
All All | 4720/12580 (38%) | 4495 (95%) | 160 (3%) | 65 (1%) 191 56

5 of 65 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 376 ARG
1 A 525 ASN
1 A 1346 SER
1 A 1381 LEU
1 A 1542 LEU

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 817/2157 (38%) | 801 (98%) | 16 (2%) 63 |86
1 B 817/2157 (38%) | 801 (98%) | 16 (2%) 63 |86
1 C 817/2157 (38%) | 801 (98%) | 16 (2%) 63 |86
1 D 817/2157 (38%) | 801 (98%) | 16 (2%) 63 |86/
1 E 817/2157 (38%) | 801 (98%) | 16 (2%) 63 |86
All | ALl | 4085/10785 (38%) | 4005 (98%) | 80 (2%) 66 | 86|

5 of 80 residues with a non-rotameric sidechain are listed below:
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Mol | Chain | Res | Type
1 C 583 LYS
1 C 1306 | TYR
1 E 762 LEU
1 C 633 LYS
1 C 701 GLN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 88 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 340 GLN
1 C 1361 HIS
1 E 767 HIS
1 C 441 ASN
1 C 650 GLN

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 carbohydrates 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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