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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 13.00 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 05
Ramachandran outliers I | — 0.5
Sidechain outliers 0 T 12.0%
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 1024 48% 38% 1% o
1 B 1024 49% 38% 1% o
1 C 1024 48% 39% 0% -
1 D 1024 48% 39% 1% o
2 H 114 75% 25%

2 I 114 73% 26%

2 J 114 75% 25%

2 K 114 76% 23%

3 L 107 83% 16%

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

Mol | Chain | Length Quality of chain
3 M 107 83% 16% -
3 N 107 81% 18% .
3 O 107 81% 18% .
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 39832 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 BETA-GALACTOSIDASE.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S
1 A 1021 8238 5209 1466 1525 38 7 0

Total C N O S
1 B 1021 8238 5209 1466 1525 38 7 0

Total C N O S
1 C 1021 8238 5209 1466 1525 38 7 0

Total C N O S
1 b 1021 8238 5209 1466 1525 38 7 0

e Molecule 2 is a protein called SCFV13R4 ANTIBODY FV HEAVY CHAIN.

Mol | Chain | Residues Atoms AltConf | Trace
2 i 114 1;)O()t ; 1 5%7 114\1]4 1(538 g 0 0
2 I 14 1;)O()t ; 1 5%7 114\1]4 1(528 g 0 0
2 J 114 12900t ; 1 5%7 114\1]4 1(528 g 0 0
2 K 114 T900t ; 1 527 114\1]4 1(538 2 0 0

e Molecule 3 is a protein called SCFV13R4 ANTIBODY FV LIGHT CHAIN.

Mol | Chain | Residues Atoms AltConf | Trace
3 L 107 1;501t§ 1 5?1 11;7 1%)7 g 0 0
3 M 107 1;501t§ 1 5?1 115\SI7 1%)7 g 0 0
3 N 107 1;501t§ 1 5?1 115\3]7 1((?7 g 0 0
3 0 107 1;%01t§ 1 5?1 115\3]7 1((?7 g 0 0

WO RLDWIDE
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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)
o Molecule 1: BETA-GALACTOSIDASE

Page 5
Chain A:

o
~
©n

99d

694

L83

6%h

3

Sva

ova

)
™
0

10
™
%)

™
™
B

Ted
OEH

oy

w1

LT3

S1d

Tl
OTA

o
=

LT
98

L

Lgtd

9TTL

745

TTT0

PAS S
9TTL
STTd

€174
2T11d
T11d
OTIN

90Td
SOTA
Y0TL

00TX

3

S6X

26

68N

18d
98A

P8A

z8a
8V

6.d
8LT

S.3

E€LH

SgTd

£TTs

3
i

812¢d

86TH

€610

811

1814
081D

9LT4d

67TV

LYTN

SY1D

¥v1a
IAATS

15458

982V
S8TK

3

18¢H

6.2I
8.T1

L

XS
€.cd
TLTY

02D

1

evca
laz4 4
TvcE

secd

veca
ggea

I

62CL
8Tcy
Lzeh

veed
£eey

62ed

ozed

veed

cTen
12€L

61€d

LIEL

9TEH

80€1T

S0€I
voex

96cd

LO%N

i

09%N

LS%S

T19%d

3

Ly%a

Svh

{47440
1771

6E%Yd
8E¥vd

9ETIW

veVd
YT

0€%d

8T¥%a
LTYL

61%D
8T¥H

o1%d

c1va

90%D

Ll

00%L

96€d
S6EH
Y6EN

T6ER

88€Y

98EV

1

08eYN

€981

9%91
S$Ss

THSW

H

CTEGd

6c9d

9291
gzss

TTSN

6155
8TSH

914d

jA%1)
€19d

T16d

609a
8093
L08a
908A
q08Y
TOSKW
6671
26%a

88%D

98¥A
g8%h

18%S
08%d

8LYA

9L¥Y

YLVM

TLYR

69%a

6E9L
8E9A
LE9H

€90

Sz9b
290

[442):S

09V

8191
L1971

ZT9L

€80
7.8

0LSHM
699a
89SHM

991

69SL

$8Gh

€04d
T0Lb
TOLA

6694
8691
L69L
9691

$69'1
€690

3

6893

189b
989d
9891
7892
£89d
2891

0891
6.91

LL9Y

§.90
v.9d
€L9V

TL9a
04971
699d
899A

999D
S99S

€991
299d
To9Y%
0999

L

8491
LG9V
9G9A

YGoM
€G9H
24891

679N

9%9H

98.4

3

0841
6LLd
8LLL

SLLb

ELLY

L9.b
9948
S9LT

3

€940
TILS

09,4
6G.LN
8G.L4
L9.0

TSLT

6.1

Az

ThLL

8E€Ld

0E€LT

8TLA

vecLla

6TLD

0T.L3
6048
80LM

0L8A

898A
L98L

i

€98b

098D
6480
8881

»a8)

6781

Y¥8H
€780

0%8H

LEBL
9€81
S€81T
vEBA
£E8Y

628L
8T8a

ST8D

€281

*
i

6184

L18b

1181

6084

008Y

Ll

c6.La

88.Ld
L8LY

¥g6a

£396D

6%6H

9%61
SveN

471!

Ll

ve6d

T€64

8T6d

wTed
£T6S

RLDWIDE

erpBe

126d
0261

S164

T16V

01671

L06d
9061

€060

€683
T68Y

068h
9880
2881
6.8d
8L8H
9.8L
S.480

v.L85
L8V

EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

W


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

4CKD

wwPDB EM Map/Model Validation Report

Page 6

€20TY

12010

066H

9861

0863
6.63

GL6'1

€.L64

0L6L

]

e Molecule 1

S960
%960

6961
896N

BETA-GALACTOSIDASE

1%

38%

49%

Chain B

o~
~
©m

0Ld
694

99d

3

@ o
[
v =

10
)
0

™
™
29

O0E€H

Elq

w1

LT3

Ll

11
0TA

[
=

AR

15429
[4%S

8ETD

i
i

SETH

TETS

8TIN
Lgtd
9CTL

445

{49

L1173
9T1L
ST1d

11

€114
CT1d
T1id
OTIN

901d
S0TX

3

L8d
98A

v8A

28a
18V

6.d

I

62TL
8cTy
LTTA

qgTd

€TTS

81cd
L1TH
9TCH

£0TH

00zb

8612

€610

811
€874

814
081D

9LT4

cL1a

0473

897d

LGTYH

€GTH

0814
671V

LYIN

SPID
4410

voe=

9622

€621

06TL

98¢V

414"
182H

8.TI

+

vLcd
€Ltd
TLTY

0.L2H

1

y9cd

29zh

6GTS

LGTL

7921

¢9Ta

8%¢H

9T

€¥vca
444
a4t
0%z
6ETA

feiote |
veca
€eca

E€LEA
CTLEW

89€0d
LOEW

£9€H
C9eT
T9ed
09€H

89ed
LGEH
9GeY
SGEN
YEL

TGeY

LYEN

beexn
£eey

62ed

9Ted

vced

{4454
TCEL

61EQ

LTEL
9TEH

vieE

SO€I

YLVM

TLYR

69%a

L9%N

i

09%N

L8%S

18%d

i

L¥%a

Syl

[444)
1542

6E%Y
8Evd

9ETN

YeVd
E£EPT

0€%d

82¥%a
LTHL

ETYW

0ZHW

91¥%a

cTva

L0%1
90%D

00%L

96€d
S6EH
Y6EN

T6ER

2€49d

6253

8L%A

9L%YH

9%9H

6E9L
8E9A
L€93

7e9h

Gzob
2ob

CTTOH

0ZoV

8T9L
L1917

CT9L

609V

Z09N

2090
1094

6694

LBSN
969d
S6SL
¥69d

1680
¥89d

£8GN
289D

8LGR
LLGY

*

€LS0
TLSa

0LSM
6950
89SM

6694
8691
L69L
9691

5691
£690

3

6892

1890
989d
G891
7893

2891

0891
6.L971

LL9Y

g.90
v.9d
£L9V

TL90a
04971
699d
8991

999D
9998

+

84971
LG9V
959A

bgon
€99H
T991

679N

08.L71
6LLd
8LLL

SLLh

ELLY

9.0
99.L8
G9.LT

i

€9.D
T9LS

09.4
6G.LN
8G.4
1620

6%LI

vvLE

ThLL

8€.Ld

0ELT

8TLA

boLE

6.8d
8L8H

9.8L
S.480

£.8Y

0L8A

-

898A
L98L

i

€98b

098D
6980
8981

pasyu

681

¥98H
£%80

0%8H

LEBL
9€81
S€8T
vesA
£E8Y

628L
828da

ST80

€281

1

3
i

6183

L18b

T18%

6084

008Y

1

S960
%960

6961
896N

v96a

€369

6%6H

9%6X
SY6N

(4741

Ll

veed

TE64

8¢6d

7410
£C6S

T26d
0261

9164

16V

0761

L06d
906&

€06b

£683
268V

0680

9880

2881

£20TA

12010
0ZOTH

60071

L0074

9660

T66H

066H

6864

9861

0862
6.62

SL61

e Molecule 1

€.L64

0L6L

BETA-GALACTOSIDASE

10%

39%

R LDWIDE

w_ 0

48%

Chain C

erbDeBe

PROTEIN DATA BANK

ataBank



4CKD

wwPDB EM Map/Model Validation Report

Page 7

99d
i

€94
(4L}

094
6394

L83

6%h

o

£€d

1€d

11

8ETD

3
i

SETD

CETS
TETH

445

f44 1]

611d
8TIN
L1713
9TTL

11

2278
€114
211d
TT1d
OTIN

907d
SOTX

3

S6X

(438

@
©
=

L8d
98A

78A

28a
18V

6.d

€TTS

81¢d
L1TY
9TCH

£0TH

00zh

8672

€610

811
€874

814

081D

891d

LGTH

671V

LYIN

SPID

4410
LA

15259
0% Td

06TL

98TV

282
T82H

6.1

vlcd
€led
(944

0L2H

1

y9TH

29zh

6GCS

LGTL

a4y

[4:14

8¥%TH

9YTH

4448
e€bca
14441
jagacs
0%eT
6ETA

gg€cd
veea
g€eca

I

62CTL
8Ty
LTTA

qgTd

6LEW
8LeT
LLET

veed
£€ey

62ed

9Ted

vTen

2Te
12EL

6T€Q

LIEL
9TEH

vied

69%a

L9%N

i

09%N

LS%S

18%d

i

L¥%a

o]

444}
TPl

6E%Y
8Evd

9ETNW

vevd
€€V

0€%d

8T¥%a
LTHL

ETYW

9T¥va

c1va

L0%1
90%D

Ll

00%L

96€d
S6EH
Y6EN

T6ER

88€Y

98EV

1

08eYN

»asb
€9SM

9%9T
ey

CHS

H

C¢E€9d

6293

9291
§Tss

1145

61GS
8TSM

919d

4514
€194

118d

608a
80893
L08a
90SA
S09¥
COS
6671
c6%a
88%D

9874
G8%h

18%S

6.%a
8L%A

9L%H

TLvM

CTLYR

E90

0€9d

fetdeli]
%z

CTOH

0Z9V

819L
L1917

€194
CToL

609V

Z09N

2090
1094

L6SGN
9649d
S6GL
¥69a

165a

689D
889X

¥8ad
€8SN
289D

8LGR
LLGY

+
i

£L8h
TL8a

04SM
6990
89SM

2991

665K

6694

LL9Y

S.90
$.9d
£L9Y

TL90a
04971
699d
8991

9999
49998

€991
299d
T99%
099D

8991
LS9V
999A

vaoM
€G9H
24891

679N

9%9H

+

%93

6€9L
8E9A
LE9H

L9.b
99418
G9.L7T

3

€949

09.¥
63LN
8G.4
490

6%.L1

vvLE

ThLL

8€Ld

8TLA

bola

6TLh

0T.L2
6045
80LM

€04d
ToLh
TOLA

3

0487
6980
8987
L98L

i
i

€980

098D
6480
8481

6781

P¥8H
€780

0%8H

LEBL
9€81
G€8T
YESA
€E8Y
TE8A

6281
8280

er4:h]

€281

1

6182

i

L180

T18%

6084

0084

+

6%6H

9%6%
SHEN

[471S

Ll

ve6d

T€64

8¢6d

vcea
£T6S

T26d
0Z6'1

S164

16V

0161

L06d
906X

+
i

0061

€684
68V

E€TOTH

12010
0ZOTH

60071

L0074

9660

T66I

066H

6864

9861

0863
6.63

G161

€.L64
CTL6H

BETA-GALACTOSIDASE

0L6L

1

e Molecule 1

S960
%960

6961
896N

v96a
€469

1%

39%

48%

Chain D

99d
Sov

€94
TOM

094
654

L899

670

3

6€S

SES

£€4

Ted

11
OTA
61

LT
98

S
| 2]

8ETD

B
3

SETH

CEIS
TETH

8TIN
LgTd
9TTL

iZ45

2e10

6T1d
8TIN
L1173
9TTL

11

€114
Z11d
TTid
OTIN

907d
SOTA
Y0TL

007X

3

S6X

T6H

68N

18d
98A

<+
©
=

z8a
18Y

6.d
8LT

S.3

E€LM

£€TTS

812¢d
LT1TY
9TCH

£0TH

00zh

8672

€610

811
€874

1814
081D

9L14

zL1a

0472

891d

LGTH

E€GTH

0874
67TV

LYIN

SPID
91a
LAATS

15259
0vTH

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

ataBank



4CKD

wwPDB EM Map/Model Validation Report

Page 8

e

[9%4

042D

1

v9TH

6GCS

8%TH

9%TH

{4744\
evea
(44414
e
0%eT

veea

£eca

I

62CTL
8Ty
LTTA

qgTd

E€LEA

TLEW

0Lgb

89¢€d
LOEN

€9€H

LSEH
99¢eY
S9EN
paen

ceey

veed
£E€eY

62Ea

9TEd

yced

2TeT
TTEL

Ll

61€d

LIEL
9TEH

LSS

1S%d

3

LY%a

feia i}

[444°)
TPPL

6E%Y
8EYd

9ETH

¥eVd
EEV'T

0€%d

8Tva
LTHL

0THH
61%D
8TVH

(45748

LO%T
90%D

00%L

96€d
S6EH
Y6EN

CTBER

88€Y

98EV

08€eY
6LEW
8Le1
LLET

2€9d

6293
9291
§Tas
j£4°y)
[54°)]

61GS
8TGH

9TSd

a1
€T9d

T116d

6090
8093
L08a
908A
5094
CTOSH
6671
T°6¥%a

88%D

987k
a8l

18%S

6.%a
8L%A

9L%N

YLYM

TLYR

69%a

L9%N

09%N

289D

8.LSX
LLSY

+
i

€L80
TLSa

0LSH
699a
89GM

{45

64961

»asb
€99M

9%9T
ey

t421

LL9%

G.9h
¥.9d
L9V

TL9a
0497
699d
899A

9999
G998

€991
2994
1994
0999

8491
L899V
9G9A

vaon
E€G9H
69T

679N

9%9H

1

€90

0€9Y

fetdeli]
%z

09.4
6G.LN
8G.4
2620

6%LI

bvLE

ThLL

8€.Ld

8TLA

boLE

61Lh

[ s
60LS
80LM

£0.d
coLb
TOLA

6694
8691
L69L
9691

7691
€690

098D
6980
8981

628L
8T8da

ST80

€281

1

6183

3

L18b

T18%

6084

008Y

Ll

T6La

(4701

veed

TE64

826d

vc6a
£T6S

T26d
0261

9164

16V

0761

L06d
906X

+
i

0061

£683

268V

0680

9880

2881

L
1

SCFV13R4 ANTIBODY FV HEAVY CHAIN

6.8d
8.L8H

9181
49180
.88
£.8Y

i
3

0487

898A
L98L

€980

€20TA

25%

12010
0Z0TH

60071

L0074

9660

T66W

066H

6864

9861

0863
6.6

SL6T

€.L64
CTL6H

0L6L

5960

960

6661
846N

v486a

€869

6%6H

9%61
SHEN

e Molecule 2

—
75%

Chain H

*

COTX

SCFV13R4 ANTIBODY FV HEAVY CHAIN

e Molecule 2

26%

73%

Chain I:

*

COTA

86M

S60

08T

8LA

SCFV13R4 ANTIBODY FV HEAVY CHAIN

9LN
S
LS
€LL
TLa

e Molecule 2

25%

75%

Chain J

*

CTOTA

86M

S6D

08T

SCFV13R4 ANTIBODY FV HEAVY CHAIN

e Molecule 2

RLDWIDE

w_ 0

erpBe

PROTEIN DATA BANK

ataBank



Page 9 wwPDB EM Map/Model Validation Report 4CKD

. n
Chain K: 76% 23% .
Y CENOEE®O O O H O M < CEEN OEEOEEOEEH N M 10 © © o mm w0 w-g
- -
(3] - N NANMMMmMmM (3] S < 0 NN~ ~ N~ ~ (5% (] (<] el
(=4 [-W 5] B 0 HRMA > = = o = (L) > 0~ a e = > w1 (&) = >

e Molecule 3: SCFV13R4 ANTIBODY FV LIGHT CHAIN

Chain L: 83% 16% .

o < Emg - — W O~ N O I O O [T
o - - o ISl ) o ) <+ 0 It} © ~ © D O
H = B o H = = [= | > 3] | B =

e Molecule 3: SCFV13R4 ANTIBODY FV LIGHT CHAIN

Q
1106

Chain M: 83% 16% -

e S o o I~ s O M O [e s
o o 3] I3l ) 2] L) <+ e It} © ~ © o o
H > < H = = [ R | > o B | = =

e Molecule 3: SCFV13R4 ANTIBODY FV LIGHT CHAIN

1106

. ]
Chain N: 81% 18% .
©
RS B IS s e w0 N N © M O M MOpud O Emo
o o o o oN m m 2] <+ n n © ~ ool o O i
- H v > ~ L=l = = o =1 =l o |3 =1 <N = o -

e Molecule 3: SCFV13R4 ANTIBODY FV LIGHT CHAIN

Chain O: 81% 18% N

WO RLDWIDE
PROTEIN DATA BANK

Unified Data Resource for J0EM



Page 10 wwPDB EM Map/Model Validation Report 4CKD

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of images Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method DONE INSIDE FREALIGN Depositor
Microscope OTHER Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 67 Depositor
Minimum defocus (nm) 2678 Depositor
Maximum defocus (nm) 4027 Depositor
Magnification 59000 Depositor
Image detector FEI FALCON II (4K X 4K) Depositor

WO RLDWIDE

£x

PROTEIN DATA BANK



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

Page 11 wwPDB EM Map/Model Validation Report 4CKD

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 | 1\ o7 VS RMSZ #|Z| >2
1 A 1.08 52/8515 (0.6%) 1.61 | 174/11615 (1.5%)
1 B 1.08 52/8515 (0.6%) 1.61 | 175/11615 (1.5%)
1 C 1.08 52/8515 (0.6%) 1.61 | 173/11615 (1.5%)
1 D 1.08 53/8515 (0.6%) 1.61 | 180/11615 (1.5%)
2 H 0.31 0/925 0.65 0/1263
2 | 0.31 0/925 0.65 0/1263
2 J 0.31 0/925 0.65 0/1263
2 K 0.31 0/925 0.65 0/1263
3 L 0.32 0/837 0.58 0/1133
3 M 0.32 0/837 0.58 0/1133
3 N 0.32 0/837 0.58 0/1133
3 O 0.32 0/837 0.59 0/1133
All All 1.00 | 209/41108 (0.5%) | 1.49 | 702/56044 (1.3%)

The worst 5 of 209 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 B 75 | GLU | CD-OE2 | 9.50 1.36 1.25
1 A 75 | GLU | CD-OE2 | 9.50 1.36 1.25
1 D 75 | GLU | CD-OE2 | 9.48 1.36 1.25
1 C 75 | GLU | CD-OE2 | 9.41 1.36 1.25
1 B 710 | GLU | CD-OE1 | 7.65 1.34 1.25

The worst 5 of 702 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 809[A| | ARG | NE-CZ-NH1 | 11.67 126.14 120.30
1 B 809|B] | ARG | NE-CZ-NH1 | 11.67 126.14 120.30
1 D 809[A| | ARG | NE-CZ-NH1 | 11.59 126.09 120.30
1 D 809|B| | ARG | NE-CZ-NH1 | 11.59 126.09 120.30
1 A 809|A] | ARG | NE-CZ-NH1 | 11.58 126.09 120.30

There are no chirality outliers.
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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 8238 0 7821 477 0
1 B 8238 0 7822 458 0
1 C 8238 0 7821 460 0
1 D 8238 0 7821 471 0
2 H 902 0 838 111 0
2 I 902 0 838 110 0
2 J 902 0 839 108 0
2 K 902 0 839 109 0
3 L 818 0 780 12 0
3 M 818 0 780 12 0
3 N 818 0 780 13 0
3 O 818 0 780 13 0

All All 39832 0 37759 1937 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 25.

The worst 5 of 1937 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:584:PRO:CB | 2:H:30: THR:HG22 1.48 1.42
1:A:584:PRO:CB | 2:J:30:THR:HG22 1.50 1.40
1:B:609:ALA:CB | 2:K:53:TYR:OH 1.70 1.40
1:B:584:PRO:CB | 2:K:30: THR:HG22 1.50 1.38
1:D:584:PRO:CB | 2:I:30:THR:HG22 1.50 1.38

There are no symmetry-related clashes.
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5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

entries.

The Analysed column shows the number of residues for which the backbone conformation was

analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A [ 1026/1024 (100%) | 954 (93%) | 66 (6%) | 6 (1%) 30 74
1 B | 1026/1024 (100%) | 953 (93%) | 67 (6%) | 6 (1%) 30 74
1 C  [1026/1024 (100%) | 953 (93%) | 67 (6%) | 6 (1%) 30 74
1 D | 1026/1024 (100%) | 953 (93%) | 67 (6%) | 6 (1%) 30 74
2 H 112/114 (98%) | 109 (97%) | 3 (3%) 0
9 I 112/114 (98%) | 109 (97%) | 3 (3%) 0 100 [ 100]
2 ] 112/114 (98%) | 109 (97%) | 3 (3%) 0 100 [100]
2 K 112/114 (98%) | 109 (97%) | 3 (3%) 0 100 [100]
3 L 105/107 (98%) | 102 (97%) | 3 (3%) 0 |
3 M 105/107 (98%) | 102 (97%) | 3 (3%) 0 |
3 N 105/107 (98%) | 102 (97%) | 3 (3%) 0 |
3 @) 105/107 (98%) | 102 (97%) | 3 (3%) 0 |
All | ALl | 4972/4980 (100%) | 4657 (94%) | 291 (6%) | 24 (0%) 38 |77

5 of 24 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 647 SER
1 B 647 SER
1 C 647 SER
1 D 647 SER.
1 A 77 ASP

5.3.2 Protein sidechains ()

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.
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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 880/876 (100%) | 754 (86%) | 126 (14%)
1 B 880/876 (100%) | 754 (86%) | 126 (14%)
1 C 880/876 (100%) | 754 (86%) | 126 (14%)
1 D 880/876 (100%) | 754 (86%) | 126 (14%)
2 H 102/102 (100%) | 101 (99%) | 1 (1%)
2 I 102/102 (100%) | 101 (99%) | 1 (1%)
2 J 102/102 (100%) | 101 (99%) | 1 (1%)
2 K 102/102 (100%) | 101 (99%) | 1 (1%)
3 L 94/94 (100%) 93 (99%) 1 (1%)
3 M 94/94 (100%) 93 (99%) 1 (1%)
3 N 94/94 (100%) 93 (99%) 1 (1%)
3 o) 94/94 (100%) 93 (99%) 1 (1%)
All | AIl | 4304/4288 (100%) | 3792 (88%) | 512 (12%)

5 of 512 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 843 GLN
1 C 251 ARG
1 D 773 LYS
1 B 894 ARG
1 C 71 GLU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
1 C 216 HIS
1 C 622 HIS
2 K 5 GLN
1 C 226 HIS
1 C 424 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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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