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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 30.00 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 . 37
Ramachandran outliers l] I 8.4%
Sidechain outliers I 20.6%
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 880 16% 31% 0% o 39%
1 B 880 16% 31% T 39%
1 C 880 16% 31% T —— 39%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 NAG A 801 - - X -
2 NAG A 805 X - X -
2 NAG A 806 X - X -
2 NAG A 807 - - X -
2 NAG A 809 - - X -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 NAG A 810 - - X -
2 NAG A 904 - - X -
2 NAG B 801 - - X -
2 NAG B 805 X - X -
2 NAG B 806 X - X -
2 NAG B 807 - - X -
2 NAG B 809 - - X -
2 NAG B 810 - - X -
2 NAG B 904 - - X -
2 NAG C 801 - - X -
2 NAG C 805 X - X -
2 NAG C 806 X - X -
2 NAG C 807 - - X -
2 NAG C 809 - - X -
2 NAG C 810 - - X -
2 NAG C 904 - - X -
3 NDG A 902 - - X -
3 NDG B 811 - - X -
3 NDG B 902 - - X -
3 NDG C 902 - - X -
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 13239 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 EP-cadherin.

Mol | Chain | Residues Atoms AltConf | Trace
1 A 540 Z(‘iftﬁl 26?’)5 61§5 8C5)O 181 0 0
1 B 540 :l;i)stﬁl 2(%5 61§5 8(5)0 181 0 0
1 ¢ 540 Z(l)gail 26(;%5 61§5 8(5)0 181 0 0

e Molecule 2is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:

C8H15NO6).
06
OH
o1 05 l
s 1(R) CS(R; .
2(R) C4(S)
N2 S C3R)
HN OH
= 04
C? OH
- — O o7 03
Mol | Chain | Residues Atoms AltConf
Total C N O
2 A 1 154 &8 11 55 0
Total C N O
2 A 1 154 &8 11 55 0
Total C N O
2 A 1 154 &8 11 55 0

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

Mol | Chain | Residues Atoms AltConf

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

Mol | Chain | Residues Atoms AltConf

e Molecule 3 is SUGAR (2-(ACETYLAMINO)-2-DEOXY-A-D-GLUCOPYRANOSE)

(three-letter code: NDG) (formula: CgHi5NOg).

0151
OH
o1L 0 l
" 0 S~ WY ce
cus) s
2(R)  Ca(S)
N2 LG
HN -
E 04
c8 0 o 03
Mol | Chain | Residues Atoms ATtConf
Total C N O
3 A 1 ol OO0 ;
Total C N O
3 A 1 ol CTNO ;

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

Mol | Chain | Residues Atoms AltConf

e Molecule 4 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms AltConf
4 | B 12 foral - Ca 0
4| A 19 foral - Ca 0
1 C 12 T(l)t;l (13; 0

WO RLDWIDE
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39%

10%

31%
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16%

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: EP-cadherin

Page 8
Chain A:

TN 961 8LEM 657A 5083
Ted | g6l LLEY 8ehd I
| osy 761 9LEV | Lev9
62a . g6a 9EN 1050
823 [ | sepa 00sb

L
:

063

o <
® ®
< o
=] =

693

88 oLgd €51 9691
18d 69EA | oswA 9691
98s 89€S 6ZYH w601

| e I £6%S
8N 99€) | zevL

288

™
©
(5]

08Y

w0
~ N
© o

9Tv'1 T6%9
| ezEl 06%)
¥THD
| sewL 8870
(4475 L8PT
TThL 98%vd

LLS 696d 02D agpy
9.1 | szev 88£Q 6THA R
qLn 815 €871
| | egEk 9823 F [ 7 SR -5 A A
691 aszy £4€S 91D 1891
| 8o 821 zgel aT5a | ospa
190 £82L 16€1 $THA 6L5S
991 L esen [ osex ET7L L euwn
| g9d 1821 6vEd 427 LLYH
94 0829 I 1191 | 9ps 8£9)
€91 6.2h | oTEH GLYT L1881
Z9A I 9%€S 60%1 BLS [ |
197 | gpeT 80%A £LHA $EGH
| 09H 9Lza #HEQ L0%L ££6H
63H | &lzd £ved 9074 | zeso |
88D .20 zHeS 1868
LSL A THEA 69%k 090
991 TLTL 070 89%L 6290
| gam 1421 [ eeen | 0% |
%98 0T 8y T0A 9zaN
€81 I 009k | sgsh
(4Tt 6651 230
& L ol
0gA 992D peed
679 96€Y 1250
8% S6€Q 6971
B -
z9zy 0ged 1891
avN I 1 26€D [ |
w5a LTEN 16N Tevd
£5Y 6GZA 1 1 199N q18a
(45) | sszA veed 88 0g%h #1689
9 Pheiq | €TEA L8€1 6770 €191
0% | 9ggh TTEL 98€D I | ere1
6€L aSTH TZEA | 8gEN T19A
8€1 I 0ZEL $8Ea 9%l I
.88 6TEA £8EY [ |
9gk TSTL [ zsen | £hHY 808
138 I 188 Thvd L0SK
| wen 08EL 1998 I
gyl 6vTH | 6LET 0%bd

RLDWIDE
erbDB
EMDataBank

Unified Data Resource for J0EM

O
PROTEIN DATA BANK

W


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

1Q5B

wwPDB EM Map/Model Validation Report

Page 9

EP-cadherin

e Molecule 1

39%

11%

31%

. 16%

Chain B

ogy
6ca
8¢

GTA

4]
(44N

91d

T1d

3

LI

Sd

IIII.*
-

Ta

0GA

0%

8€I

9€R
SER
278

ceN
Ted

ZA %)

TLIA

6971

L9TH

G9TI

{41 %)
TOIN

8G1d

0STI

LY1S

1

L}

(4491

6ETI

9118

TITA
TT1a
otth
60TL
8074

907d
S0TYH

T0TD
001a

{4244

6221

i

LTTL

STTL
YTTH

0Z2I

€12a

1121
otzh

9L1D
SLTI

L0g€d

TOEL
00€I
662h

L6TA
96TA

£6cH
2621

98¢
98TV
8L
£8CL

1821
0829
6.2h

9.cd

j2x4

(kAN
TLTI
0L

L92H
992H

[414°S

6GTA

LGTY

SGTH

TSTL

6%CH

YA/
obea

68€d
89ed

£8€S
26el
TS9€1

6v€d

9YES

whea
£veq
TYES
TVEA
0%EQ

8EEY

veed

c1e1
11€d

9ETN

YEVN

TeRa
125748

6Z%H

9TH1

¥Tvd

4474
1Thl
0Z%H
6T%A
8T%S

9T¥D
STPa
i34
€THL
(4578
1191

6071
80%A
LO%L
90%A

0%y
T0%A
00%X
66€d

96€Y
g6ed

T0S0
00Sh

96%1
9691
Y6vH
£6%S

169D
06%3

88%a
L8%1
98%d
S8%Y

£8%M

1891

6.%S

LLYH

SL¥1
vLYS
ELYA

69%X
89%L

6971

1344
0%bd
6EVA
8E¥%d

9TSN

j£4:1

1250

808S
LOSX

08

EP-cadherin

e Molecule 1

39%

1%

31%

16%

Chain C

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK




1Q5B

wwPDB EM Map/Model Validation Report

Page 10

62a
8TH

[N
@ O
II =E

aTH

€2h
[44

o .
©
5]

91d

11d

3

LI

Sad
I

Ta

961

761

683

L8d
98S

8LS

6GHM
86D

~
I
=1

oM
0 0 10 1)
o HOE

o Q
<+ 10
S >

9%d
SYN
ad's

S4TI
i ZA %)

TLTA

69TL

L9TH

SOTI

(4151
T9TN

8GTd

0GTI

LY1S

1

(449"

6ETI

911§

TITA
1110
OTTh
60TL
80Td

90Td
S0TY

TOTO
00Ta

cecd

6221

i

LTTL

STTL
444}

0221

141414
€1ea

1121
orzh
6021
8021

£0CA

1021

66TV
861D

96T1

Y6TL

L0ged

TOEL
00€I
6620

L6TA
96CA

€62
2621

98¢y
S8cTY
8Tl
£8TL

1821
0829
6.0

9.LcH

j2x4

LTl
TLCI
0.LTN

92D
992D

(4214

6GCA

LGTY

eie14))

TSTL

6%CH

PAZAS
9%ea

6G€ed
89ed

€8€S
TSEL
TGET

6%€H

9%€S

vPea
£vex
TheS
TYEA
0%ea

8EEY

veEd

z1e1
T1Ed

9ETN

PEN

CTEVA
TEPT

6CYH

9TH'1

2470

Thd
TThL
0zHd
6T¥A
8T¥S

9T¥d
STva
P1va
€THL
(4578
1191

60%1
80%A
LOPL
90%A

[40i2's
TO%A
00%X
66€2

964
S6ed

0050

96%1
G671
Y6%IH
£6%S

T6%D
0674

88%Q
L8%T
98%3
S8%Y

£8%M

6.%S

LLYH

SLY1
vL%S
ELYA

69%X
89%L

344
0vvd
6ETA
8EYd

¥TSA

12S0

S190
1498
€197

TTSA

805S
LOSK

Y0S)

T0SD

R LDWIDE

PROTEIN DATA BANK

5




Page 11 wwPDB EM Map/Model Validation Report 1Q5B
4 Experimental information (i)
Property Value Source
Reconstruction method TOMOGRAPHY Depositor
Imposed symmetry POINT, Not provided Depositor
Number of images Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method no CTF correction. Imaging at underfocus | Depositor
0.4 micron with CM200FEG microscope at
50,000 magnification
Microscope FEI/PHILIPS CM200FEG Depositor
Voltage (kV) 200 Depositor
Electron dose (e*/Az) 120000 Depositor
Minimum defocus (nm) 300 Depositor
Maximum defocus (nm) 500 Depositor
Magnification 50000 Depositor
Image detector GATAN 794 Depositor
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: CA,
NAG, NDG

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 | p\ (o7 #éy >2 RMSZ #é\ >2
1 A 0.70 | 8/4276 (0.2%) | 144 | 81/5839 (1.4%)
1 B 0.70 | 8/4276 (0.2%) | 1.39 | 79/5839 (1.4%)
1 C 0.70 | 8/4276 (0.2%) | 1.39 | 79/5839 (1.4%)
Al | ANl | 0.70 | 24/12828 (0.2%) | 1.41 | 239/17517 (1.4%)

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 1 4
1 B 0 4
1 C 0 4
All All 1 12

The worst 5 of 24 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 335 | ALA | CA-CB | -8.37 1.34 1.52
1 C 335 | ALA | CA-CB | -8.35 1.34 1.52
1 B 335 | ALA | CA-CB | -8.33 1.34 1.52
1 C 539 | CYS | CB-SG | 8.18 1.96 1.82
1 A 539 | CYS | CB-SG | 8.17 1.96 1.82

The worst 5 of 239 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 490 | LYS | N-CA-CB | -28.44 59.41 110.60
1 A 520 | PRO | CA-C-N | -13.30 87.95 117.20

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

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 C 520 | PRO | CA-C-N |-13.29 87.97 117.20
1 B 520 | PRO | CA-C-N | -13.28 87.99 117.20
1 C 290 | PHE | N-CA-C | 12.74 145.39 111.00

All (1) chirality outliers are listed below:

Mol

Chain

Res

Type

Atom

1

A

490

LYS

CA

5 of 12 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 17 | PHE | Sidechain
1 A 18 | PRO | Mainchain
1 A 222 | ASP | Mainchain
1 A 520 | PRO | Mainchain
1 B 17 | PHE | Sidechain

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 4191 0 4081 822 0
1 B 4191 0 4087 811 0
1 C 4191 0 4085 858 0
2 A 154 0 143 85 0
2 B 154 0 143 84 0
2 C 154 0 143 83 0
3 A 56 0 52 16 0
3 B 56 0 52 17 0
3 C 56 0 52 15 0

4 A 12 0 0 0 0

4 B 12 0 0 0 0

4 C 12 0 0 0 0

All All 13239 0 12838 2266 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including

WO RLDWIDE
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hydrogen atoms). The all-atom clashscore for this structure is 87.

The worst 5 of 2266 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:A:46:PRO:HB2 | 1:C:35:TYR:CE2 1.24 1.62
1:B:464:ILE:HD12 | 1:B:465:PRO:CD 1.30 1.58
1:C:464:ILE:HD12 | 1:C:465:PRO:CD 1.30 1.56
1:A:464:ILE:HD12 | 1:A:465:PRO:CD 1.30 1.55
1:A:87:PRO:CG | 1:B:89:GLU:HB3 1.16 1.54

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
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 538/880 (61%) 401 (74%) | 92 (17%) | 45 (8%) 18
1 B 538/880 (61%) 401 (74%) | 92 (17%) | 45 (8%) 18
1 C 538/880 (61%) 401 (74%) | 92 (17%) | 45 (8%) 18
All All 1614/2640 (61%) | 1203 (74%) | 276 (17%) | 135 (8%) 18

5 of 135 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 91 PRO
1 A 155 PRO
1 A 235 ILE
1 A 347 ARG
1 A 363 GLN

WO RLDWIDE
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5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 480/779 (62%) 381 (79%) | 99 (21%)
1 B 480/779 (62%) 381 (79%) | 99 (21%)
1 C 480/779 (62%) 381 (79%) | 99 (21%)

All | ANl | 1440/2337 (62%) | 1143 (79%) | 297 (21%)

5 of 297 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 268 PHE
1 B 395 ASP
1 C 427 ILE
1 B 282 LEU
1 B 345 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 71 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 122 GLN
1 B 299 GLN
1 C 393 ASN
1 B 138 ASN
1 B 240 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.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 81 ligands modelled in this entry, 36 are monoatomic - leaving 45 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. 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] > 2 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 | Type | Chain | Res | Link Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
2 NAG A 801 1 14,14,15 | 0.64 0 15,19,21 | 0.88 0
2 NAG A 802 1 14,14,15 | 0.71 0 15,19,21 | 0.82 1 (6%)
2 [ NAG| A [803| 1 [141415] 091 | 1 (%) |1519,21| 1.19 | 2 (13%)
3 NDG A 804 1 14,14,15 | 0.63 0 15,19,21 | 0.82 0
2 NAG A 805 1 14,14,15 | 0.68 0 15,19,21 | 1.17 1 (6%)
2 NAG A 806 1 14,14,15 | 0.55 0 15,19,21 | 1.41 2 (13%)
2 NAG A 807 1 14,14,15 | 0.64 0 15,19,21 | 1.14 1 (6%)
2 NAG A 808 1 14,14,15 | 0.65 0 15,19,21 | 0.70 0
2 NAG A 809 1 14,14,15 | 0.74 0 15,19,21 | 0.96 1 (6%)
2 NAG A 810 1 14,14,15 | 0.63 0 15,19,21 | 1.08 2 (13%)
3 NDG A 811 1 14,14,15 | 0.83 0 15,19,21 | 2.16 1 (6%)
2 [NAG| A [s12] 1 |141415] 082 | 1 (T%) | 151921 | 0.76 | 1 (6%)
3 NDG A 902 1 14,14,15 | 1.07 1 (7%) 15,19,21 | 0.96 0
3 NDG A 903 1 14,14,15 | 0.51 0 15,19,21 | 0.64 0
9 [NAG | A Jooa| 1 [141415] 075 | 1 (7%) | 15,1921 078 | 1 (6%)
2 NAG B 801 1 14,14,15 | 0.64 0 15,19,21 | 0.89 0
2 NAG B 802 1 14,14,15 | 0.72 0 15,19,21 | 0.82 1 (6%)
2 [NAG| B [803| 1 [141415] 091 | 1 (%) | 15,1921 | 1.19 | 2 (13%)
3 NDG B 804 1 14,14,15 | 0.61 0 15,19,21 | 0.82 0
2 NAG B 805 1 14,14,15 | 0.68 0 15,19,21 | 1.18 1 (6%)
2 NAG B 806 1 14,14,15 | 0.55 0 15,19,21 | 1.42 2 (13%)
2 NAG B 807 1 14,14,15 | 0.63 0 15,19,21 | 1.14 1 (6%)
2 NAG B 808 1 14,14,15 | 0.67 0 15,19,21 | 0.70 0
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgt:jZ | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
2 NAG B 809 1 14,14,15 | 0.76 1 (7%) | 15,19,21 | 0.96 1 (6%)
2 NAG B 810 1 14,14,15 | 0.63 0 15,19,21 | 1.09 2 (13%)
3 NDG B 811 1 14,14,15 | 0.82 0 15,19,21 | 2.17 1 (6%)
2 NAG B 812 1 14,14,15 | 0.84 1 (7%) | 15,1921 | 0.75 1 (6%)

3 NDG B 902 1 14,14,15 | 1.07 1 (7%) | 15,19,21 | 0.96 0
3 NDG B 903 1 14,14,15 | 0.51 0 15,19,21 | 0.64 0
2 NAG B 904 1 14,14,15 | 0.76 1 (7%) | 15,19,21 | 0.79 1 (6%)
2 NAG C 801 1 14,14,15 | 0.64 0 15,19,21 | 0.88 0
2 NAG C 802 1 14,14,15 | 0.72 0 15,19,21 | 0.82 1 (6%)
2 NAG C 803 1 14,14,15 | 0.91 1 (7%) | 15,19,21 | 1.20 2 (13%)
3 NDG C 804 1 14,14,15 | 0.62 0 15,19,21 | 0.82 0
2 NAG C 805 1 14,14,15 | 0.69 0 15,19,21 | 1.17 1 (6%)
2 NAG C 806 1 14,14,15 | 0.55 0 15,19,21 | 1.41 2 (13%)
2 NAG C 807 1 14,14,15 | 0.63 0 15,19,21 | 1.14 1 (6%)
2 NAG C 808 1 14,14,15 | 0.66 0 15,19,21 | 0.69 0
2 NAG C 809 1 14,14,15 | 0.76 1 (7%) | 15,19,21 | 0.97 1 (6%)
2 NAG C 810 1 14,14,15 | 0.63 0 15,19,21 | 1.09 2 (13%)
3 NDG C 811 1 14,14,15 | 0.82 0 15,19,21 | 2.16 1 (6%)
2 NAG C 812 1 14,14,15 | 0.83 1 (7%) | 15,19,21 | 0.76 1 (6%)
3 NDG C 902 1 14,14,15 | 1.08 1 (%) | 15,19,21 | 0.97 0
3 NDG C 903 1 14,14,15 | 0.51 0 15,19,21 | 0.64 0
2 NAG C 904 1 14,14,15 | 0.76 1 (7%) | 15,19,21 | 0.79 1 (6%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 NAG A 801 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 802 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 803 1 - 0/6/23/26 | 0/1/1/1
3 NDG A 804 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 805 1 1/1/5/7 | 0/6/23/26 | 0/1/1/1
2 NAG A 806 1 1/1/5/7 1 0/6/23/26 | 0/1/1/1
2 NAG A 807 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 808 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 809 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 810 1 - 0/6/23/26 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 NDG A 811 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 812 1 - 0/6/23/26 | 0/1/1/1
3 NDG A 902 1 - 0/6/23/26 | 0/1/1/1
3 NDG A 903 1 - 0/6/23/26 | 0/1/1/1
2 NAG A 904 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 801 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 802 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 803 1 - 0/6/23/26 | 0/1/1/1
3 NDG B 804 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 805 1 1/1/5/7 | 0/6/23/26 | 0/1/1/1
2 NAG B 806 1 1/1/5/7 | 0/6/23/26 | 0/1/1/1
2 NAG B 807 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 808 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 809 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 810 1 - 0/6/23/26 | 0/1/1/1
3 NDG B 811 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 812 1 - 0/6/23/26 | 0/1/1/1
3 NDG B 902 1 - 0/6/23/26 | 0/1/1/1
3 NDG B 903 1 - 0/6/23/26 | 0/1/1/1
2 NAG B 904 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 801 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 802 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 803 1 - 0/6/23/26 | 0/1/1/1
3 NDG C 804 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 805 1 1/1/5/7 1 0/6/23/26 | 0/1/1/1
2 NAG C 806 1 1/1/5/7 |1 0/6/23/26 | 0/1/1/1
2 NAG C 807 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 808 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 809 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 810 1 - 0/6/23/26 | 0/1/1/1
3 NDG C 811 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 812 1 - 0/6/23/26 | 0/1/1/1
3 NDG C 902 1 - 0/6/23/26 | 0/1/1/1
3 NDG C 903 1 - 0/6/23/26 | 0/1/1/1
2 NAG C 904 1 - 0/6/23/26 | 0/1/1/1

The worst 5 of 14 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 C 904 | NAG | C1-C2 | -241 1.49 1.52
2 B 904 | NAG | C1-C2 | -2.39 1.49 1.52
2 A 904 | NAG | C1-C2 | -2.37 1.49 1.52

Continued on next page...



Page 19

wwPDB EM Map/Model Validation Report

1Q5B

Continued from previous page...

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 C 812 | NAG | C1-C2 | -2.34 1.49 1.52
2 B 812 | NAG | C1-C2 | -2.33 1.49 1.52

The worst 5 of 39 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
3 B 811 | NDG | C2-N2-C7 | -7.83 112.92 123.11
3 A 811 | NDG | C2-N2-C7 | -7.80 112.95 123.11
3 C 811 | NDG | C2-N2-C7 | -7.80 112.96 123.11
2 A 806 | NAG | C2-N2-C7 | -3.89 118.04 123.11
2 B 806 | NAG | C2-N2-C7 | -3.89 118.05 123.11

5 of 6 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
2 B 806 | NAG C1
2 C 806 | NAG C1
2 A 805 | NAG C1
2 A 806 | NAG C1
2 B 805 | NAG C1

There are no torsion outliers.

There are no ring outliers.

39 monomers are involved in 300 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 801 | NAG 21 0
2 A 803 | NAG 4 0
3 A 804 | NDG 2 0
2 A 805 | NAG 7 0
2 A 806 | NAG 12 0
2 A 807 | NAG 17 0
2 A 808 | NAG 2 0
2 A 809 | NAG 8 0
2 A 810 | NAG 13 0
3 A 811 | NDG 6 0
2 A 812 | NAG 3 0
3 A 902 | NDG 8 0
2 A 904 | NAG 8 0
2 B 801 | NAG 21 0
2 B 803 | NAG 4 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 B 804 | NDG 2 0
2 B 805 | NAG 7 0
2 B 806 | NAG 12 0
2 B 807 | NAG 16 0
2 B 808 | NAG 2 0
2 B 809 | NAG 8 0
2 B 810 | NAG 13 0
3 B 811 | NDG 7 0
2 B 812 | NAG 3 0
3 B 902 | NDG 8 0
2 B 904 | NAG 8 0
2 C 801 | NAG 20 0
2 C 803 | NAG 4 0
3 C 804 | NDG 2 0
2 C 805 | NAG 7 0
2 C 806 | NAG 12 0
2 C 807 | NAG 17 0
2 C 808 | NAG 2 0
2 C 809 | NAG 8 0
2 C 810 | NAG 13 0
3 C 811 | NDG 5 0
2 C 812 | NAG 3 0
3 C 902 | NDG 8 0
2 C 904 | NAG 7 0

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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