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Resolution : 3.00 A(reported)

This is a wwPDB X-ray Structure Validation Summary 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 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 2131
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.13.1
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.00 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
Rfree W 0.285
Clashscore I 40
Ramachandran outliers N 6.6%
Sidechain outliers I 0.6%
RSRZ outliers I I W 2.4%
:V::ceentile relative to all X-ray structures o
[l Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 130704 2092 (3.00-3.00)
Clashscore 141614 2416 (3.00-3.00)
Ramachandran outliers 138981 2333 (3.00-3.00)
Sidechain outliers 138945 2336 (3.00-3.00)
RSRZ outliers 127900 1990 (3.00-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower 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 electron density. The numeric value is given above the bar.

Mol | Chain | Length Quality of chain

2%

1 A 723 43% 46% 11%
3%
[ |

1 B 723 44% 44% 11%
%

1 C 723 42% 46% 11%
%

1 D 723 43% 45% 11%

2 E 3 33% 33% 33%

2 G 3 33% 67%

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

Mol | Chain | Length Quality of chain
2 I 3 67% 33%
2 K 3 33% 33% 33%
2 N 3 67% 33%
2 Q 3 33% 33% 33%
2 T 3 67% 33%
2 V 3 67% 33%
2 Y 3 33% 67%
2 Z 3 33% 33% 33%
3 F 4 25% 75%
4 H 4 25% 75%
d J 2 50% 50%
5 M 2 100%
S O 2 50% 50%
5 P 2 50% 50%
5 S 2 100%
5t U 2 50% 50%
6 L 3 100%
6 R 3 33% 67%
6 W 3 100%
7 X 4 100%

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 E 1 X - - -
2 BMA E 3 - - - X
2 NAG G 1 X - X -

Continued on next page...
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Continued from previous page...
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2  Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 24224 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, 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 Dipeptidyl aminopeptidase-like protein 6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 23 Egt;%l 37018 91§O 1 3)5 284 0 0 0
1 B 23 Egt;%l 37018 91§O 1 3)5 284 0 0 0
1 ¢ 23 Egt;%l 37018 91§0 1 3)5 284 0 0 0
1 b 23 Egga%l 37018 91§0 1 3)5 284 0 0 0

e Molecule 2 is an oligosaccharide called beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-b
eta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose.

‘B 4.3 4.3 (>
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 E 3 ngal 202 1; 1% 0 0 0
2 G 3 ngal 202 1; 1% 0 0 0
2 I 3 ngal 202 1; 1% 0 0 0
9 K 3 ngal 202 1; 1% 0 0 0
9 N 3 ngal 202 1; 1% 0 0 0
9 T 3 ngal 202 1; 1% 0 0 0
2 \% 3 ngal 202 1; 1% 0 0 0
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Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
2 Y 3 39 22 2 15 0 0 0
Total C N O
2 Z 3 39 22 2 15 0 0 0

e Molecule 3 is an oligosaccharide called beta-D-mannopyranose-(1-4)-alpha-D-mannopyranos
e-(1-4)-2-acetamido-2-deoxy-alpha-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

opyranose.

‘B @l 4.[3

Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O
3 F 4 50 28 2 20 0 0 0

e Molecule 4 is an oligosaccharide called alpha-D-mannopyranose-(1-4)-beta-D-mannopyranos
e-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose- (1-4)-2-acetamido-2-deoxy-beta-D-gluco

pyranose.

®.. 0. N N

)

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
4 H 4 50 28 2 20 0 0 0

e Molecule 5 is an oligosaccharide called 2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-a
cetamido-2-deoxy-beta-D-glucopyranose.

.B 4.8 )

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 ] 2 ngﬂ 1% 1; 1% 0 0 0
5 M 2 ngﬂ 1% 1; 100 0 0 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 ) 2 Tg?l 1% 1; 100 0 0 0
5 P 2 Tg?l 1% 1; 100 0 0 0
5 S 2 Tg;al 1% 1; 100 0 0 0
5 U 2 Tg;al 1% 1; 100 0 0 0

e Molecule 6 is an oligosaccharide called alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-
alpha-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose.

‘a 4.0 4.3 ()

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
6 L 3 ngal 2(’; g 1% 0 0 0
6 R 3 ngal 262 g 1% 0 0 0
6 W 3 ngal 202 1; 1% 0 0 0

e Molecule 7 is an oligosaccharide called alpha-D-mannopyranose-(1-4)-alpha-D-mannopyran
ose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glu
copyranose.

.a 4.0 4.[3 4.3 (>

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
7 X 1 50 28 2 20 0 0 0

e Molecule 8 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
8 A 13 13 13 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 B 14 T({Zal 81 0 0
8 C 14 T({Zal 81 0 0
8 D 10 T({Bal ?o 0 0
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3 Residue-property plots (i)

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

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

electron 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 and red = 3 or more.

A red dot above a residue indicates a poor fit to the electron density (RSRZ > 2). 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.

e Molecule 1: Dipeptidyl aminopeptidase-like protein 6

2%

Chain A: =

11%

S
)
<

43%

T6TR
T6TY
06TI

88TYH
@ L8T1

S8Td

€814

181D
0813
6LTI
8LT1
LLTA
9LTL

SOTA

€91D

1970

6GTYH

94T
96T

€49Ta
TS1S
T1STI
0GTM

Ll

8YIV
Ly1a
9%1d
S¥1d
¥P1H
155499

8ETS

SETa

CTETL

TETA
0ETH

-

ozeca
6T1CL

4143
ETCH

TICA
0121

80cd

%02S

00CTA

8614

96Td
S6TS

S¥ed

(47498
Thed

6EEA
8EEL

9EER
SEEL

CTEEL

1

0E€EL
62€d
82€1
Lzed
OTEW

weed
12€8
ozea
6TEN
€1€1

80€d

90€M

00€L
66CH
8621

+

v6cH
€6Ck
2621

18¢H

6.2H

LLTS
9.LTA

j2xa s

0LTH

L9CH

€92k

81%D
LT%A

STHL
j452
84
c1%a

0T%1
60%L

SO%A
HON

TOvY

00N

86EM

S6EV

£6€%
CTEEL
16€S

6.4
8LEW
LLe4
9.ged
S.ed

€Led
clLed
TLEN
89€1

S9EL

£9€D
CTOEN

09€D
6G€I

ity
YSE€I

c¢sed

67€S

oveN

76va

1691
06%I

L8%A

TTSN

0TSA
6TSL
818N

GTGA

€18h
z19Y
T19Y

609d

L08a

G0SL

€081

667
@ 86%N

[44°2S

8190
L19L

Y19V

c19%
T191

809K

9091
SO9N
Y09k
£09a

® 109I
0093

869a

9693
v69A

T6GH

9881
T8SA
6.LSN

8.L9L
LLS3

S.9a

E€LSH

TLGY
048y
6930
899L

998N
G9SH
voga
€981

6044

S0LY¥

£0.LY

L69)

G691
Y691

T69A
T69V

8890

989

893
€891

8.L94
LL94

YL9H

TL9T
TLOY
0L91

8990
1,994

S998

299D
T99a

8991
LG9A
9G9A

24898

059A
9%93
994

0%9Y
6€93

S9.4
PILN

6G.L7T

8.3

TSV

PPLa

Tvid
0¥%LS

8ELY

3

0ELD

® 9Tld
® Scli
vTLY

TTL1

LTLT

STLD

8784

9%8D
S¥83

£%84

Tv8N
0%81
6€81

G€E8T
PESH
££8h
TE8T

885

984

YC8H

e Molecule 1: Dipeptidyl aminopeptidase-like protein 6

f44:ks
T28a
0z8d
6181

18k

6084

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

1XED

wwPDB X-ray Structure Validation Summary Report

Page 10

11%

44%

44%

3%
L

Chain B

T6TY
06TI

@ 88TH
@ L8T1

S8Td

£8TYH

181D
08t1d
6LTI
8LT1
LLTA
9LTL
SLIS

0LTA

99TH
SOTA

€91D

1970

6GTYH

99T
96T

€9Ta
TSTS
T1STI
0STM

8YIV
Ly1a
9%1d

h443:!
155499

8€TS

SETa

CTETL

TETA
0ETH

T9TN
ogen
64623

§5TI
$921
€920

182D
0seH

8%chH
LyTh
9veH
Svev

8€TS
LETA

S€Td
vecd
£eca

1€TS

62cd
8zcda

L}
3

0zecA
61CA

91CL

4143

96Td
S6TS

T6TR

67€S

(47498
Thed

6EEN
8EEL

-

9EER
SEEL

CTEEL
TEEX
0E€EL

8TeT

weed
12€8
ozea
6TEN
€1€1

80€d

90€M

00€L
66CH

€6k
2621

Ll

18¢H

6.2H

LLTS
9.LTA

j2k4)

0LTH

L9CH

€9Ck
29TI

81%D
LT%A

STPL
PIPL
844
(4544

0T%1
60%L

L

SO%A
YOvN
€070
[dvi4 )

00%N

86EM

S6EV

£6€%
TBEL
16€S

6.4

609d
8091
L0Sa

S0SL

€091

i

6674
@® 867N

v6va
1691
06%1
68%%

£8%D

OLwN
® S.iva

eLYS
@® TLvS

LS

0493
6990
8991

998N
S9GH
%9SA
€9GL

0984
6GGA

L4884

feisetcd

€99)

[44°]\}

0Z8A
61GL
818N

STSK

€780
(ALt
1754

TTOR

]

8190d
L19L

v19V

(A%}
11971

809K

9091
S0oN
7091
@ £09a

T09I
0093

8690

S69d
¥6SA

T6SH

9861

T8SA

6.SN

8LSL
L.S3

feph=(d}

® ScTli
YTLY

TTL1

LTLT

STLD

TTLY

60L4

G0.LY

£0LY

L69)

G690
7691

T69A
T69V

8890

989

%893
€891

8.L9¥
LL9¥

YL9H

TLIT
TLOY
0491

8990
1994

G998

PC8H
[44=ks
TZea

0c8d
6181

68.d

98.L1

8.4

8.4

99,4
P9LN

65LT

eL=pACH
A

TSLY

42X
€PLL

Tvld
0%.LS

8ELY

3

0ELD

1

e Molecule 1

® 9TLD

8784

9%8D
SH8d

£%84

T¥8N
0%81

Q€8T

£€80

TE8T

885

9g8d

m 6

tidase-like prote

inopep

tidyl am

ipep

D

2%

11%

46%

42%

Chain C

CT6TR

0671
68TV
@ 88TY
L8TT

98Td

£8TY

181D
0813
6LT1
8L11
LLTA
9LTL
SLIS

99TH
SOTA

€91H

1970

L}

3

9914
S9TE

€910
Ta1s
1871
0STM

8YIV
PAAS
9%1d

j443:8
Y11

8€TS

SETA

CETL

TETA
0ETH

T9TN
ogen
6923

§5TI
%21
€920

182D
0seH

8%cH
LyTh
9%eTH
Svev

152}

ogcH
g€cd
veed
g£eeca

1€TS

0zzA
61Tk
8TCA

91CL

112X

60cd
80cd
L0TA

S0Th
%02S

{44

00CX

86TYH
L610a
96Td
S6TS

Sved

(47298
Thed

6EEN

€1€1

80€d

90€EM

TOEH
00€L
66CH
8621

L

€6Ck
2621

Ll

18¢H

6.2H

LLgS
9.LTA

j2ka)

0LTH

L9CH

€9Ck
[4°14

O

R LDWIDE
PROTEIN DATA BANK

W



1XED

wwPDB X-ray Structure Validation Summary Report

Page 11

8T%D
LTYA

STPL
PIPL
454
(45744

011
60%L

1

SO%A
4%

(494

00%N

86EM

S6EY

£6€X
T6EL
T6€ES

£9€D
CTOEN

09€D
6GEI

49Ges
79e1

¢ged
TSEN

6%€S

obeN

6674
@ 86%N

6%
€671

1691
06%1
68%Y

£€8%D

9LHN
@ §.lva

@ CTLvS

® 0.%d

89%S
L9%S
99%S

1994

6G%)

9G6%H

pLid)

[4°i7A
TSPV

8vvd

998N
S9SH
$9gA
€991

099d
69SA

LGSd

eleikcs

€894
[4:1o)
1891
0894

8%sa
LPSH
9%8s
SPSH
¥¥ss
€vgd

0%Ss
6€94

8EGL
LESL

CEST

628S
8291

bean

1184

609d

L0Sa

SOSL

€091

CTOK

8190
L19L

YIoV

TTo%
1191

809K

9091
S09N
%09k
€090

1091
0093

8649a

9693
¥6SA

T6SH

LTLT

STLD

TTLY

6044

S0LY

£0.Y

L69Y

G691
769L

T69A
T69V

8890

9893

893
€891

8.94
1,94

YL9H

TL9T
TLOY
0L9L

8990
1,994

S99S

2¢99)
7990

8G9A
LGOA
9G9A

8081

8.4

18LH

S9.4
YILN

6G.LT

¥9.L3

TSLY

¥vLa

Tvld
0vLS

8ELY

3
i

0€LD

9TLd
STLA
YTLY

TTLT

8%8Y

9%80
S¥8d

£%84

T¥8N

9€8L
S€8T

inopep

£€80

1€81

8T8S

9284

¥C8H

1280
0z8d
618K

S18S
¥I8%

1181

e Molecule 1

6084

in 6

tidase-like prote

ipeptidyl ami

D

2%

11%

45%

43%

Chain D

T6TX
7614
06TI

88TYH
® L8171

G8Td

€8T)

1819
0813
6LT1
8L11
LLTA
9LTL
SL1S

997
S9TA

€919

197D

6GTY

9814
GSTd

€910
2818
T6TI
0STH

ian
PAAYS
9%1d

i44:!
€911

8E1S

SeTa

CETL

TETA
0ETH

TocN
092N
692d

S5TI
$921
€920

TS2D
08Ty

8¥%ch
LyTh
9%eH
avev

(4440
TP

L

8ETS
LETA

GeTd
beed
£€Ta

T€TS

8cca

13
i

+

61Tk
8TTA

6%€S

TheR
TvEd

-

6EEN
8EEL
Lged
9€ER
SEEL

€EED
CTEEL
TEER
0EEL
6ced
82e1
LTEH
9TEN

beed
TTeS
ocea
61EN
€1€71

80€d

90€eM

00€L
662Y
8621

+

A4S
€6C1
2621

Ll

1824

6.2D

LLzS
9LTA

i 2x4S

04Ty

L9TH

29I

0EPT
6C¥M
8THY
PRG£S

8T%D
LTTA

STPL
145721
£THY
(4544

0T¥1
6071

YOPN

20%Y

*

86€EM

S6EY

£6€)
T6EL
T6€ES

6.e4
8LEN
LLgY¥

GLed

g€Led
cled
TLEW

S9€L

€£9€D
C9EN

09€D
65€L

GSES
$SEL

gged
TGEN

L0Sa

G0SL

€081

3

667
® 86%N

v6%a
T6%1
06%1
687

£8%D

9LPN
S.7a

€L%S
® TL¥S

0L%d

89%S
L9%S
99%S

TO%A

687
89%D

9G%D

i)

TSYI
TSPV

8%vd

£%%D
[44744)
1574720
(V4]
6EVd
8EVA
LEYd

Sevd

TEVH

TS9S

0G94

993

994
0%9Y%
6€9d
8E9V

9€98

TTOR

819d
L19L

T19v

R LDWIDE

19y
11971

809K

9091
S09N
709X
£09a

T09I
0093

8690

9693
¥6SA

T6SH

O

PROTEIN DATA BANK

W



Page 12 wwPDB X-ray Structure Validation Summary Report 1XFD

]
<
© @
P

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain E: 33% 33% 33%

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain G: 33% 67%

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain I: 67% 33%

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain K: 33% 33% 33%

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

NAG1
NAG2

Chain N: 67% 33%

NAG1
NAG2
BMA3

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose
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Chain Q: 33% 33% 33%

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain T: 67% 33%

NAG1
NAG2
BMA3

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain V: 67% 33%

NAG1
NAG2
BMA3

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain Y: 33% 67%

NAG1
NAG2
BMA3

e Molecule 2: beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-ac
etamido-2-deoxy-beta-D-glucopyranose

Chain Z: 33% 33% 33%

NAG1
NAG2
BMA3

e Molecule 3: beta-D-mannopyranose-(1-4)-alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-a
Ipha-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain F: 25% 75%

BMA4

)
=
=
=

NAG1
NDG2

e Molecule 4: alpha-D-mannopyranose-(1-4)-beta-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-b
eta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain H: 25% 75%

NAG1
NAG2
BMA3
MAN4

e
15
o
W
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e Molecule 5:
opyranose

Chain J:

NAG1
NAG2

e Molecule 5:
opyranose

Chain M:

NAG1
NAG2

e Molecule 5:
opyranose

Chain O:

NAG1
NAG2

e Molecule 5:
opyranose

Chain P:

NAG1
NAG2

e Molecule 5:
opyranose

Chain S:

NAG1
NAG2

e Molecule 5:
opyranose

Chain U:

NAG1
NAG2

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

50% 50%

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

100%

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

50% 50%

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

50% 50%

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

100%

2-acetamido-2-deoxy-beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-gluc

50% 50%

e Molecule 6: alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-alpha-D-glucopyranose-(1-4)-2-
acetamido-2-deoxy-beta-D-glucopyranose

Chain L:
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NAG1
NDG2
MAN3

e Molecule 6: alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-alpha-D-glucopyranose-(1-4)-2-
acetamido-2-deoxy-beta-D-glucopyranose

Chain R: 33% 67%

NAG1
NDG2
MAN3

e Molecule 6: alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-alpha-D-glucopyranose-(1-4)-2-
acetamido-2-deoxy-beta-D-glucopyranose

Chain W: 100%

NAG1
NDG2
MAN3

e Molecule 7: alpha-D-mannopyranose-(1-4)-alpha-D-mannopyranose-(1-4)-2-acetamido-2-deoxy-
beta-D-glucopyranose-(1-4)-2-acetamido-2-deoxy-beta-D-glucopyranose

Chain X: 100%

NAG1
NAG2
MAN3
MAN4
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4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 68.984 170.23A 159.32A .
Depositor
a, b, ¢, a, B,y 90.00°  92.11° 90.00°
. 15.00 — 3.00 Depositor
Resolution (4) 24.81 — 2.80 EDS
% Data completeness 90.6 (15.00-3.00) Depositor
(in resolution range) 77.0 (24.81-2.80) EDS
Rinerge 0.10 Depositor
Raym (Not available) Depositor
<IJo(l)>" 1.47 (at 2.80A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.248 , 0.280 Depositor
» Phfree 0.255 , 0.285 DCC
Rree test set 3338 reflections (4.38%) wwPDB-VP
Wilson B-factor (A?) 70.9 Xtriage
Anisotropy 0.495 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.35, 47.1 EDS
L-test for twinning” <|L| > =044, < L? > =0.26 Xtriage
Estimated twinning fraction 0.067 for h-k,-1 Xtriage
F,.F. correlation 0.91 EDS
Total number of atoms 24224 wwPDB-VP
Average B, all atoms (A?) 75.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.31% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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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:
BMA, NAG, NDG, MAN

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\ (57 #é\ >5 | RMSZ #éy >5
1 A 0.47 0/5987 0.68 | 2/8118 (0.0%)
1 B 0.47 0/5987 0.70 | 3/8118 (0.0%)
1 C 051 | 5/5987 (0.1%) | 0.72 | 8/8118 (0.1%)
1 D 0.46 0/5987 0.68 | 2/8118 (0.0%)
Al | ANl | 048 |5/23948 (0.0%) | 0.70 | 15/32472 (0.0%)

All (5) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 C 840 | ILE | CB-CG2 | -8.70 1.25 1.52
1 C 191 | ARG | CZ-NH2 | -8.69 1.21 1.33
1 C 191 | ARG | NE-CZ |-8.02 1.22 1.33
1 C 191 | ARG | CD-NE | -7.97 1.32 1.46
1 C 191 | ARG | CG-CD | -5.22 1.38 1.51

The worst 5 of 15 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
1 C 191 | ARG | NE-CZ-NH2 | -15.02 112.79 120.30
1 C 840 | ILE | CG1-CB-CG2 | -9.11 91.37 111.40
1 C 191 | ARG CD-NE-CZ -7.57 113.01 123.60
1 C 191 | ARG | NH1-CZ-NH2 | 7.35 127.48 119.40
1 B 212 | GLN N-CA-C -6.72 92.85 111.00

There are no chirality outliers.

There are no planarity outliers.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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5.2 Too-close contacts (i)

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

the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A o837 0 o677 466 1
1 B 5837 0 o678 468 1
1 C o837 0 5679 482 1
1 D 2837 0 5679 464 1
2 E 39 0 34 1 0
2 G 39 0 34 10 0
2 I 39 0 34 1 0
2 K 39 0 34 2 0
2 N 39 0 34 3 0
2 Q 39 0 34 1 0
2 T 39 0 34 3 0
2 \Y 39 0 34 3 0
2 Y 39 0 34 5 0
2 Z 39 0 34 2 0
3 F 20 0 42 2 0
4 H 50 0 43 10 0
D J 28 0 25 4 0
S M 28 0 25 1 0
3 O 28 0 25 3 0
d P 28 0 25 3 0
3 S 28 0 25 4 0
d U 28 0 25 0 0
6 L 39 0 33 6 0
6 R 39 0 33 4 0
6 W 39 0 33 4 0
7 X o0 0 43 10 0
8 A 13 0 0 2 0
8 B 14 0 0 6 0
8 C 14 0 0 2 0
8 D 10 0 0 2 0

All All 24224 0 23430 1901 2

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 40.

The worst 5 of 1901 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:617: THR:HG22 1:D:618:ASP:H 1.01 1.17
1:A:498:ASN:HA 1:A:519: THR:HG22 1.31 1.11
1:C:498:ASN:HA 1:C:519: THR:HG22 1.32 1.10
1:D:498:ASN:HA | 1:D:519:THR:HG22 1.33 1.09
1:B:617:THR:HG22 1:B:618:ASP:H 1.07 1.09

All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:C:473:SER:OG | 1:D:362:ASN:OD1[2 546 2.13 0.07
1:A:473:SER:OG | 1:B:362:ASN:OD1[2_655] 2.17 0.03

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 X-ray entries followed by that with respect to entries
of similar resolution.

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 721/723 (100%) 578 (80%) | 97 (14%) | 46 (6%) |
1 B 721/723 (100%) 575 (80%) | 98 (14%) | 48 (T%)

1 C 721/723 (100%) 579 (80%) | 95 (13%) | 47 (6%)
1 D 721/723 (100%) 577 (80%) | 94 (13%) | 50 (7%)
All All 2884/2892 (100%) | 2309 (80%) | 384 (13%) | 191 (T%)

5 of 191 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 129 LYS
1 A 160 GLU
1 A 162 LYS
1 A 173 ASN
1 A 472 SER.
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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 X-ray entries followed by that with respect to entries of similar
resolution.

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 643/643 (100%) 581 (90%) | 62 (10%) 8| 32
1 B 643/643 (100%) 582 (90%) | 61 (10%) 8| 32
1 C 643/643 (100%) 582 (90%) | 61 (10%) 8| 32
1 D 643/643 (100%) 580 (90%) | 63 (10%) 8| 30
All All 2572/2572 (100%) | 2325 (90%) | 247 (10%) 8| 32

5 of 247 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 723 PRO
1 C 325 ILE
1 D 675 GLU
1 B 790 THR
1 C 164 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (5) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 422 HIS
1 B 422 HIS
1 C 351 ASN
1 C 422 HIS
1 D 422 HIS

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.

WO RLDWIDE
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5.5 Carbohydrates (i)

63 monosaccharides are modelled in this entry.

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).

Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgtis\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
9> [ NAG | E 1 | 12 [141415] 0.59 0 17,1921 | 1.31 | 3 (17%)
2 NAG E 2 2 14,14,15 | 0.60 0 17,19,21 | 0.76 1 (5%)
2 BMA E 3 2 11,11,12 | 0.62 0 15,15,17 | 0.32 0
3 | NAG | F 1 | 1,3 [141415| 081 | 1(7%) | 17,0921 1.08 | 1 (5%)
3 NDG F 2 14,14,15 | 0.83 0 17,19,21 | 1.14 2 (11%)
3 MAN F 3 11,11,12 | 0.85 0 15,15,17 | 1.02 2 (13%)
3 BMA F 4 11,11,12 | 0.73 0 15,15,17 | 1.23 1 (6%)
s> [ NaG | @ 1 | 12 [141415] 052 0 17,1921 | 0.85 | 1 (5%)
2 |NAG| G 2 | 2 [141415| 090 | 1(7%) | 17,1921 | 145 | 3 (17%)
2 BMA G 3 2 11,11,12 | 0.59 0 15,15,17 | 0.59 0
4 NAG H 1 1,4 | 14,14,15 | 0.48 0 17,19,21 | 0.66 0
4 NAG H 2 4 14,14,15 | 0.60 0 17,19,21 | 1.07 1 (5%)
4 |BMA| H 3 | 4 [1an12] 118 | 1(0%) | 151517 ] 1.62 | 1 (6%)
4 |MAN| H 4 | 4 [11112 ] 087 | 1(9%) | 15,1517 | 1.07 | 1 (6%)
9 [ NAG | T 1 | 12 [141415| 084 | 1 (%) | 17,1921 | 1.04 | 2 (11%)
2 NAG I 2 2 14,14,15 | 0.56 0 17,19,21 | 0.65 0
2 BMA I 3 2 11,11,12 | 0.46 0 15,15,17 | 0.30 0
5 | NAG | J 1 | 15 141415 159 | 3(21%) | 17,1921 | 1.71 | 5 (29%)
S NAG J 2 5 14,14,15 | 1.86 3(21%) | 17,1921 | 1.24 3 (17%)
9 [ NAG | K 1 | 12 [141415] 081 | 1(7%) | 17,1921 | 1.39 | 2 (11%)
2 NAG K 2 2 14,14,15 | 0.68 0 17,19,21 | 0.67 0
2 BMA K 3 2 11,11,12 | 0.55 0 15,15,17 | 0.32 0
6 NAG L 1 1,6 | 14,14,15 | 0.82 1 (7%) | 17,1921 | 1.25 3 (17%)
6 NDG L 2 6 14,14,15 | 0.67 0 17,19,21 | 1.42 3 (17%)
6 MAN L 3 6 11,11,12 | 0.73 0 15,15,17 | 0.89 1 (6%)
5 | NAG | M 1 | 15 |14,14,15 | 0.60 0 17,1921 | 1.28 | 2 (11%)
5 NAG M 2 5 14,14,15 | 0.57 0 17,19,21 | 0.71 1 (5%)

grDRe
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
2 NAG N 1 1,2 | 14,1415 | 0.50 0 17,19,21 | 0.63 0
2 NAG N 2 2 14,14,15 | 0.69 0 17,19,21 | 1.38 2 (11%)
2 BMA N 3 2 11,11,12 | 0.56 0 15,15,17 | 0.58 0
5 NAG O 1 1,5 | 14,1415 | 0.91 1 (7%) | 17,19,21 | 1.05 0
5 NAG O 2 5 14,14,15 | 0.64 0 17,19,21 | 0.69 0
5 NAG P 1 1,6 | 14,1415 | 1.13 1 (%) |17,19,21 | 1.45 3 (17%)
5 NAG P 2 5 14,14,15 | 0.69 0 17,19,21 | 0.67 0
2 NAG Q 1 1,2 | 14,1415 | 0.79 1 (%) |17,19,21 | 1.33 2 (11%)
2 NAG Q 2 2 14,1415 | 0.91 1 (7%) |17,19,21 | 0.84 0
2 BMA Q 3 2 11,11,12 | 0.59 0 15,15,17 | 0.47 0
6 NAG R 1 1,6 | 14,1415 | 0.70 0 17,19,21 | 1.46 3 (17%)
6 NDG R 2 6 14,1415 | 0.67 0 17,19,21 | 1.09 2 (11%)
6 MAN R 3 6 11,11,12 | 0.67 0 15,15,17 | 0.85 0
5 NAG S 1 1,5 | 14,1415 | 0.60 0 17,19,21 | 0.91 1 (5%)
5 NAG S 2 5 14,14,15 | 0.56 0 17,19,21 | 0.94 1 (5%)
2 NAG T 1 1,2 14,1415 | 0.64 0 17,19,21 | 0.64 0
2 NAG T 2 2 14,14,15 | 0.65 0 17,19,21 | 1.32 2 (11%)
2 BMA T 3 2 11,11,12 | 0.55 0 15,15,17 | 0.35 0
5t NAG U 1 1,6 | 14,1415 | 0.88 1 (7%) | 17,1921 | 1.07 1 (5%)
5 NAG U 2 5 14,1415 | 0.57 0 17,19,21 | 0.67 0
2 NAG \Y 1 1,2 | 14,14,15 | 0.75 1 (7%) | 17,1921 | 1.73 | 4 (23%)
2 NAG \Y% 2 2 14,14,15 | 0.64 0 17,19,21 | 0.75 0
2 BMA \Y% 3 2 11,11,12 | 0.54 0 15,15,17 | 0.26 0
6 NAG W 1 1,6 | 14,1415 | 0.66 0 17,19,21 | 1.30 3 (17%)
6 NDG W 2 6 14,1415 | 0.76 0 17,1921 | 1.57 | 3 (17%)
6 MAN W 3 6 11,11,12 | 0.63 0 15,15,17 | 0.94 | 2 (13%)
7 NAG X 1 1,7 14,1415 | 0.44 0 17,19,21 | 1.12 2 (11%)
7 NAG X 2 7 14,1415 | 0.67 0 17,19,21 | 1.27 | 2 (11%)
7 MAN X 3 7 11,11,12 | 0.95 0 15,15,17 | 2.64 | 5 (33%)
7 MAN X 4 7 11,11,12 | 0.95 1 (9%) | 15,1517 | 2.06 3 (20%)
2 NAG Y 1 1,2 | 14,14,15 | 0.60 0 17,19,21 | 0.88 1 (5%)
2 NAG Y 2 2 14,1415 | 0.77 0 17,19,21 | 1.30 2 (11%)
2 BMA Y 3 2 11,11,12 | 0.56 0 15,15,17 | 0.36 0
2 NAG Z 1 1,2 | 14,1415 | 0.79 1 (%) | 17,1921 | 1.12 2 (11%)
2 NAG 7 2 2 14,14,15 | 0.70 0 17,19,21 | 0.67 0
2 BMA 7 3 2 11,11,12 | 0.52 0 15,1517 | 0.27 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
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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.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 NAG E 1 1,2 | 1/1/5/7 | 3/6/23/26 | 0/1/1/1
2 NAG E 2 2 - 3/6/23/26 | 0/1/1/1
2 BMA E 3 2 - 2/2/19/22 | 0/1/1/1
3 NAG F 1 1,3 | 1/1/5/7 | 5/6/23/26 | 0/1/1/1
3 NDG F 2 3 - 4/6/23/26 | 0/1/1/1
3 MAN F 3 3 - 1/2/19/22 | 0/1/1/1
3 BMA F 4 3 - 2/2/19/22 | 0/1/1/1
2 NAG G 1 1,2 | 1/1/5/7 | 2/6/23/26 | 0/1/1/1
2 NAG G 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA G 3 2 - 1/2/19/22 | 0/1/1/1
4 NAG H 1 1,4 - 5/6/23/26 | 0/1/1/1
4 NAG H 2 4 - 2/6/23/26 | 0/1/1/1
4 BMA H 3 4 - 2/2/19/22 | 0/1/1/1
4 MAN H 4 4 - 1/2/19/22 | 0/1/1/1
2 NAG I 1 1,2 | 1/1/5/7 | 3/6/23/26 | 0/1/1/1
2 NAG I 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA I 3 2 - 2/2/19/22 | 0/1/1/1
5 NAG J 1 1,5 | 1/1/5/7 | 5/6/23/26 | 0/1/1/1
5 NAG J 2 5 - 4/6/23/26 | 0/1/1/1
2 NAG K 1 1,2 | 1/1/5/7 | 3/6/23/26 | 0/1/1/1
2 NAG K 2 2 - 2/6/23/26 | 0/1/1/1
2 BMA K 3 2 - 1/2/19/22 | 0/1/1/1
6 NAG L 1 1,6 | 1/1/5/7 | 6/6/23/26 | 0/1/1/1
6 NDG L 2 6 - 4/6/23/26 | 0/1/1/1
6 MAN L 3 6 - 2/2/19/22 | 0/1/1/1
5 NAG M 1 1,5 | 1/1/5/7 | 4/6/23/26 | 0/1/1/1
5 NAG M 2 5 - 4/6/23/26 | 0/1/1/1
2 NAG N 1 1,2 - 5/6/23/26 | 0/1/1/1
2 NAG N 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA N 3 2 - 2/2/19/22 | 0/1/1/1
5 NAG O 1 1,5 | 1/1/5/7 | 5/6/23/26 | 0/1/1/1
5 NAG O 2 5 - 4/6/23/26 | 0/1/1/1
5 NAG P 1 1,5 - 4/6/23/26 | 0/1/1/1

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
5 NAG P 2 5 - 4/6/23/26 | 0/1/1/1
2 NAG Q 1 1,2 | 1/1/5/7 | 3/6/23/26 | 0/1/1/1
2 NAG Q 2 2 - 2/6/23/26 | 0/1/1/1
2 BMA Q 3 2 - 2/2/19/22 | 0/1/1/1
6 NAG R 1 1,6 |1/1/5/7 | 4/6/23/26 | 0/1/1/1
6 NDG R 2 6 - 4/6/23/26 | 0/1/1/1
6 MAN R 3 6 - 2/2/19/22 | 0/1/1/1
5 NAG S 1 1,5 | 1/1/5/7 | 2/6/23/26 | 0/1/1/1
5 NAG S 2 5 - 4/6/23/26 | 0/1/1/1
2 NAG T 1 1,2 - 5/6/23/26 | 0/1/1/1
2 NAG T 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA T 3 2 - 2/2/19/22 | 0/1/1/1
5 NAG U 1 1,5 | 1/1/5/7 | 5/6/23/26 | 0/1/1/1
5 NAG U 2 5 - 4/6/23/26 | 0/1/1/1
2 NAG \Y 1 1,2 | 1/1/5/7 | 5/6/23/26 | 0/1/1/1
2 NAG \Y% 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA \Y 3 2 - 2/2/19/22 | 0/1/1/1
6 NAG W 1 1,6 |1/1/5/7 | 4/6/23/26 | 0/1/1/1
6 NDG W 2 6 - 2/6/23/26 | 0/1/1/1
6 MAN W 3 6 - 2/2/19/22 | 0/1/1/1
7 NAG X 1 1,7 | 1/1/5/7 | 2/6/23/26 | 0/1/1/1
7 NAG X 2 7 - 5/6/23/26 | 0/1/1/1
7 MAN X 3 7 - 1/2/19/22 | 0/1/1/1
7 MAN X 4 7 - 2/2/19/22 | 0/1/1/1
2 NAG Y 1 1,2 - 4/6/23/26 | 0/1/1/1
2 NAG Y 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA Y 3 2 - 1/2/19/22 | 0/1/1/1
2 NAG Z 1 1,2 | 1/1/5/7 | 4/6/23/26 | 0/1/1/1
2 NAG Z 2 2 - 4/6/23/26 | 0/1/1/1
2 BMA 7 3 2 - 2/2/19/22 | 0/1/1/1

The worst 5 of 21 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 J 2 NAG | C1-C2 | 5.52 1.60 1.52
5 J 1 NAG | 04-C4 | 3.88 1.52 1.43

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
5 J 1 NAG | C4-C5 | 3.14 1.59 1.53
5 P 1 NAG | C1-C2 | 3.04 1.56 1.52
5t J 2 NAG | O5-C5 | 2.82 1.49 1.43
The worst 5 of 85 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
7 X 3 | MAN | C1-C2-C3 | 7.30 118.64 109.67
4 H 3 | BMA | C1-C2-C3 | -5.51 102.89 109.67
7 X 4 | MAN | C1-C2-C3 | 5.21 116.07 109.67
7 X 3 | MAN | C1-O05-C5 | 4.35 118.09 112.19
7 X 4 | MAN | 05-C1-C2 | 4.33 117.46 110.77
5 of 17 chirality outliers are listed below:
Mol | Chain | Res | Type | Atom
5 M 1 NAG C1
2 G 1 NAG C1
2 I 1 NAG C1
2 K 1 NAG C1
2 Q 1 NAG C1
5 of 200 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
5 M 1 NAG | C8-C7-N2-C2
5 M 1 NAG | O7-C7-N2-C2
2 G 1 NAG | C8-C7-N2-C2
2 G 1 NAG | O7-C7-N2-C2
5 O 2 NAG | C8-C7-N2-C2

There are no ring outliers.

49 monomers are involved in 82 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 P 2 NAG 2 0
2 G 1 NAG 10 0
5 0 2 NAG 1 0
2 T 2 NAG 2 0
2 I 1 NAG 1 0
5 M 2 NAG 1 0

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

Symm-Clashes

Clashes

Type

NAG
NAG
NAG
NAG
NAG
MAN
NAG
NAG
NDG
NAG
NAG

BMA
BMA
NAG
NAG
NAG
MAN
NAG
NAG
NAG
MAN

NAG
MAN
NDG
NAG
NAG
NAG
MAN
BMA
MAN
BMA
NDG

NDG
NAG
NAG
NAG
NAG
NAG
NAG
NAG
NAG
BMA

Chain | Res

Mol

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 7 1 NAG 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for oligosaccharide.
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Oligosaccharide Chain H
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Oligosaccharide Chain J
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Oligosaccharide Chain M
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Oligosaccharide Chain P
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Oligosaccharide Chain S
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Oligosaccharide Chain U
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Oligosaccharide Chain W
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5.6 Ligand geometry (i)

There are no ligands in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 723/723 (100%) 0.07 |18 (2%) 57 29 | 35,72,107,161 | 0
1 B 723/723 (100%) 0.02 |21 (2%) 51 23 | 33,72, 108,161 | 0
1 C 723/723 (100%) 0.05 |15 (2%) 63 34 |32,71,106,162 | 0
1 D 723/723 (100%) 0.05 | 16 (2%) 62 33 | 34, 71,108,162 | 0
All All 2892/2892 (100%) -0.05 70 (2%) 59 30 | 32, 72,108, 162 0

The worst 5 of 70 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
473 | SER 10.4
471 | ASN 8.1
472 | SER 74
474 | ASN 7.2
727 | GLU 6.7

e N N
Q= glala

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

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

6.3 Carbohydrates (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. The B-factors column lists the minimum,
median, 95" percentile and maximum values of B factors of atoms in the group. The column
labelled ‘Q< 0.9 lists the number of atoms with occupancy less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 BMA E 3 11/12 0.17 0.70 | 131,135,137,137 0
2 BMA Y 3 11/12 0.21 0.38 | 133,137,139,139 0
Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 | BMA | Q 3 | 11/12 | 0.23 | 042 | 131,134,136,137 | 0
4 | MAN | O 4 | 11/12 | 034 | 0.61 | 146,148,150,150 | 0
2 NAG Q 2 14/15 0.45 0.33 | 103,113,117,124 0
2 NAG \Y 2 14/15 0.51 0.38 | 106,113,115,120 0
2 BMA T 3 11/12 0.52 0.22 | 132,135,136,136 0
2 NAG E 2 14/15 0.55 0.38 | 104,111,118,126 0
2 BMA K 3 11/12 0.56 0.26 | 119,126,128,128 0
2 | NAG | Z 5 | 14/15 | 058 | 0.36 | 133,135,138,142 | 0
2 BMA N 3 11/12 0.58 0.40 | 125,129,131,131 0
2 BMA \Y 3 11/12 0.58 0.32 | 124,125,128,128 0
2 NAG K 2 14/15 0.60 0.34 | 107,115,119,123 0
2 BMA I 3 11/12 0.62 0.40 | 150,152,153,153 0
3 NAG J 1 14/15 0.62 0.29 | 118,120,122,123 0
2 | BMA | G 3 | 11/12 | 062 | 0.24 | 136,137,138,138 | 0
7 NAG X 2 14/15 0.62 0.29 | 123,131,134,143 0
6 MAN R 3 11/12 0.63 0.24 | 125,127,128,130 0
2 NAG G 2 14/15 0.63 0.25 | 122,126,130,133 0
S NAG J 2 14/15 0.63 0.34 | 125,127,129,129 0
) NAG P 2 14/15 0.64 0.42 | 127,137,143,143 0
4 BMA H 3 11/12 0.67 0.39 | 135,138,141,145 0
3 BMA E 4 11/12 0.69 0.18 | 113,116,118,119 0
7 MAN X 3 11/12 0.69 0.43 | 150,154,156,160 0
2 BMA Z 3 11/12 0.69 0.24 | 144,146,148,148 0
6 MAN W 3 11/12 0.73 0.22 | 110,113,115,116 0
3 MAN F 3 11/12 0.73 0.17 | 103,108,110,111 0
7 MAN X 4 11/12 0.73 0.77 | 163,165,166,167 0
3 NAG F 1 14/15 0.73 0.21 86,91,98,99 0
2 NAG I 2 14/15 0.74 0.23 | 132,137,141,145 0
d NAG O 2 14/15 0.74 0.33 | 134,137,139,140 0
d NAG U 1 14/15 0.75 0.24 | 109,118,121,123 0
6 | MAN | L 3 | 11/12 | 075 | 0.28 | 129,132,133,134 | 0
6 NDG R 2 14/15 0.76 0.25 | 102,110,118,119 0
2 NAG Z 1 14/15 0.76 0.17 | 113,118,122,129 0
S NAG U 2 14/15 0.77 0.22 | 127,128,129,129 0
3 NAG S 2 14/15 0.77 0.24 | 108,111,115,117 0
9 | NAG | Y 5 | 14/15 | 0.79 | 0.28 | 109,118,122,130 | 0
) NAG P 1 14/15 0.80 0.23 | 109,120,124,129 0
d NAG O 1 14/15 0.81 0.21 | 119,123,126,131 0
6 NDG W 2 14/15 0.81 0.22 | 104,109,110,112 0
3 NDG F 2 14/15 0.82 0.21 86,94,99,103 0
2 NAG I 1 14/15 0.82 0.17 | 111,114,117,126 0
2 NAG T 2 14/15 0.83 0.24 | 112,117,123,127 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
4 NAG H 2 14/15 0.83 0.22 | 108,112,120,128 0
7 | NAG | X T | 14/15 | 083 | 0.18 | 84,87,95,111 0
2 | NAG | N 5 | 14/15 | 083 | 0.16 | 96,104,110,119 0
2 NAG G 1 14/15 0.84 0.21 | 98,105,111,117 0
6 NAG L 1 14/15 0.85 0.15 | 98,101,104,109 0
4 NAG H 1 14/15 0.85 0.19 77,84,93,100 0
2 NAG N 1 14/15 0.86 0.19 83,87,92,97 0
) NAG M 2 14/15 0.87 0.20 | 105,111,113,113 0
d NAG S 1 14/15 0.87 0.18 92,97,102,105 0
6 NDG L 2 14/15 0.87 0.19 | 113,118,125,126 0
6 NAG W 1 14/15 0.89 0.18 93,96,100,101 0
2 NAG \Y 1 14/15 0.89 0.21 72,79,85,97 0
S NAG M 1 14/15 0.89 0.23 75,86,97,98 0
2 | NAG | Y T | 14/15 | 089 | 0.20 | 84,88,93,102 0
6 NAG R 1 14/15 0.89 0.17 82,92,94,100 0
2 | NAG | T T | 14/15 | 090 | 0.20 | 87,92,97,104 0
2 | NAG | Q T | 14/15 | 090 | 0.20 | 69,77,81,05 0
2 NAG K 1 14/15 0.90 0.18 69,84,90,101 0
2 NAG E 1 14/15 0.92 0.18 52,71,76,91 0

The following is a graphical depiction of the model fit to experimental electron density for oligosac-

charide. Each fit is shown from different orientation to approximate a three-dimensional view.

Electron density around Chain E:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain G:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain I:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain K:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain N:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain Q:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain T:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF,. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain V:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain Y:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain Z:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain F:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain H:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain J:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain M:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)




Page 54 wwPDB X-ray Structure Validation Summary Report 1XFD

Electron density around Chain O:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain P:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain S:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain U:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around Chain L:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain R:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)




Page 59 wwPDB X-ray Structure Validation Summary Report

1XED

Electron density around Chain W:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around Chain X:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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6.4 Ligands (i)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
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