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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
http://wwpdb.org/validation /2016 /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 : 1.7 (RC4), CSD as536be (2015)
Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20026688
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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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 3.15 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 NN o — 0242
Clashscore IR (| — 7
Ramachandran outliers N | N 1.1%
Sidechain outliers I D 11.8%
RSRZ outliers NN N 1.6%
Worse Better

0 Percentile relative to all X-ray structures

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R ree 01344 1112 (3.20-3.12)
Clashscore 102246 1249 (3.20-3.12)
Ramachandran outliers 100387 1222 (3.20-3.12)
Sidechain outliers 100360 1221 (3.20-3.12)
RSRZ outliers 91569 1117 (3.20-3.12)

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. 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
1 A 728 81% 16%
1 B 728 81% 17%
1 C 728 82% 16%
1 D 728 80% 17%
5%
2 E 363 63% 28% -
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Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
3%
2 F 363 - 58% 33% -
3%
2 G 363 - 60% 31% 5% a
3%
2 H 363 61% 29% 6% oo
1%
3 W 9 44% 22% 33%
2%
I
3 X 9 22% 33% 1% 33%
2%
I
3 Y 9 22% 22% 22% 33%
2%
.-
3 Z 9 33% 33% 33%

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
4 NAG A 800 - - - X
5t NAG A 850 - - - X
5 NAG B 821 - - - X
5 NAG B 850 - - - X
5 NAG C 850 - - - X
5 NAG D 821 - - - X
5t NAG D 850 - - - X
7 NAG A 840 X - - -
7 NAG A 860 - - - X
7 NAG B 860 X - - X
7 NAG C 860 - - - X
7 NAG D 860 X - - X

¢PDB
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2  Entry composition (i)

There are 9 unique types of molecules in this entry. The entry contains 36096 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 PEPTIDASE IV.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 28 5963 3827 982 1128 26 0 0 0
Total C N O S
1 B 28 5963 3827 982 1128 26 0 0 0
Total C N O S
1 C 28 5963 3827 982 1128 26 0 0 0
Total C N O S
1 b 28 5963 3827 982 1128 26 0 0 0
e Molecule 2 is a protein called ADENOSINE DEAMINASE.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O S
2 b 352 2809 1786 473 537 13 0 0 0
Total C N O S
2 K 352 2809 1786 473 537 13 0 0 0
Total C N O S
2 G 352 2809 1786 473 537 13 0 0 0
Total C N 0O S
2 H 352 2809 1786 473 537 13 0 0 0
There are 64 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual Comment Reference
E 8 ASP ASN CONFLICT SEE REMARK 9 | UNP P56658
E 32 LYS ARG | CONFLICT SEE REMARK 9 | UNP P56658
E 33 ARG LYS CONFLICT SEE REMARK 9 | UNP P56658
E 47 LEU GLN CONFLICT UNP P56658
E 57 THR SER CONFLICT SEE REMARK 9 | UNP P56658
E 60 ASP GLU CONFLICT SEE REMARK 9 | UNP P56658
E 77 ASP GLU CONFLICT SEE REMARK 9 | UNP P56658
E 79 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658

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

Chain | Residue | Modelled | Actual Comment Reference
E 199 GLN LYS VARIANT UNP P56658
E 246 THR ALA VARIANT UNP P56658
E 261 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
E 279 ALA PRO | CONFLICT SEE REMARK 9 | UNP P56658
E 281 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
E 313 LYS ASN | CONFLICT SEE REMARK 9 | UNP P56658
E 314 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
E 352 ARG GLY VARIANT UNP P56658
F 8 ASP ASN | CONFLICT SEE REMARK 9 | UNP P56658
F 32 LYS ARG | CONFLICT SEE REMARK 9 | UNP P56658
F 33 ARG LYS CONFLICT SEE REMARK 9 | UNP P56658
F 47 LEU GLN CONFLICT UNP P56658
F 57 THR SER | CONFLICT SEE REMARK 9 | UNP P56658
F 60 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
F 77 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
F 79 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
F 199 GLN LYS VARIANT UNP P56658
F 246 THR ALA VARIANT UNP P56658
F 261 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
F 279 ALA PRO | CONFLICT SEE REMARK 9 | UNP P56658
F 281 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
F 313 LYS ASN | CONFLICT SEE REMARK 9 | UNP P56658
F 314 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
F 352 ARG GLY VARIANT UNP P56658
G 8 ASP ASN | CONFLICT SEE REMARK 9 | UNP P56658
G 32 LYS ARG | CONFLICT SEE REMARK 9 | UNP P56658
G 33 ARG LYS CONFLICT SEE REMARK 9 | UNP P56658
G 47 LEU GLN CONFLICT UNP P56658
G 57 THR SER | CONFLICT SEE REMARK 9 | UNP P56658
G 60 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
G 77 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
G 79 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
G 199 GLN LYS VARIANT UNP P56658
G 246 THR ALA VARIANT UNP P56658
G 261 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
G 279 ALA PRO | CONFLICT SEE REMARK 9 | UNP P56658
G 281 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
G 313 LYS ASN | CONFLICT SEE REMARK 9 | UNP P56658
G 314 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
G 352 ARG GLY VARIANT UNP P56658
H 8 ASP ASN | CONFLICT SEE REMARK 9 | UNP P56658
H 32 LYS ARG | CONFLICT SEE REMARK 9 | UNP P56658

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
H 33 ARG LYS CONFLICT SEE REMARK 9 | UNP P56658
H 47 LEU GLN CONFLICT UNP P56658
H 57 THR SER CONFLICT SEE REMARK 9 | UNP P56658
H 60 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
H 77 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
H 79 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
H 199 GLN LYS VARIANT UNP P56658
H 246 THR ALA VARIANT UNP P56658
H 261 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
H 279 ALA PRO CONFLICT SEE REMARK 9 | UNP P56658
H 281 ILE VAL CONFLICT SEE REMARK 9 | UNP P56658
H 313 LYS ASN CONFLICT SEE REMARK 9 | UNP P56658
H 314 ASP GLU | CONFLICT SEE REMARK 9 | UNP P56658
H 352 ARG GLY VARIANT UNP P56658
e Molecule 3 is a protein called TAT PROTEIN.

Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace

Total C N O S

3 w 6 51 3 7 8 1 0 0 0
Total C N O S

3 X 6 51 3 7 8 1 0 0 0
Total C N O S

3 Y 6 51 3 7 &8 1 0 0 0
Total C N O S

3 Z 6 51 3 7 &8 1 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
W 2 TRP ASP | ENGINEERED MUTATION | UNP P12506
X 2 TRP ASP | ENGINEERED MUTATION | UNP P12506
Y 2 TRP ASP | ENGINEERED MUTATION | UNP P12506
Z 2 TRP ASP | ENGINEERED MUTATION | UNP P12506

e Molecule 4 is a polymer of unknown type called SUGAR (3-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
4 A 3 38 22 2 14 0 0
Total C N O
4 C 3 38 22 2 14 0 0
grPDE
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e Molecule 5 is a polymer of unknown type called SUGAR (2-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 2 T;;a] 106 I;I 100 0 0
5 A 2 Tg?l 1% I;I 100 0 0
5 B 2 Tg?l 1% 1; 100 0 0
5 B 2 Tg?l 1% 1; 100 0 0

e Molecule 6 is a polymer of unknown type called SUGAR (4-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 D 4 ngal 2% I;I ;)o 0 0

e Molecule 7is SUGAR (N-ACETYL-D-GLUCOSAMINE) (three-letter code: NAG) (formula:
C8H15NO6).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
7 A 1 14 S 1 5 0 0
Total C N O
7 A 1 14 S 1 5 0 0
Total C N O
7 A 1 14 S 1 5 0 0
Total C N O
7 B 1 14 S 1 5 0 0
Total C N O
7 B 1 14 S 1 5 0 0
Total C N O
7 B 1 14 S 1 5 0 0
Total C N O
7 B 1 14 s 1 5 0 0
Total C N O
7 C 1 14 s 1 5 0 0
Total C N O
7 C 1 14 S 1 5 0 0
Total C N O
7 C 1 14 s 1 5 0 0
Total C N O
7 D 1 14 s 1 5 0 0
Total C N O
7 D 1 14 s 1 5 0 0
Total C N O
7 D 1 14 s 1 5 0 0
Total C N O
7 D 1 14 s 1 5 0 0
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e Molecule 8 is a polymer of unknown type called SUGAR (2-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
8 B 2 24 14 1 9 0 0
Total C N O
8 D 2 24 14 1 9 0 0

e Molecule 9 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 o 1 Toltal Zln 0 0
9 G 1 Toltal Zln 0 0
9 P 1 Toltal Zln 0 0
9 B 1 Toltal Zln 0 0
$roe
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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 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.

3 Residue-property plots (i)
o Molecule 1: DIPEPTIDYL PEPTIDASE IV

Page 10
Chain A:

8G1S

YaTH

Sv1a
YPIL

ovTH

9€1a

Y111

60Td

v01a

£6S

© -II
~
II g

6€ES

1298

L0OSA

§08h

96%a

+

68%3
88%a
L8%N
£€8%H
81
1871
9L%D

TL%D
LYY

[454

£8%Y4

18%d

6791
8vva

9v¥s

L

SGLW

6%.L0

TYLI

0%.LH

TELM

TELY
TELD

8TLY

Ll

[N
T0LT

6693

6891

C89H

i

8.9a

€L91

£99a

8694

1991

089D

6%90

0%91

0€9S
6291

9291

{4428

e Molecule 1: DIPEPTIDYL PEPTIDASE IV

0zoa

ST9%

17%

81%

Chain B:

9%21

£€vea

veTd

€221

STTH
7121

zies

L0OTA

€0Tk

€671
261a

Ll

€LTR

Ll

8G1S

YaTH

i)
PPIL

iAxS

9€1a

€€1a

P11

607d

Ll

€6S
6N

8LA

9.l1

Tl

L

91

6€S

0T¥%1

70¥A
£0%2

TO%L

66€Y

T6EA

68€1

498€0
Y8EI

ToER

89¢ey

TSEL
0SeL

SYEH

TYEA

62ed

9zea

TTER

3

L1€Y

Ll

L6ca

06cd
68TV

1821

€8Tl

vLlca
€LTL

TLTA

99T

i

8691

989K

LPSK

€991

8EIN

9E€SN

1

1€49d
0€91

€T
TTSL
j14ckc

LOSA

5080

96%a

Ll

68%
88%a
L8%N
E£8%H
28%1
18%L
9L¥%D

TL%)
L9

29%s

£9%Y

19%d

6791
8Yva

9%%S

9EPT

62T%Y

9T¥vd
STYW

S9LT

€944

SGLN

6%.L0

[425)

0%LH

YELM

TELY
TELD

8TLD

Ll

TOoLT
TOLT

6693

689K

C89H

3

8.90a

€L91

8994

7991

089)

6%90

0%91

0€9S

[442)’S

e Molecule 1: DIPEPTIDYL PEPTIDASE 1V

0z9a

ST9%
7198

8093

€097
2093
1094
009L

16%

82%

Chain C:

=)
<
II‘: III-

0gca

€2T1

STTH
9121

21es

L0cTA

€0CA

€671
261a

98TL

E€LTR

RLDWIDE

TL1Q

8918

YaTM

PA4YS

el s
PPIL

(A%

€E1a

PITI

601d

€6S
[4

Ll

8LA

9LI

LN
€LE

194

0O
PROTEIN DATA BANK

erpBe

W


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

2BGN

wwPDB X-ray Structure Validation Summary Report

Page 11

9¢¥d
STYH

0T¥%1

v0%A
£0%2

TO%L

66€)

T6EX

498€0
Y8EI

ToEd

89¢eY

TSEL
0GeL

0%eT

ceed
TEEA

62ed

9Zea

TTER

3

L1€Y

Ll

L62a

vlca
€LTL

*

¥9cd

+

6¥%cd
8%TA

9%21

g€vea

veed

STON
7198

8093

€097
2093
T094
009L

8691

G89K

€991

8E9N

€T
TTSL
1293

LOSA

g0sb

96%a

68%)

L8YN
E€8%H
28%1
T8%L

L%
TLYY

T9%S

TS%d

6791
8vva

9Y¥S

¥P¥0

9EPT

6274

SGLW

T0LT
T0LT

6693

689K

CT89H

3

DIPEPTIDYL PEPTIDASE IV

8.9d

€L91

£99a

84994

1991

0899

6%90

0791

0€9S

{44208

e Molecule 1

0zoa

17%

80%

Chain D

STCH
7121

21es

L0TA

€0Tk

€671
T61a

98TL

ELTR

TL1Q

*

8G1S

P9TH

Sv1a
PPIL

[0S

9€1a

429}

607d

v01a

Ll
L

€6S
26N

II‘D II‘”
~s
H g = II

bLN
€L3

Tl
L
v

ovy
6€S

S8€0
8€I

ToeR

89¢eY

TSEL
0GEL

£veY
THEY

6€£€0

YEES

ceed

ozea

CTER

3

L1€Y

Ll

Léea

7621

T6TS

G8T1

€8CTL

vlca
€LTL

*

g9gcd
4148

1

8¥TA

921

evea

€eT1

€Ty
TSL
1293
{4558

LOSA

§08b

96%a

8.L%d

9L%H

i

TLPY

£38%Y4

1S%d

6791
8vva

ov¥s

62%Y

9T%d
STYH

0T%1

w0vA
£0%2

T0PL

66€Y

T6€%

0%LH

TELM

TELY
TELD

8TLY

T0LT
T0LT

6693

689K

CT89H

3

8.90a
€L91
8694
1991
0899
6%90
0%91
0€9S
[44°8

0zoa

ST9%
7198

80931
€097
c09d
1094
009L
8691
884d
989X
969a

€991

® 8esy

L

7940

GGLW

6%L0

THLI

ADENOSINE DEAMINASE

e Molecule 2

28%

63%

6%

Chain E

S6A

[ 4o

984
S84

28I
8LY
LLa
9.4
€LY

LOK
99a

8€T

ey

8CT

9TL

STH

€13

|
1618
061D
6812
88TI

e 181

TLIA

6910

o182

TOTH

+

99T

%910

1STI

6714

£%1a

vTE

TETT
1€18

8T1d
L21a

STTL
¥C11

12Ta

6TTh

9T1d

¥T11d

® T0TH¥
®

o)
)
..II = II

96¢d

® %6TL

88CA

€824
{4214
1821

8.CH

9.CL
§S.Ta

TLTH

8921
L9Ck

4eh

[4:t4}
1824

Ssvea

@ B8ETH

SETH

E€ETL

1€TT

62ca

81CA

@ ¥VICH

Tl

90eH
S0TA

10Tk

7614

GSES
bged
€GEN

6%EN

LPET

Sved

TvER

GeeT

0oEey

LTET

ADENOSINE DEAMINASE

€ceN
cced
Teed
oced

STEN
v1ed

e Molecule 2

TIEL

L0ga
90€L
<soea

33%

58%

3%

Chain F: m

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



2BGN

wwPDB X-ray Structure Validation Summary Report

Page 12

o 96 |
S6A
1

10
~
©

©0 N~ D O mm
© © © ~
(=] = o

vou

891

S9Gd
jAh!

L

191
91
el
[

6ed
8€T

82T

9gL

€e

(4]

811

~
—
)

I3
-
o
[

® SIH

e
—
]

061D

88TI

181d

3

9LTL

TLIR
TLTH

6910

7912

TOTM
091S

8STh

99TY

%910

1871

0S1S

6%Td

9%TA

£¥1a

0ETA

LT1a

STTL
%211

[44%)]
8TTIN

LTTH
9T11d

e€11d

CITA

60TN

T0T¥

663

98¢d

8Ty
£8¢4

7821
082A

8LTH

9.Tl
Slca
bled
€LTH
LTk

8921
L9TA
99¢8

t

$szh

2821
762

S¥ca

[444n
T%CH
0%Tk

8ECTH

GETYH

€ETL

T€TT

6cca

81¢CA

j414:4

90Ty
S0TA

TOTA

9614

T61S

E€GEN
CTGEY

6%EN

LYET

Sved

£ve1

TvER
(0745’8

LEET

SEEeT

LgEI
9ZEN

ey
£ceN
zeed
0zed

v1ea
ETEA

ADENOSINE DEAMINASE

TIEL

LOEQ
90€L

00€4

8621

S62a
6Tl

88TA

e Molecule 2

31%

60%

3%
L

Chain G

STH

181a

Ll

TLTY

691D

v913

0918

8GTh

9GTY

:
1

810

T1STI

6714

Ll

£v1d

wid

CETT
1€18

8z1d
LT1d

STTL
9C11

1

[44%)

8TIN
LTTH
911d

¥11d

CITA

011§
60TN

LOT1T

e 107¥

£8¢d
8TH

08ZA
6.2V
8LTH

9LTlL
® S.lca

€LTH

8921
L9TK

)]

[4sta
STy

svea

THTL

0¥%ck

4

£€TL

T€CT

@ 6cca

8TCTA

YICH

(4149

GGES

E€GEN

67EN

L%ET

Syed

£%€1

152

SE€T

1€€M

LTEI

veey
£cen
cTed

ADENOSINE DEAMINASE

ozed

€0€L

Y6TL

1625

88CA

e Molecule 2

6%

29%

61%

3%
=

Chain H

1810

LLTA

TLIA

v913

0918

9GTYH

810

TSTI

6714

Ll

€¥1a
[441S

6€1d
8eTh

CETT
T€1S

11

{44 %]

611D

LTTH

T0TY

663

962d

v6TL

»8TN

[4:14°S

L

9.2l
Slca

eLea

8921
L9TR

1921

sTh

414
1924

Svea

£%21

0%Th

SETY

EETL

1€TT

62ca

8TCA

YTICH

(4549

90Ty
S0TA

T0ZA

¥674

1618
067D

@ Paed
@ EGEN
c5eyd

6%EN

LPET

Svea

£%€1

TvEN

9ged

TAT PROTEIN

11%

8TeEN
LTET

€ceN
cced
Teed

e Molecule 3

33%

22%

44%

Chain W

R LDWIDE

O

PROTEIN DATA BANK

W



Page 13 wwPDB X-ray Structure Validation Summary Report 2BGN

e Molecule 3: TAT PROTEIN

22%

. ]
Chain X: 22% 33% 11% 33%

(X ]
oo
== o>

e Molecule 3: TAT PROTEIN

22%

. ]
Chain Y: 22% 22% 20% 33%

LN J
L) ©
o o

e Molecule 3: TAT PROTEIN

229
Chain Z: 33% 33% 33%

o e
= = A




Page 14 wwPDB X-ray Structure Validation Summary Report 2BGN

4 Data and refinement statistics (i)

Property Value Source
Space group C121 Depositor
Cell constants 158.94A4 170.27A  239.20A .
Depositor
a, b, c, a, B,y 90.00°  100.93°  90.00°
. 30.00 — 3.15 Depositor
Resolution (4) 20.74 — 3.15 EDS
% Data completeness 89.6 (30.00-3.15) Depositor
(in resolution range) 89.6 (29.74-3.15) EDS
Rinerge 0.11 Depositor
Raym (Not available) Depositor
<I/o(I)>" 1.73 (at 3.18A) Xtriage
Refinement program REFMAC 5.1.9999 Depositor
R R 0.227 , 0.247 Depositor
» Tfree 0.221 , 0.242 DCC
Rfree test set 1925 reflections (2.03%) DCC
Wilson B-factor (A?) 71.5 Xtriage
Anisotropy 0.101 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 25.7 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =049, < L? > = 0.32 Xtriage
Outliers 0 of 96616 reflections Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 36096 wwPDB-VP
Average B, all atoms (A?) 67.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.03% 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, 0.375 respectively for untwinned datasets,
and 0.333, 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: ZN,
BMA, NAG, FUL, 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 #\% >5
1 A 0.43 0/6135 0.85 | 14/8344 (0.2%)
1 B 0.44 0/6135 0.85 | 12/8344 (0.1%)
1 C 0.43 0/6135 0.85 | 11/8344 (0.1%)
1 D 0.43 0/6135 0.85 | 13/8344 (0.2%)
2 D 0.46 0/2874 1.01 | 23/3896 (0.6%)
2 F 0.65 | 2/2874 (0.1%) | 1.16 | 22/3896 (0.6%)
2 G 0.47 0/2874 0.97 | 17/3896 (0.4%)
2 H 0.47 0/2874 0.97 | 17/3896 (0.4%)
3 W | 063 0/54 0.89 0/75
3 X 0.63 0/54 1.30 1/75 (1.3%)
3 Y | 057 0/54 1.31 1/75 (1.3%)
3 Z 0.56 0/54 0.92 0/75
Al | ANl | 046 |2/36252 (0.0%) | 0.91 | 131/49260 (0.3%)

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
0 1

ol wo| b pof o
=<l | | e

el K=l Rl Rawl B

1
1
1
1
ot

All All

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 F 351 | TYR | N-CA | -21.51 1.03 1.46
Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry

Page 16 wwPDB X-ray Structure Validation Summary Report 2BGN

Continued from previous page...
Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 F 350 | ALA C-N 8.11 1.52 1.34

The worst 5 of 131 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 F 350 | ALA 0O-C-N -25.49 81.92 122.70
2 F 350 | ALA CA-C-N 17.64 156.01 117.20
2 F 351 | TYR N-CA-CB 16.83 140.90 110.60
2 F 350 | ALA C-N-CA 11.19 149.68 121.70
2 F 296 | ASP | CB-CG-OD2 | 10.62 127.85 118.30

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
2 F 351 | TYR CA

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type Group
113 | GLU Peptide
350 | ALA | Mainchain
113 | GLU Peptide
5 ASP Peptide
3 PRO Peptide

ol wo| b b o
e Run] sl Nes

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 2963 0 5677 29 1
1 B 2963 0 5677 60 0
1 C 2963 0 2676 95 0
1 D 2963 0 2677 68 0
2 E 2809 0 2767 49 1
2 F 2809 0 2767 69 0
2 G 2809 0 2767 65 0
2 H 2809 0 2767 92 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 W ol 0 48 3 0
3 X o1 0 48 3 0
3 Y o1 0 48 1 0
3 Z ol 0 48 1 0
4 A 38 0 34 0 0
4 C 38 0 34 0 0
d A 84 0 75 4 0
d B 56 0 20 0 0
S C 84 0 75 1 0
3 D 56 0 20 1 0
6 A 50 0 43 1 0
6 B 50 0 43 0 0
6 C 20 0 43 0 0
6 D 20 0 43 0 0
7 A 42 0 39 0 0
7 B 56 0 52 0 0
7 C 42 0 39 0 0
7 D o6 0 22 0 0
8 B 24 0 22 0 0
8 D 24 0 22 0 0
9 B 1 0 0 0 0
9 F 1 0 0 0 0
9 G 1 0 0 0 0
9 H 1 0 0 0 0

All All 36096 0 34683 468 1

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

hydrogen atoms). The all-atom clashscore for this structure is 7.

The worst 5 of 468 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:253:ARG:HH22 | 1:B:253:ARG:HH22 1.09 0.94
2:E:13:GLU:OE1 2:E:294.: THR:HG22 1.71 0.90
1:D:340:LEU:HD13 | 1:D:343:ARG:HD2 1.53 0.89
5:A:850:NAG:0O3 5:A:851:NAG:H&2 1.74 0.88
2:F:283:PHE:HD2 | 2:F:288:VAL:HG11 1.40 0.84

All (1) 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.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:423:LYS:NZ | 2:E:121:GLU:OE2[4 546] 1.77 0.43

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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 726/728 (100%) | 669 (92%) | 55 (8%) 2 (0%) 46 | 84
1 B 726/728 (100%) | 672 (93%) | 52 (7%) 2 (0%) 46 | 84
1 C 726/728 (100%) | 670 (92%) | 55 (8%) 1 (0%) 56 |90|
1 D 726/728 (100%) | 667 (92%) | 55 (8%) 4 (1%) 30 74
2 E 350/363 (96%) 309 (88%) | 34 (10%) | 7 (2%) 46
2 F 350/363 (96%) 301 (86%) | 37 (11%) | 12 (3%)

2 G 350/363 (96%) 306 (87%) | 34 (10%) | 10 (3%)

2 H 350/363 (96%) 307 (88%) | 36 (10%) | 7 (2%)

3 W 4/9 (44%) 4 (100%) 0 0

3 X 4/9 (44%) 2 (50%) 2 (50%) 0

3 Y 4/9 (44%) 2 (50%) 1(25%) | 1(25%)

3 Z 4/9 (44%) 3 (75%) 1 (25%) 0

All All 4320/4400 (98%) | 3912 (91%) | 362 (8%) | 46 (1%) 17 61

5 of 46 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 288 THR
1 D 341 VAL
2 E 113 GLU
2 F 351 TYR
2 F 354 PRO

$roe
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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 653/653 (100%) | 592 (91%) 61 (9%) m 40
1 B 653/653 (100%) | 594 (91%) 59 (9%) 12 42
1 C 653/653 (100%) | 595 (91%) 58 (9%) 12 42
1 D 653/653 (100%) | 590 (90%) | 63 (10%) 38
2 E 307/315 (98%) 255 (83%) | 52 (17%)

2 F 307/315 (98%) 260 (85%) | 47 (15%)
2 G 307/315 (98%) 253 (82%) | 54 (18%)
2 H 307/315 (98%) 249 (81%) | 58 (19%)
3 W 6/9 (67%) 6 (100%) 0

3 X 6/9 (67%) 4 (67%) 2 (33%)

3 Y 6/9 (67%) 5 (83%) 1 (17%)

3 Z 6/9 (67%) 4 (67%) 2 (33%)

All All 3864/3908 (99%) | 3407 (88%) | 457 (12%)

5 of 457 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 358 ARG
2 E 98 VAL
2 H 171 LYS
1 D 410 LEU
1 D 658 ARG

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

sidechains are listed below:

Mol | Chain | Res | Type
1 C 72 GLN
1 C 483 HIS
2 F 210 HIS
1 C 75 ASN

Continued on next page...

5 of 90 such
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Continued from previous page...

Mol

Chain

Res

Type

1

C

314

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)

46 carbohydrates 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 | Ohain | Res | Link | SO0 8N 1 R i o
4 | NAG| A [800]| 1,4 |14,14,15] 0.49 0 15,1921 | 1.79 | 3 (20%)
4 | NAG | A [ 801 ] 4 |1414,15]| 0.51 0 15,1921 | 2.09 | 7 (46%)
4 | FUL A |82 4 [1010,11] 0.58 0 14,14,16 | 2.45 | 5 (35%)
5 | NAG| A [ 810 1,5 |14,14,15| 0.54 0 15,1921 | 1.83 | 5 (33%)
5 | NAG| A [ 811 | 5 [141415] 0.65 0 15,1921 | 1.85 | 6 (40%)
5 | NAG| A [820 ] 15 [14,1415] 0.57 0 15,1921 | 2.19 | 5 (33%)
5 | NAG| A [ 821 | 5 [1414,15] 0.54 0 15,1921 | 1.65 | 1 (6%)
6 | NAG | A |80 1,6 |14,14,15| 0.73 0 15,1921 | 1.47 | 2 (13%)
6 | NAG| A | 831 14,14,15 |  0.60 0 15,1921 | 1.52 | 2 (13%)
6 | BMA| A | 832 11,11,12 | 0.68 0 14,15,17 | 2.45 | 5 (35%)
6 | MAN| A | 833 11,11,12 | 0.64 0 14,1517 | 2.15 | 4 (28%)
5 | NAG| A [ 80| 1,5 |14,14,15| 0.60 0 15,1921 | 1.51 | 2 (13%)
5 | NAG| A 81| 5 [141415] 0.73 0 15,1921 | 1.48 | 2 (13%)
8 | NAG| B [800| 1,8 |14,14,15] 0.45 0 15,1921 | 3.00 | 5 (33%)

gPDEB
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgtzés\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
8 FUL B 802 8 10,10,11 | 0.84 0 14,14,16 | 2.10 6 (42%)
5 NAG B 820 | 1,5 | 14,14,15 | 0.46 0 15,19,21 | 2.52 4 (26%)
> NAG B 821 5 14,14,15 | 0.62 0 15,19,21 | 1.43 3 (20%)
6 NAG B 830 | 1,6 | 14,14,15 | 0.71 0 15,19,21 | 2.15 5 (33%)
6 NAG B 831 14,14,15 | 0.75 1 (7%) | 15,1921 | 1.25 2 (13%)
6 BMA B 832 11,11,12 | 0.71 0 14,15,17 | 2.33 5 (35%)
6 MAN B 833 11,11,12 | 0.59 0 14,1517 | 1.92 2 (14%)
5 NAG B 850 | 1,5 | 14,14,15 | 0.87 0 15,19,21 | 2.26 7 (46%)
5 NAG B 851 5 14,14,15 | 0.45 0 15,19,21 | 2.31 3 (20%)
4 NAG C 800 | 1,4 | 14,14,15 | 0.57 0 15,19,21 | 1.22 1 (6%)
4 NAG C 801 4 14,14,15 | 0.52 0 15,19,21 | 2.34 | 4 (26%)
4 FUL C 802 4 10,10,11 | 0.62 0 14,14,16 | 2.26 3 (21%)
5t NAG C 810 | 1,5 | 14,14,15 | 0.70 0 15,19,21 | 3.08 4 (26%)
5 NAG C 811 5 14,1415 | 0.48 0 15,19,21 | 1.86 4 (26%)
5 NAG C 820 | 1,5 | 14,14,15 | 0.45 0 15,19,21 | 2.19 4 (26%)
5 NAG C 821 5 14,1415 | 0.54 0 15,19,21 | 1.82 6 (40%)
6 NAG C 830 | 1,6 | 14,14,15 | 0.67 0 15,19,21 | 2.03 5 (33%)
6 NAG C 831 14,1415 | 0.64 0 15,19,21 | 1.28 2 (13%)
6 BMA C 832 11,11,12 | 0.50 0 14,1517 | 1.63 3 (21%)
6 MAN C 833 11,11,12 | 0.49 0 14,15,17 | 2.53 5 (35%)
5t NAG C 850 | 1,5 | 14,14,15 | 0.67 0 15,19,21 | 2.03 5 (33%)
5 NAG C 851 5 14,1415 | 0.54 0 15,19,21 | 1.95 5 (33%)
8 NAG D 800 | 1,8 | 14,14,15 | 0.71 1 (7%) | 15,1921 | 2.15 5 (33%)
8 FUL D 802 8 10,10,11 | 0.88 0 14,14,16 | 2.83 6 (42%)
5 NAG D 820 | 1,5 | 14,14,15 | 0.66 0 15,19,21 | 1.61 3 (20%)
5 NAG D 821 5 14,14,15 | 0.73 1 (7%) | 15,1921 | 1.79 6 (40%)
6 NAG D 830 | 1,6 | 14,14,15 | 0.66 0 15,19,21 | 1.73 4 (26%)
6 NAG D 831 14,14,15 | 0.56 0 15,19,21 | 1.49 2 (13%)
6 BMA D 832 11,11,12 | 0.57 0 14,1517 | 2.22 4 (28%)
6 MAN D 833 11,11,12 | 0.65 0 14,15,17 | 1.98 4 (28%)
5 NAG D 850 | 1,5 | 14,14,15 | 0.55 0 15,19,21 | 2.79 5 (33%)
5t NAG D 851 5 14,14,15 | 0.65 0 15,19,21 | 1.97 | 6 (40%)

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
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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
4 NAG A 800 | 14 - 0/6/23/26 | 0/1/1/1
4 NAG A 801 4 - 0/6/23/26 | 0/1/1/1
4 FUL A 802 4 - 0/0/17/20 | 0/1/1/1
5t NAG A 810 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG A 811 5 - 0/6/23/26 | 0/1/1/1
5 NAG A 820 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG A 821 5 - 0/6/23/26 | 0/1/1/1
6 NAG A 830 | 1,6 - 0/6/23/26 | 0/1/1/1
6 NAG A 831 6 - 0/6/23/26 | 0/1/1/1
6 BMA A 832 6 - 0/2/19/22 | 0/1/1/1
6 MAN A 833 6 - 0/2/19/22 | 0/1/1/1
5 NAG A 850 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG A 851 5 - 0/6/23/26 | 0/1/1/1
8 NAG B 800 | 1,8 - 0/6/23/26 | 0/1/1/1
8 FUL B 802 8 - 0/0/17/20 | 0/1/1/1
5 NAG B 820 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG B 821 5 - 0/6/23/26 | 0/1/1/1
6 NAG B 830 | 1,6 - 0/6/23/26 | 0/1/1/1
6 NAG B 831 6 - 0/6/23/26 | 0/1/1/1
6 BMA B 832 6 - 0/2/19/22 | 0/1/1/1
6 MAN B 833 6 - 0/2/19/22 | 0/1/1/1
5 NAG B 850 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG B 851 5 - 0/6/23/26 | 0/1/1/1
4 NAG C 800 | 1.4 - 0/6/23/26 | 0/1/1/1
4 NAG C 801 4 - 0/6/23/26 | 0/1/1/1
4 FUL C 802 4 - 0/0/17/20 | 0/1/1/1
5 NAG C 810 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG C 811 5 - 0/6/23/26 | 0/1/1/1
5 NAG C 820 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG C 821 5 - 0/6/23/26 | 0/1/1/1
6 NAG C 830 | 1,6 - 0/6/23/26 | 0/1/1/1
6 NAG C 831 6 - 0/6/23/26 | 0/1/1/1
6 BMA C 832 6 - 0/2/19/22 | 0/1/1/1
6 MAN C 833 6 - 0/2/19/22 | 1/1/1/1
5 NAG C 850 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG C 851 5 - 0/6/23/26 | 0/1/1/1
8 NAG D 800 | 1,8 - 2/6/23/26 | 0/1/1/1
8 FUL D 802 8 - 0/0/17/20 | 0/1/1/1
5 NAG D 820 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG D 821 5 - 0/6/23/26 | 0/1/1/1
6 NAG D 830 | 1.6 - 0/6/23/26 | 0/1/1/1

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 | NAG | D | 831 6 - 0/6/23/26 | 0/1/1/1
6 [BMA| D |832] 6 - 0/2/19/22 | 0/1/1/1
6 | MAN| D |833| 6 - 0/2/19/22 | 0/1/1/1
5 NAG D 850 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 851 5 - 1/6/23/26 | 0/1/1/1
All (3) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
6 B 831 | NAG | 05-C1 | -2.02 1.40 1.43
d D 821 | NAG | C1-C2 | 2.04 1.55 1.52
8 D 800 | NAG | C1-C2 | 2.15 1.55 1.52
The worst 5 of 187 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
4 A 802 | FUL | C1-C2-C3 | -6.78 101.52 109.54
8 D 802 | FUL | C1-C2-C3 | -5.59 102.93 109.54
6 B 833 | MAN | O5-C1-C2 | -5.19 102.44 110.86
8 D 802 | FUL | C1-05-C5 | -4.91 104.80 112.38
6 B 830 | NAG | 04-C4-C5 | -4.25 97.98 109.24

There are no chirality outliers.

All (3) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
5 D 851 | NAG | O7-C7-N2-C2
8 D 800 | NAG | C8-C7-N2-C2
8 D 800 | NAG | O7-C7-N2-C2

All (1) ring outliers are listed below:

Mol | Chain
6 C

Res
833

Atoms
C1-C2-C3-C4-C5-05

Type
MAN

5 monomers are involved in 7 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
6 A 830 | NAG 1 0
5 A 850 | NAG 4 0
) A 851 | NAG 4 0

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

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5t C 811 | NAG 1 0
5 D 821 | NAG 1 0

5.6 Ligand geometry (i)

Of 18 ligands modelled in this entry, 4 are monoatomic - leaving 14 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).

Mol | Type | Chain | Res | Link CountsBonlel\/[lgIZlgt;lés\Z | > 2 CountsBOIPI{i/[ESHZIgle;]Z | > 2
7 [ NAG | A [840 | 1 [141415] 089 | 1(7%) | 151921 | 267 | 5 (33%)
7 [ NAG| A [860| 1 [141415] 077 | 1(7%) |151921| 231 | 6 (40%)
7 NAG A 870 1 14,14,15 | 0.49 0 15,19,21 | 2.36 3 (20%)
7 NAG B 810 1 14,14,15 | 0.66 0 15,19,21 | 2.20 5 (33%)
7 NAG B 840 1 14,14,15 | 0.64 0 15,19,21 | 3.16 5 (33%)
7 NAG B 860 1 14,14,15 | 0.69 0 15,19,21 | 2.18 5 (33%)
7 NAG B 870 1 14,14,15 | 0.43 0 15,19,21 | 1.90 2 (13%)
7 [NAG| C [s840] 1 [141415] 078 | 1 (%) | 15,1921 | 1.53 | 4 (26%)
7 NAG C 860 1 14,14,15 | 0.87 0 15,19,21 | 3.45 6 (40%)
7 NAG C 870 1 14,14,15 | 0.50 0 15,19,21 | 1.30 2 (13%)
7 NAG D 810 1 14,14,15 | 0.66 0 15,19,21 | 2.02 4 (26%)
7 |NAG| D |80 ] 1 [141415] 086 | 1 (%) | 15,1921 | 3.27 | 5 (33%)
7 NAG D 860 1 14,14,15 | 0.63 0 15,19,21 | 2.56 7 (46%)
7 NAG D 870 1 14,14,15 | 0.63 0 15,19,21 | 1.87 6 (40%)

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

7

NAG

A

840

1 [ 1/1/5/7

0/6/23/26

0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
7 NAG A 860 1 - 0/6/23/26 | 0/1/1/1
7 NAG A 870 1 - 0/6/23/26 | 0/1/1/1
7 NAG B 810 1 - 0/6/23/26 | 0/1/1/1
7 NAG B 840 1 - 0/6/23/26 | 0/1/1/1
7 NAG B 860 1 1/1/5/7 |1 0/6/23/26 | 0/1/1/1
7 NAG B 870 1 - 0/6/23/26 | 0/1/1/1
7 NAG C 840 1 - 0/6/23/26 | 0/1/1/1
7 NAG C 860 1 - 0/6/23/26 | 0/1/1/1
7 NAG C 870 1 - 0/6/23/26 | 0/1/1/1
7 NAG D 810 1 - 0/6/23/26 | 0/1/1/1
7 NAG D 840 1 - 1/6/23/26 | 0/1/1/1
7 NAG D 860 1 1/1/5/7 | 1/6/23/26 | 0/1/1/1
7 NAG D 870 1 - 0/6/23/26 | 0/1/1/1

All (4) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
7 D 840 | NAG | C1-C2 | 2.03 1.55 1.52
7 A 860 | NAG | C1-C2 | 2.04 1.55 1.52
7 C 840 | NAG | C1-C2 | 2.09 1.55 1.52
7 A 840 | NAG | C1-C2 | 2.62 1.56 1.52

The worst 5 of 65 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
7 A 840 | NAG | 03-C3-C4 | -4.49 100.24 110.34
7 B 860 | NAG | O7-C7-C8 | -3.51 115.62 122.06
7 B 840 | NAG | O3-C3-C4 | -3.51 102.44 110.34
7 D 810 | NAG | O7-C7-C8 | -3.41 115.80 122.06
7 B 810 | NAG | C6-C5-C4 | -3.34 104.78 113.02

All (3) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
7 B 860 | NAG C1
7 D 860 | NAG C1
7 A 840 | NAG Ch

All (2) torsion outliers are listed below:
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Mol | Chain | Res | Type Atoms
7 D 860 | NAG | O7-C7-N2-C2
7 D 840 | NAG | C8-C7-N2-C2

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 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 728 /728 (100%) -0.34 0 | 38, 57, 86, 106 0
1 B 728/728 (100%) -0.30 1 (0%) -l- 36, 57, 86, 106 0
1 C 728/728 (100%) -0.40 2 (0%) | 38, 57, 86, 106 0
1 D 728,728 (100%) -0.40 3 (0%) 38, 58, 87, 106 0
2 E 352/363 (96%) 0.22 ( 40, 82, 90, 93 0
2 F 352/363 (96%) 0.22 ( 67, 83, 91, 100 0
2 G 352/363 (96%) 0.22 ( 71, 84, 92, 95 0
2 H 352/363 (96%) 0.24 ( 65, 83, 91,104 | 0
3 % 6/9 (66%) 0.69 1( 72, 82, 94, 95 0
3 X 6/9 (66%) 0.90 2 ( 64, 73, 82, 85 0
3 Y 6/9 (66%) 0.96 2 ( 84, 92, 99, 100 0
3 Z 6/9 (66%) 0.98 2 ( 86, 92, 99, 100 0
All | ALl | 4344/4400 (98%) | -0.16 | 69 (1%) | 74 61 | 36, 67, 90, 106 0

The worst 5 of 69 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
354 | PRO 4.1
17 HIS 3.8
15 HIS 3.8
16 | VAL 3.8
262 | CYS 3.7

N | ro| po| o o
3| llesl sl Besl gus

6.2 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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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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | LLDF | B-factors(A?) | Q<0.9
3 NAG A 850 | 14/15 0.87 0.30 5.78 73,76,80,84 0
d NAG D 850 | 14/15 0.88 0.27 4.06 75,80,82,83 0
4 NAG A 800 | 14/15 0.89 0.29 3.16 92,95,99,100 0
3 NAG B 850 | 14/15 0.88 0.29 3.13 75,82,86,86 0
S NAG B 821 | 14/15 0.86 0.33 297 67,76,78,81 0
d NAG C 850 | 14/15 0.89 0.26 2.37 71,75,78,79 0
d NAG D 821 | 14/15 0.85 0.38 Dol 84,87,89,90 0
3 NAG C 821 | 14/15 0.89 0.31 1.89 91,93,94,94 0
d NAG A 821 | 14/15 0.86 0.32 1.76 82,86,87,87 0
D NAG C 810 | 14/15 0.81 0.33 1.74 91,96,99,104 0
5 NAG A 810 | 14/15 0.87 0.25 1.45 77,82,85,90 0
5 NAG A 820 | 14/15 0.93 0.24 1.16 77,81,83.84 0
6 NAG D 831 | 14/15 0.94 0.24 0.96 68,74,79,83 0
8 NAG B 800 | 14/15 0.81 0.25 0.65 80,86,88,89 0
6 NAG D 830 | 14/15 0.94 0.18 -0.01 55,60,62,67 0
6 NAG A 831 | 14/15 0.95 0.20 -0.12 58,60,63,68 0
6 | NAG | B | 831 | 14/15 | 095 | 023 | -0.13 | 42.45,51,52 0
4 NAG C 800 | 14/15 0.92 0.26 -0.13 | 99,102,105,108 0
8 NAG D 800 | 14/15 0.88 0.21 -0.78 | 100,102,103,103 0
6 NAG A 830 | 14/15 0.96 0.13 -1.06 44.47,52,54 0
6 NAG B 830 | 14/15 0.96 0.13 -1.50 38,39,42,43 0
6 NAG C 830 | 14/15 0.96 0.12 -1.67 46,52,58,61 0
d NAG A 851 | 14/15 0.79 0.42 - 86,88,90,90 0
4 FUL A 802 | 10/11 0.82 0.32 - 98,99,99,100 0
S NAG B 820 | 14/15 0.94 0.30 - 70,71,72,74 0
6 BMA C 832 | 11/12 0.91 0.26 - 85,88,89,90 0
6 | MAN | A | 833 | 11/12 | 089 | 031 - 82.84.85,85 0
8 FUL D 802 | 10/11 0.85 0.29 - 107,109,110,111 0
6 MAN B 833 | 11/12 0.89 0.17 - 68,69,72,73 0
4 FUL C 802 | 10/11 0.85 0.34 - 106,106,107,107 0
> NAG C 820 | 14/15 0.93 0.32 - 79,83,85.88 0
5 NAG C 851 | 14/15 0.76 0.31 - 99,102,106,107 0
3 NAG B 851 | 14/15 0.90 0.32 - 87,88,89,89 0
6 | BMA | D | 832 11/12 | 089 | 021 - 84.87.89,92 0
3 NAG D 820 | 14/15 0.89 0.29 - 78,82,83.,85 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 NAG A 801 | 14/15 0.80 0.36 - 97,102,103,104 0
5 NAG C 811 | 14/15 0.81 0.42 - 106,107,108,109 0
5 NAG A 811 | 14/15 0.81 0.36 - 92,93,96,96 0
6 MAN D 833 | 11/12 0.84 0.29 - 91,93,93,94 0
6 MAN C 833 | 11/12 0.90 0.23 - 91,92,94,95 0
6 NAG C 831 | 14/15 0.91 0.20 - 66,69,74,80 0
4 NAG C 801 14/15 0.73 0.41 - 110,111,111,112 0
6 BMA A 832 | 11/12 0.84 0.22 - 74,76,77,79 0
6 BMA B 832 | 11/12 0.93 0.16 - 57,60,61,64 0
5 NAG D 851 | 14/15 0.80 0.37 - 98,99,100,101 0
8 FUL B 802 | 10/11 0.85 0.37 - 78,83,83,83 0

6.4 Ligands (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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
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 | LLDF | B-factors(A?) | Q<0.9
7 NAG A 860 | 14/15 0.72 0.44 7.67 89,92,96,97 0
7 NAG B 860 | 14/15 0.80 0.38 6.38 84,90,93.93 0
7 NAG C 860 | 14/15 0.81 0.36 3.06 92,94,95,96 0
7 NAG D 860 | 14/15 0.78 0.33 2.30 87,89,90,91 0
7 NAG D 840 | 14/15 0.88 0.19 0.19 64,67,69,69 0
9 | ZN F | 501 | 1/1 0.86 | 0.24 | -1.12 | 83,83,83,83 0
7 NAG B 840 | 14/15 0.87 0.17 | -1.22 61,64,66,67 0
9 ZN G 501 1/1 0.95 0.23 -1.46 85,85,85,85 0
9 ZN H 501 1/1 0.95 0.20 -1.64 83,83,83,83 0
9 ZN E 501 1/1 0.97 034 | -1.74 66,66,66,66 0
7 | NAG | D | 870 | 14/15 | 083 | 0.29 T [ 101,103,104104 | 0
7 NAG D 810 | 14/15 0.84 0.29 - 90,94,95,96 0
7 NAG C 840 | 14/15 0.88 0.31 - 70,72,76,76 0
7 NAG A 870 | 14/15 0.91 0.24 - 93,97,99,99 0
7 NAG B 870 | 14/15 0.85 0.23 - 98,102,103,103 0
7 NAG C 870 | 14/15 0.79 0.32 - 101,104,106,106 0
7 | NAG | A | 840 | 14/15 | 089 | 0.22 - 69.71,72.72 0
7 | NAG | B | 810 | 14/15 | 084 | 0.24 - 74.82.85,85 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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