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2XNX / pdb_00002xnx

BC1 fragment of streptococcal M1 protein in complex with human fibrinogen
Macheboeuf, P.; Y Fu, C.; Zinkernagel, A.S.; Johnson, J.E.; Nizet, V.; Ghosh,
P.

2010-08-06

3.30 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 (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

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

MolProbity : 4-5-2 with Phenix2.0

Xtriage (Phenix) : 2.0

EDS : 3.0

Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 3.30 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
Rfree
Clashscore

Ramachandran outliers

Sidechain outliers

[

I Percentile relative to all X-ray structures

RSRZ outliers NN

Worse

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

Value
W (.282
I (6
D 3.7%
D 3.3%
D 3.3%

Better

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riyree 180053 1169 (3.32-3.28)
Clashscore 190562 1209 (3.32-3.28)
Ramachandran outliers 187476 1188 (3.32-3.28)
Sidechain outliers 187428 1187 (3.32-3.28)
RSRZ outliers 180081 1169 (3.32-3.28)

2XNX

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 of 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

5%

- - |
1 A 87 44% 7% 14%

;A;
1 D 87 46% 9% 13%

;A:

E———

1 G &7 52% 10% 16%

5%

- E——
1 J 87 49% 9% 17%

%
2 B 328 56% 35% 5% 5%
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Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

2

2 E 328 55% 36% . 5%
3%

2 H 328 = 59% 32% %
3%

2 K 328 58% 34% 6%
%

3 C 319 : 63% 29% 5%
2%

3 F 319 = 58% 33% 5% 5%
3%

3 | 319 - 67% 25% 6%
3%

3 L 319 - 60% 32% T

8%
4 M 146 50% 18% 26%
9%
4 N 146 49% 17% 7% 26%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 23867 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 FIBRINOGEN ALPHA CHAIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 7 T6130()t gl 3(737 11116 1(1)3 2 0 0 L
IR TS HEEEEE
1 G 73 T509t fl 3%6 11113 1%)9 2 0 0 L
IR H K

e Molecule 2 is a protein called FIBRINOGEN BETA CHAIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
2 B 313 2509 1565 443 479 22 0 0 1

Total C N O S
2 2 310 2483 1549 437 475 22 0 0 1

Total C N O S
2 H 313 2517 1571 444 480 22 0 0 0

Total C N O S
2 K 309 2474 1544 435 473 22 0 0 1

e Molecule 3 is a protein called FIBRINOGEN GAMMA CHAIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
3 C 303 2428 1540 408 468 12 0 0 1

Total C N O S
3 K 304 2436 1546 409 469 12 0 0 1

Total C N O S
3 I 300 2409 1530 405 462 12 0 0 0

Total C N O S
3 L 305 2444 1551 410 470 13 0 0 1
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e Molecule 4 is a protein called M PROTEIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
4 M 108 874 536 153 185 0 0 1
Total C N O
4 N 108 874 536 153 185 0 0 1

There are 22 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
M 126 MET - expression tag | UNP Q48WD8
M 127 VAL - expression tag | UNP Q48WD8
M 264 LEU - expression tag | UNP Q48WD8
M 265 GLU - expression tag | UNP Q48WD8
M 266 HIS - expression tag | UNP Q48WD8
M 267 HIS - expression tag | UNP Q48WD8
M 268 HIS - expression tag | UNP Q48WD8
M 269 HIS - expression tag | UNP Q48WD8
M 270 HIS - expression tag | UNP Q48WD8
M 271 HIS - expression tag | UNP Q48WD8
M 195 ALA THR conflict UNP Q48WDS8
N 126 MET - expression tag | UNP Q48WD8
N 127 VAL - expression tag | UNP Q48WD8
N 264 LEU - expression tag | UNP Q48WD8
N 265 GLU - expression tag | UNP Q48WD8
N 266 HIS - expression tag | UNP Q48WD8
N 267 HIS - expression tag | UNP Q48WD8
N 268 HIS - expression tag | UNP Q48WD8
N 269 HIS - expression tag | UNP Q48WD8
N 270 HIS - expression tag | UNP Q48WD8
N 271 HIS - expression tag | UNP Q48WD8
N 195 ALA THR conflict UNP Q48WDS8
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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: FIBRINOGEN ALPHA CHAIN

5%

. - I
Chain A: 44% 36% 7% 14%
® ®
R Vw8 N mY 88 SsmSEls % 3B Es © @O - iMook o © oM S0 N ©
AN o0 4 ¢IlY S Y 9 < 000w 00 © © ©[©© [ O[O I~ [0 @ © 0 © 0 0
B e I B L ek R I Rl R I g = e S e e e e e PR e
HE>0 XBPHA oA4adAqa Sm SAasExeaEs>an HE®NO MO nO nE< > oNMoHdmMoS>

e Molecule 1: FIBRINOGEN ALPHA CHAIN

D192

iA:
Chain D: 46% 32% 9% 13%

~
L)
o

e Molecule 1: FIBRINOGEN ALPHA CHAIN
%
Chain G: : 52% 21% 10% 16%

Smd ST
@ o oo I <
] P T
= H (=4 ~ =

e Molecule 1: FIBRINOGEN ALPHA CHAIN
6%
Chain J: — 49% 23% 9% . 17%

o s e )
5t

e Molecule 2: FIBRINOGEN BETA CHAIN

R118 [ ]
L122
K123
K125
K129

o vm
On M
= =
= o4

V140

<
-
=

V145
D146
M147

V121
D153
D155
1156
R159
C161
A168
R171
Y178
E179
K183
V188

A190
K191

Q134
R149
V152
1154
K176
Y178
E186 @

~
©
=
o

V188
A190
K191

C161
R171

HHHE

V140
01!L
V145
M147

o
.o
=

D153
I158
R159
ci61
L175
K176
D177
Y178

E151



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

2XNX

wwPDB X-ray Structure Validation Summary Report

Page 7

3%

5%

5%

35%

56%

Chain B

0TS

v0Td
€021

102D
00Zs
66TA

68TH

1818

S81d

2811
@ 181X

6LTI

9L74

L]
TLTI

6974
8911

€9TL
291d

09TN

SGTd

@® €STI
® <CSTX

0STH

062

S8TA

€824

@® 0821l

8.T1

€Led

0.2

89¢d
L9za
29zM

vier
€12d
(4148

602y

Sled
vLed
ELEN

TLEN
0LEH

89€L
LIEW

8GES

9G€D

PSEN

8vEL

Twes
[0)7208

8EEL

@ 6ced

LTED

@® SCEH

YTEN

[45°98

0T€T

L0€d

SOEN

Ll

6621

962N

097

8G¥d
LS¥d

PSvI
o0}
ST

LYTN
IS

ia47:
ev¥S

6ETN

LEVM

SEVA

(45744

0EYD

21472}

S¢ha
i£47:

FIBRINOGEN BETA CHAIN

(44723

21vd

e Molecule 2

(154

90%4

€0¥M
covM

2%

5%

36%

55%

Chain E

L7121

€12
(4545

012

S0zA

2oeN

66TA

96Td
S6TL

69TH

S9TT

8STN

9GTL

751Q

0STh

L,0€d

SOEN

T0ED

6621

Leca
962N

0629

88C1

782N

282H
182d

LLTV

S.LZN

€.24
TL2b

89¢d

90%d

€0PM
covM
T0%D

TEEA
0€EL

el - N OO~ 00O o g O N 00O NMm
bR EREER RS ] FER R
=Aa 2N=] CEEE=== n = nEmx =N =X

82€DH
12€d
9CER

cTen
Teen

91€ed
sTed

CIel
T1€T
0T€T
60€d

(44728

61¥D

STPY

ETPN
21vd

e Molecule 2

(U524

FIBRINOGEN BETA CHAIN

3%

5%

+

32%

59%

Chain H

8zTh

612D
81¢H
L12)
9124

{4548

602Y

3

S02A
v0ed

102D

98TA

€874
2811

6LTI

9.74
SLTT

TLTT

6914
8911

S9TT

T9TI
09TN

9STL

YIEN

[45°3%
T1€T

60€d
80€L

SOEW
20eT
T0ED
00€s
6621

962N

621

Tecd

Ll

1820

6N

0LTX

89¢d
192a

092/
65¢CS
852D

952b

€52b
{414}

0SelL
67CH

LvTd

YT
Tvea
0%2d

3

20vM

00%D

86€d

96€M1

T6€4

68€Q

L

¢8EN

9.LES

ELEW

TLEN
0LEH

89¢€L
LIEN

£9€d

TOEW

YSEN

CTSEY

0s€d

EVEN

Tves
0%€I

8EEX

veed

TEEA

® 6S%d

LS¥d

YSvI
oisin
[asizy
18%s
0S¥

b4
ev¥S
[47470]

8ET
LETM

+

{45748

STva

(44723

STPY

O

R LDWIDE
PROTEIN DATA BANK

W



2XNX

wwPDB X-ray Structure Validation Summary Report

Page 8

FIBRINOGEN BETA CHAIN

e Molecule 2

3%

6%

34%

58%

Chain K

80€L
L0ed

T0ED

6621

7621

0821
6.CN

9.LCTA

€L2d

89¢d

+

€929

LS2a

€5zh
[4[an

6vcM

s¥vea

ved

6ETA
8ETA
LETH

S€Td
veen

® <CEva
TEVL

6CVH

O - Nm = N ~
Mo <~ -y A
B S <+ < <
<<= =/ = o > <<

9074

£0¥M
covM
T0%D
@ 00%D

Z8EN

LLEL
9LES

vLed

89€EL
LIEN

S9€Y4
£9¢€d
63eb
67EV
L%€D
Tves
8EEX

0gEL

8CeD

® VCev

YIEN

{45598

60€d

LS¥d

SGPY
Y51

[4siz)|
T16%S
0S¥

FIBRINOGEN GAMMA CHAIN

o 8¥vYd
LYY
IS

e Molecule 3

14473
EVVS

8EVN
LEVM
9EVA
SEVA

5%

29%

63%

902x

€02a

8611
1674

T6TL
T6TM

S8TQ

€814

6LTT

CETT

0ETY

ST

9118

T6ET

88€d
L8ET

S8¢€x

B6LEW

LLEX
vLlel

€LeN
TLEM

0zead

81ed
LTEN

STEM

FIBRINOGEN GAMMA CHAIN

e Molecule 3

5%

5%

33%

58%

Chain F

6.L171

9LTh

6ETD
8ETd

8TIN

9T1S

€111
(495

60T&

vota

i

00TI

964

1824

8.LTK

3
i

€LTA

Y92
€92V

zsea

0521

9¥%TT

vl
® 1%V

08TA

LLEX
9.LeM
S.eY

cLeEM
TLEL
0LEY

4518

21298

7ve1
€VEH

O

R LDWIDE
PROTEIN DATA BANK

W



2XNX

wwPDB X-ray Structure Validation Summary Report

Page 9

26eT

88ed
L8€1

e Molecule 3

S8€N
¥8EN

6LEN

FIBRINOGEN GAMMA CHAIN

3%

25%

67%

Chain I

¥0cd

8611
1674

S6TD
v6Td

T6TM

08TA
6L11

L9TX

7918

(4158
191V
091D

8STN
LSTYV

$ST0

2STa
8CTA
¥Zr1
0T
8TIN
LTIN
9118
€TTI
60TX
80Td
L0TI
vota
00TI

Y6

CEES
6zed
LIEN
viel

80EN
LOEH

882d
182D
98TV
1824
8.LTK

i 2X88

892D

£9ey

09ey
6SCL

2¢sca

Svev

6£2h

9€CI

YECH
€ecI

0€TN

LTTh

A

812CT
LICH
912H

06EN

FIBRINOGEN GAMMA CHAIN

e Molecule 3

32%

i

60%

3%
[

Chain L

8GTN

9GTI
SSTa
STd
€910

TSTH

(440"
LETH
eI

E€ETY
CeTd

STTA

611D

182D
98¢V
$82a
1824
LLT1

S.2d
§2Xa8

8929

I

€92y

69CL
89¢S

TSca
0§21
6¥2d

PAZ4:S
921

€vzd
o el |

15744

€eTI
e

622D
8¢C1
Legh
0zzd
8121
ST12d

60CI
80CM

902H
S02x%
v0cd
L67Y4

v614
E€6TA

T6TM
€874

® 6971

98€1
S8€%

@® T6ET
T6€4

68€4

: M PROTEIN

e Molecule 4

26%

18%

50%

8%

Chain M

00zZb

7613

2c6et1d

CETH

M PROTEIN

8€TS
LETI

veed

444"

e Molecule 4

Teey

L1271

® 90T1

26%

7%

17%

49%

9%

Chain N

R LDWIDE

O

PROTEIN DATA BANK

W



2XNX

wwPDB X-ray Structure Validation Summary Report

Page 10

L8TIN

3

281d

08TS

8LT0

9.TI
SLTV

1911

8TV

0STD

(445t
e T7Id

® €11

8€TS
LETI

TeeT

82T

L1271

O

R LDWIDE
PROTEIN DATA BANK

W



Page 11

wwPDB X-ray Structure Validation Summary Report

2XNX

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 112.72A  216.87A 140.81A .
Depositor
a, b, c, a, B, 90.00°  102.54°  90.00°
. 116.25 — 3.30 Depositor
Resolution (A) 116.25 — 3.30 EDS
% Data completeness 96.5 (116.25-3.30) Depositor
(in resolution range) 96.5 (116.25-3.30) EDS
Rinerge 0.11 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.97 (at 3.33A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.277 , 0.325 Depositor
) Thfree 0.241 , 0.282 DCC
Rree test set 4832 reflections (4.90%) wwPDB-VP
Wilson B-factor (A?) 80.6 Xtriage
Anisotropy 0.582 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33, 102.6 EDS
L-test for twinning? <|L| > =044, < [?> =027 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 23867 wwPDB-VP
Average B, all atoms (A?) 77.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.38% 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

PROTEIN DATA BANK
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5 Model quality (i)

5.1 Standard geometry (i)

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | ¢ o7 #|Z| >5 RMSZ #|Z| >5
1 A 0.57 1/610 (0.2%) 0.88 2/813 (0.2%)
1 D 0.52 0/629 0.83 1/836 (0.1%)
1 G 0.59 1/593 (0.2%) 0.88 1/792 (0.1%)
1 J 0.51 0/592 0.87 1/788 (0.1%)
2 B 0.55 1/2573 (0.0%) 0.89 3/3478 (0.1%)
2 E 0.55 1/2545 (0.0%) 0.89 0/3439
2 H 0.52 0/2581 0.85 2/3487 (0.1%)
2 K 0.56 1/2536 (0.0%) 0.87 4/3427 (0.1%)
3 C 0.55 1/2494 (0.0%) 0.88 2/3372 (0.1%)
3 F 0.54 1/2502 (0.0%) 0.87 1/3383 (0.0%)
3 I 0.51 0/2475 0.82 1/3346 (0.0%)
3 L 0.55 1/2510 (0.0%) 0.86 0/3393
4 M 0.50 1/876 (0.1%) 0.98 3/1169 (0.3%)
4 N 0.49 1/876 (0.1%) 0.95 3/1169 (0.3%)
All All 0.54 | 10/24392 (0.0%) | 0.87 | 24/32892 (0.1%)

The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 460 | GLN C-N -6.95 1.23 1.33
2 K 458 | PHE C-N -6.92 1.23 1.34
4 N 238 | SER C-N -6.92 1.23 1.33
1 G 195 | PRO C-N -6.91 1.23 1.33
3 L 392 | LEU C-N -6.91 1.23 1.33

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

Mol | Chain | Res | Type | Atoms | Z | Observed(°®) | Ideal(°)
1 G 182 | GLN | N-CA-C | -8.08 104.02 114.04
4 M 171 | ALA | CA-C-N | 7.05 134.38 121.70
4 M 171 | ALA | C-N-CA | 7.05 134.38 121.70
1 A 182 | GLN | N-CA-C | -6.70 104.45 114.64
1 D 182 | GLN | N-CA-C | -6.62 105.49 113.97
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There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 609 0 649 18 0
1 D 628 0 676 25 0
1 G 991 0 628 18 0
1 J 991 0 632 25 0
2 B 2509 0 2367 104 0
2 E 2483 0 2345 99 0
2 H 2517 0 2380 87 0
2 K 2474 0 2337 87 0
3 C 2428 0 2273 76 0
3 F 2436 0 2284 85 0
3 I 2409 0 2261 26 0
3 L 2444 0 2293 87 0
4 M 874 0 886 33 0
4 N 874 0 886 43 0

All All 23867 0 22897 759 0

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

hydrogen atoms). The all-atom clashscore for this structure is 16.

The worst 5 of 759 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)
4:M:171:ALA:HB3 | 4:M:172:LEU:HB2 1.24 1.14
2:H:351:ASN:HD21 | 2:H:354:MET:HE3 1.10 1.08
2:H:240:CYS:HB3 | 2:H:242:MET:HE3 1.33 1.08
2:H:351:ASN:ND2 | 2:H:354:MET:HE3 1.78 0.98
2:B:169:ARG:HD3 | 4:N:155: TYR:CE2 1.97 0.97

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

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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 73/87 (84%) | 53 (73%) | 15 (20%) | 5 (7%) |
1 D 74/87 (85%) 58 (78%) | 14 (19%) | 2 (3%)

1 G 71/87 (82%) 54 (76%) | 8 (11%) | 9 (13%)

1 J 70/87 (80%) 52 (74%) | 13 (19%) | 5 (7%)

2 B 311/328 (95%) | 248 (80%) | 52 (17%) | 11 (4%)
2 E 308/328 (94%) | 244 (79%) | 51 (17%) | 13 (4%)
2 H 311/328 (95%) | 255 (82%) | 43 (14%) | 13 (4%)
2 K 307/328 (94%) | 248 (81%) | 47 (15%) | 12 (4%)
3 C 301/319 (94%) | 235 (78%) | 60 (20%) | 6 (2%) 6
3 F 302/319 (95%) | 244 (81%) | 48 (16%) | 10 (3%)
3 I 298/319 (93%) | 243 (82%) | 48 (16%) | 7 (2%)
3 L 303/319 (95%) | 245 (81%) | 46 (15%) | 12 (4%)
4 M 106/146 (73%) | 93 (88%) | 10 (9%) | 3 (3%)
4 N 106/146 (73%) | 97 (92%) | 7 (%) | 2 (2%) 6
All | Al | 2941/3228 (91%) | 2369 (81%) | 462 (16%) | 110 (4%)

5 of 110 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 338 TYR
2 E 341 SER
2 E 439 ASN
3 F 240 SER
1 G 192 ASP
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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 69/82 (84%) 56 (81%) 13 (19%) |
1 D 71/82 (87%) 60 (84%) 11 (16%)

1 G 67/82 (82%) 60 (90%) 7 (10%)
1 J 67/82 (82%) 57 (85%) 10 (15%)
2 B 270/286 (94%) 248 (92%) | 22 (8%)
2 E 267/286 (93%) 250 (94%) 17 (6%)
2 H 271/286 (95%) 254 (94%) 17 (6%) 16| 44
2 K 266,286 (93%) 246 (92%) | 20 (8%) 12 38
3 C 255/267 (96%) 240 (94%) 15 (6%) 181 46
3 F 256/267 (96%) 233 (91%) | 23 (9%) E 31
3 | 253/267 (95%) 240 (95%) 13 (5%) 21 50
3 L 257/267 (96%) 240 (93%) 17 (7%) 157 43
4 M 94 /130 (72%) 82 (87%) | 12 (13%) 18
4 N 94/130 (72%) 80 (85%) 14 (15%) 13
All All 2557/2800 (91%) | 2346 (92%) | 211 (8%) 34

5 of 211 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

2 H 308 THR
1 J 158 ILE
4 N 148 ILE
2 H 330 THR
3 I 198 LEU

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 45
such sidechains are listed below:

Mol | Chain | Res | Type
1 J 182 GLN

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

Mol | Chain | Res | Type
2 K 411 ASN
2 K 158 ASN
2 K 243 ASN
3 L 130 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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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 75/87 (86%) 0.29 4 (5%) 32 22 42, 82, 154, 183 0
1 D 76/87 (87%) 0.13 1 (1%) 75 56 28, 72, 145, 164 0
1 G 73/87 (83%) 0.36 1 (1%) 73 55 36, 83, 157, 208 0
1 J 72/87 (82%) 0.31 5(6%) 23 |16 41, 87, 139, 162 0
2 B 313/328 (95%) 0.19 9 (2%) 53 35 21, 68, 147, 196 0
2 E 310/328 (94%) 0.01 5(1%) 70 52 18, 60, 121, 187 0
2 H 313/328 (95%) 0.10 9 (2%) 53 35 21, 71, 140, 196 0
2 K 309/328 (94%) 0.18 11 (3%) 46 31 25, 77, 149, 196 0
3 C 303/319 (94%) -0.06 4 (1%) 75 56 15, 55, 105, 180 0
3 F 304/319 (95%) -0.02 7(2%) 61 42 20, 61, 112, 208 0
3 | 300/319 (94%) 0.18 9 (3%) 52 35 30, 78, 149, 191 0
3 L 305/319 (95%) 0.06 9 (2%) 52 35 23, 69, 122, 187 0
4 M 108/146 (73%) 0.66 11 (10%) F 120§ 10} | 38, 126, 180, 208 0
4 N 108/146 (73%) 0.57 13 (12%) 19 31, 111, 169, 201 0

All All 2969/3228 (91%) 0.14 98 (3%) 49 33 15, 70, 150, 208 0

The worst 5 of 98 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
4 M 142 | GLU 6.2
3 C 363 | TYR 6.0
3 C 323 | GLU 5.1
1 A 193 | LEU 4.4
3 F 196 | LYS 4.0
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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)

There are no oligosaccharides in this entry.

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
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