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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
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) 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 : 4.02b-467

Xtriage (Phenix) : 1.13
EDS : 236
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) : 2.36
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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 2.65 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 BT _ 0.229
Clashscore INT I - .
Ramachandran outliers INf™ [| D 1.0%
Sidechain outliers D 12.4%
RSRZ outliers I D 5%
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rfree 130704 1332 (2.68-2.64)
Clashscore 141614 1374 (2.68-2.64)
Ramachandran outliers 138981 1349 (2.68-2.64)
Sidechain outliers 138945 1349 (2.68-2.64)
RSRZ outliers 127900 1318 (2.68-2.64)

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
1 A 802 £ 79% 16%
1 C 802 < 77% 17% -
1 E 802 : 79% 16%
1 G 802 L 78% 17% B
2 B 1334 69% 22% . 5%

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

Mol | Chain | Length Quality of chain
2 D 1334 £ 69% 22% US%
2 F 1334 = 67% 22% 6%
2 H 1334 = 67% 23% 7%




Page 4 wwPDB X-ray Structure Validation Summary Report 6RUT

2 Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 64181 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 Mgp-operon protein 3.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 78l ggtlzl 37%8 1(1)\(I)Q 1;.40 g 0 0 0
1 ¢ 7o gggzl 37C51 1(1)\(1)6 1%6 g 0 0 0
LB | ™ G g0 o0 s o | 0 | 0 |0
L] ¢ | gy ares o1 1943 ¢ 0 0 0
e Molecule 2 is a protein called Adhesin P1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 1268 gggzl 63%3 1(13\;9 15?42 1S4 0 0 0
2 b 1265 ggtla; 62C93 1(13\;6 15%5 184 0 0 0
2 K 1250 ggt;;l 62(312 1615\158 15%9 1S3 0 0 0
2 H 1247 g%‘;l 62028 1(?24 152)3 183 0 0 0
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 A 62 ngal 602 0 0

3 B 121 Tioztfl 1(2)1 0 0

3 C 87 ngal 807 0 0

35 | D E I 127 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 | E 69 ngal (% 0 0
3 F 70 T‘;Bal % 0 0
3 | @ 49 ngal g 0 0
3 | H 58 ngal 5% 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: Mgp-operon protein 3
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: Adhesin P1

e Molecule 2

5%

* SOTX

66N
861

22%

69%

Chain B

oqace
612h
60CA
5021

02T
€0TA

TOTA

66TN

761S

L8TA
98T)

v8TA

08TM

LT

YSTA

2STS

0STN

8V

EVTI
[474¢8

8ETY

EETA

0€TI

SzTT

L1TV

STTT
174278

TveEA

veexn
€€ed

82ed
LTEL

8TEL

T0eX

662d
£6CN
1621
06271
68CS
98zh

€824

T82A
082d

8.2

9.Ley

TLTL

0LT1

89T

® §9¢s
79CH

29zs

6SCL

9821

4443

{4498

0¥%2T
6€TH
8ezh
LETL
9€Td

]
¥esd
€2ST

3

8L¥L

9LV
S.LvY

L9%4

994

8G7A
LST

EG7N

8¥va

6EVS

LEVA

TEWA
TEYH

(4470

(47

8T¥N

T1vd

96€L

T6EN

L8EX

78el

L9EA

S9ex

29ea

CSEH

0sed

Svea
4498

€590

05971
679N

€%9S
cv9s

8€9d
TEIN
6290

T29K
0CZ9H

819D
719D
1190
0790
60971
965D
06Sb

18594
9894

7891

V.LSH
€LS)

895X

2951

LSSH

6791

TYSA

9€SY

0ESM
6254

1251

TLLI

i

69.d

99.Q

8S5.LS

9S.LT

674

0vLM

8ELL

SELN

CELT

§891

T89N

6198
8191

€L97T

699M
899N

C99X

§59d

698L

95888
@ §ssN
758N

258d

SY8I

£¥8N

L£80

4178

8281

1281

8T8M

L

1181

1081
908N

€08A

L6LS

06.LS

LLLd
9L.d
SLLY

8860

986}
§864

6.L61

S.L6N
v.Ll61

T.64

6964

9961

+

256d

056N

8¥6d
L¥6N

0763

8€6d

ve6N
€€64

3

vTeN
€C61
2T61

0zed

1064

€06N
0061
S68N
2680

€881

SOTTh

680TN

290TL

TSOTh

9%0T1
SYOTL

Zy0T1

0%0T1d
6€0T.L

9€0TY

L20TM
%2011
L10TQ
C1011

8001
L0070

S00T.L

€00TN
20071

L1661

€668

cveTy

9€CTT

veecIn
€ECTT

S2eT1

€1CTI

Y0CTH

cozta

96TTL

88113
L8TTH

€8TTS

CLITL

0LT1S

SOTIN
YITIN

LSTTL

9YTTL

EVITT

LETTW
9ETIN

1211d

€CTTH
CTTIN

CITTA
60TTd

80TTH
LOTTA

PHETD

CYETA
TPETL

SEETS

TEETA

62ETI

SCETL

8T€T1
L1€74d

vieT1

0T€TH

80€TS

ToeTy

88CT11

¥8CTA

18CTA

LLTTL

v.21d

(kAN
TL2Td
0L2TL
69CTA

€92Td
C9TTIN

09ztTd
6SCTI
8SCTh
LSTIN

e Molecule 2

§S8¢Td

0SCTH

Adhesin P1

5%

22%

69%

O

R LDWIDE
PROTEIN DATA BANK

W



6RUT

wwPDB X-ray Structure Validation Summary Report

Page 9

0T1d

LETL

SETN

i

LTTA

S2TT

€eed

1

612h
60CA

%021
€0CA

Ll

¥61S

L8TA

4%

CTLTT

YSTA

2S1s

8VTH

€VTI
(47414

011

8ETYH

vera

0ETI

6114
8TTA

STT1
12978
€TTH

1

CSEH

0sed
sved

TPEA

€€€H

62eb

LTEL
9CEL

TceEM

8TEL

91€d

TOEN

0.2L

b

Y9N

29zs

69CL

6%CS

¥¥es

8CSN
LeSL

€291

LOSA

%0Sd

3
I

8L%L

LT
SL91

LYY

L9774

S9%4

8G¥A
LS¥H

E€G¥N
8vvd
6EYS
8EYN
LEYA
9EYN
[453728

(4475

0z¥ys

STPY

1194
0T%a

20%d

96€L

68EY

¥8€1

08eEN

L9EA

€9¢ed

699M

1

CT99X
7991

§G9d

6%9%

€798
Zv9s

CTEON
929d
TC9A
819D
0190

909D
S09A

T09d
009Y

969D
0650
1883
%891

¥.SH

cLSd
TLST

8954

C9SL

6791

(47418

LELN

SELN

CELT

62L1T
8zLb

etk §

0zLd

8T.L4

789N

T89N

6.L9S
81971

€L971

L

0.8d

Ll

6584

298d
7684
0S8A
6780

S¥8I

£78N

%80

7181
908H

€08A

+

2G6d

056N

F

9V6L

EV6)

F

8€6H

9€6d

YE6N

ze6d

ST6M

€261
[44:y¢

0zed

L06Y

0061

2680

9ETIN

F

CTTIN

L
+

LITTL

80TTD

20T1d

00TT1

680TN
G80TH
8L0T1
LL0TS
9,014
190TS

290TL
T90TM

63070
2S0Th
9%0T1
SYOTL
¥P0TI
6E0T.L
9€0TY

€e0ta
CTEOTL

L20TM
Y2011

L1010

TTOTN

8¥CTL

vvers

9€TT1
SETTN

+

§geT1

€12T1

80CTH

70T

cocta

96TTL

F

06TTL
68714
88114

L

v81Td

+

CTLTITL
TLITD
04718
69TTA

SOTTN

8STTV
LSTTL
9GT1D
0STTH
LYTTH
EVITT
0PTTT

LETTW

CYETA
TVETL

TEETA
LZETH
$ZETD
61€Td
8T€TT
L1ETY
PIETT

0T€TA

T0€TY
L6210
88CT1

V8CTA

28T1a
T8CTA

LLTTL

v.21a

TLTTT
TLeTd
0LZTL

LSTIN

w1y

P1

Adhesin

e Molecule 2

3%

22%

67%

Chain F

(448
612d

b

® 60CA

$S02T

€0TA
20Td

00271

CBTA

L8TA
98TY

28Td

€LTL

0L1d

€971

¥STA

TS1d

(4%
8V

+

EPTI
cvia

TeTd
0€TI

+

STTT

® €1

TTIN

O

R LDWIDE
PROTEIN DATA BANK

W



6RUT

wwPDB X-ray Structure Validation Summary Report

Page 10

8zed
L2eL

(448

61€d
8TEL

91€d

cred

TOEN

662d

T621

t

6392l

95T1

¥¥es

(4448

0%TT

L9%4

1

62va

442

(4475

0zvs

ST¥Y

3

0T¥%a

Ll

€6€1

06eY

¥8eI

vLleM

TLed

L9EN

1

S9EN

€9ed
29ea

0sed

174278

TvEA

veex
€eex

819D

0790
6091

S09A
969D
0650
18894
7891
Y.LSH
€LY

cLsE
TLST

895K
L9S)

§954

29SL

LSSH

6791

L¥SN

(47418

8ESY

9€5Y

0ESM

8CZSN
1281

¥2ed

1

0281

9LV
SL)

8zLb
ScLy
11,3
YL
0TLI
60X
80.La
L0.Ls
9041
20LT

8691
1691

S69V

€691
2698

989N
S894
789N
T89N

6198
8191

€L971

899N

799M

T99K

6598

S59d

€990

i

6793

cv9s

8€9d

TEIN

TEIN
TEON

i
*

I8N

6080
808L
08I
908NH

€08A

66.L1

1618

LI
9L.d

89.LT

99.a

i

09.1L

15.Q

TSLL

674

EVLA

+

B6ELN

EELN

9%8d

L£8b

i
L

vE8A
8¢8I
1280
928d

€T8N

7281

1184

0E0T.L
620TI

%2011

C1071
TT0TN

8001d
L00TH

S00TL

€00TN
C00TT

766S
£66S

¥

$864

€861

6.L61
8.L6S

SL6N
v.L6L

+

1964

856N

3
L

2¢S6d

8%64

Y761

8€6d

LETTW
9ETTIN

+

€CTTH

+

LITTL
9TTTD

VIV

LOTTA

SOTTh

20T1d

@® 680TIN
LL0TS
v.L0TL
TLOTS

L9018

6S0TD

2SOTh

97011

TvoT1

8€0TYH

9€0TY

€€0Ta
CEOT.L

9vCIS

(oiz41i]
6€CTD

9€CTT
SETIN

€ETTT

F

6CCTA

weein

€12TI

Y0CTH

2ozta

96TTL

16118

68113
88113

8LTTL

€LITI

@ 8STIV
@ LSTTL
L]

L

9VTTL

YYETD

CYETA
TPETL

LEETL

6CETI

8T€T1

X
~
©o

@ 0T€Td

+

TOETY

¥8CTA
L]

2821a
T18CTA

LLTTL

v.21d

e Molecule 2

[Xa ]
T.273
@ 0211

Adhesin P1

3%

7%

23%

Chain H

L6N
96d
S6N
6
884
188
€84
8.1

89M

99T

€94

TOA

60CA

7021
€0TA

TOZA
00271

T6TA

L8TA

v8Td

08TM

CTLTT

€971
291d

TSTA

2§18
TG1d

@ 6%1d
8V

t

(44408

B6ETY
8ETYH

EETA

0€TI
62TV

LTIN

8TTA

STTT

11958

e 011d

SOTY

€0TA

00TI

0.TL

6521

¥¥es

(4448
0¥%TT
LETL

9€Td
SETN

€eea

ozeA
6120

L12N

O

R LDWIDE
PROTEIN DATA BANK

W



6RUT

wwPDB X-ray Structure Validation Summary Report

Page 11

0ozys

STV

3

0T%a

96€L
S6ED

L8EA

¥8€L

vLleM

TLed
0LEX

99€EN
S9e)

29ea

0sed
svea
74498
£ved
TvEA

veex
€€ed

82ed
® LCEL

@ 61€d
8TEL

e 91€d

1854

G§8ST
7891

€LS)
¢LSH
TLST

899K
L98Y

S954
T9SL
(4418
9€5Y
0ESM
6254
82ZSN
1251
€291
0281
L0SA

708d

3
3

8L¥L

9LV

1974

S9%d

8S¥A
LSTW

EGTN

8vva

6E7S
8ETN

[4572:8

I:

STy

0TLI
60X

L0.LS

20LT
T0Ld

1691
S69Y
989N
9894
789N
TS9N

6.L9S
8197

€L97T

899N

T99K

65998

S59d

€990

679
8€9d
7EIN
E€EON
TEIN

6290

L

819D

0T9d
6091

909D
S09A

765d

06Sb

928d
€T8N
2c8d
7281
0284
1184

218N
1181

08I
908

€08A

L6LS

S6LL

LLL4
9L.d
SLLA

TLLI

L

69.d
89.LT

99.Q

15.Q

TSLL

674

+

B6ELN

LELN

8TLh

o7 8

3

8€6d

ve6N
€€64

veeN
€261
2261

0zed

S1671

TO6N
0061

S68N

2680

788d

898A

@® 9S8S

¢S88d
@ 188}

9%8d

£78N

9€8A

451578

8¢8I
1280

ZS0Th

0S0Th

9%011
S70TL

Zv0oT1

9€0TY

F

T€0T4

62071

T

L20TM

L1010

CT1071
TT0TN

800Td
L00TD

S00TL

€00TN
C00TT

L6671

266S

F

+

896N

2S6d

L76N
9761

9STTD

0STTH

9PTTL

LETTH
9ETIN

YCI11

CTTIN

LITTL

YITTY

60TTd
80TTh
LOTTA

20T1d

V.L0TL

TLTTT

® 0.2TL
@ 69CTA

C9CIN
19214

8YCTL

[44441

LETTI

SETTIN
veTIA

S2CT1

T2

€1CTI

Y0213

cozTa

96TTL

6CETI
8Z€Td

9ZETY

® TIET

@ O0T€eTd
@ 60€TA

® LOETA

88211

Y8CTA

2821a

18CTA

® L.TIL

vic1a

O

R LDWIDE
PROTEIN DATA BANK

W



Page 12 wwPDB X-ray Structure Validation Summary Report 6RUT

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 151.00A 157.28A 192.37A .
Depositor
a, b, c, a, B, 90.00° 93.81° 90.00°
. 121.66 — 2.65 Depositor
Resolution (4) 150.67 — 2.65 EDS
% Data completeness 73.2 (121.66-2.65) Depositor
(in resolution range) 73.3 (150.67-2.65) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.81 (at 2.65A) Xtriage
Refinement program BUSTER 2.10.3 Depositor
R R 0.187 , 0.224 Depositor
7 Phfree 0.199 , 0.229 DCC
Rree test set 9457 reflections (4.99%) wwPDB-VP
Wilson B-factor (A?) 33.5 Xtriage
Anisotropy 0.079 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33, 26.2 EDS
L-test for twinning? <I|L| > =044, < [?> =026 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.89 EDS
Total number of atoms 64181 wwPDB-VP
Average B, all atoms (A?) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 8.87% 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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#data_stats
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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 | pyio7' 0 17155 | RMSZ #|Z| >5

1 A 0.48 0/6136 0.74 0/8340

1 C 0.48 0/6122 0.74 0/8321

1 E 0.47 0/6141 0.74 0/8347

1 G 0.48 0/6147 0.74 1/8355 (0.0%)

2 B 0.50 0/10187 0.76 1/13863 (0.0%)

2 D 0.49 0/10167 0.76 | 4/13836 (0.0%)

2 F 0.46 0/10069 0.73 | 2/13701 (0.0%)

2 H 0.48 | 1/10044 (0.0%) | 0.72 | 2/13668 (0.0%)
All All 0.48 | 1/65013 (0.0%) | 0.74 | 10/88431 (0.0%)

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 H 1115 | TYR | CA-C | 7.32 1.72 1.52

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

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
2 D 1165 | ASN C-N-CA | 7.25 137.53 122.30
2 H 989 | SER | CA-CB-OG | -5.95 95.13 111.20
2 D 530 | TRP N-CA-C -0.77 95.43 111.00
1 G 367 | SER C-N-CA 5.75 136.09 121.70
2 B 856 | SER C-N-CA 5.64 135.79 121.70

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


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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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 6013 0 5805 61 0
1 C 5999 0 5794 71 0
1 B 6017 0 5809 62 0
1 G 6023 0 5814 90 0
2 B 9938 0 9645 145 0
2 D 9918 0 9631 163 0
2 F 9822 0 9548 155 0
2 H 9798 0 9529 199 0
3 A 62 0 0 0 0
3 B 121 0 0 2 0
3 C 87 0 0 0 0
3 D 137 0 0 5 0
3 E 69 0 0 0 0
3 F 70 0 0 1 0
3 G 49 0 0 0 0
3 H o8 0 0 2 0

All All 64181 0 61575 915 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 7.

The worst 5 of 915 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:G:812:ASP:OD2 | 1:G:815:LEU:CD1 1.72 1.35
1:G:255:VAL:HG23 | 1:G:726:GLN:HB3 1.19 1.11
1:G:812:ASP:OD2 | 1:G:815:LEU:HD13 1.36 1.09
1:G:812:ASP:0OD2 | 1:G:815:LEU:HD12 1.54 1.06
1:G:460:GLN:CA | 2:H:812:ASN:HD21 1.68 1.05

There are no symmetry-related clashes.

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
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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 773/802 (96%) 717 (93%) | 50 (6%) 6 (1%) 19 29

1 C 771/802 (96%) 715 (93%) | 48 (6%) 8 (1%) 151 23

1 E 777/802 (97%) 710 (91%) | 60 (8%) 7 (1%) 177 26

1 G 778/802 (97%) | 719 (92%) | 50 (6%) | 9 (1%) | [13] 19

2 B 1256/1334 (94%) | 1162 (92%) | 87 (7%) 7 (1%) 25 37

2 D 1253/1334 (94%) | 1157 (92%) | 84 (7%) | 12 (1%) 151 23

2 F 1234/1334 (92%) | 1139 (92%) | 80 (6%) | 15 (1%) 19

2 H 1231/1334 (92%) | 1125 (91%) | 91 (7%) | 15 (1%) 13719
All All 8073/8544 (94%) | 7444 (92%) | 550 (7%) | 79 (1%) 151 23

5 of 79 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 366 THR
1 A 367 SER
1 C 368 THR
2 D 618 GLY
2 D 1157 | THR

5.3.2 Protein sidechains (i)

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
1 A 685/701 (98%) 615 (90%) | 70 (10%)
1 C 683/701 (97%) 616 (90%) | 67 (10%)
1 E 684/701 (98%) 612 (90%) | 72 (10%)
1 G 685/701 (98%) 624 (91%) 61 (9%)
2 B 1112/1171 (95%) | 955 (86%) | 157 (14%)
2 D 1109/1171 (95%) | 949 (86%) | 160 (14%)

Percentiles



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 F | 1097/1171 (94%) | 938 (86%) | 159 (14%)
2 H | 1093/1171 (93%) | 951 (87%) | 142 (13%)
All | Al | 7148/7488 (96%) | 6260 (88%) | 888 (12%)

5 of 888 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 E 103 SER
2 H 1346 PHE
2 F 437 LYS
2 H 1301 ARG
2 H 629 GLN

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 188
such sidechains are listed below:

Mol | Chain | Res | Type
1 E 804 ASN
2 F 1311 ASN
2 F 352 HIS
2 F 684 ASN
1 G 183 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 monosaccharides in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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(X?) | Q<0.9
1 A 781,/802 (97%) -0.55 6 (0%) 8,29, 71, 112 0
1 C 779/802 (97%) -0.55 6 (0%) 9, 28, 73, 99 0
1 E 783,802 (97%) -0.58 6 (0%) 7,29, 68, 109 0
1 G 784/802 (97%) -0.53 7 (0%) 8, 32, 69, 104 0
2 B | 1268/1334 (95%) |  -0.51 5 (0%) 7,29, 76, 130 0
2 D | 1265/1334 (94%) |  -0.57 7 (0%) 6, 27, 73, 118 0
2 F | 1250/1334 (93%) | -0.19 42 (3%) 45 9, 44, 103, 136 0
2 H | 1247/1334 (93%) |  -0.03 46 (3%) 41 38 | 14,55,115,149 | 0
All | Al | 8157/8544 (95%) | -0.41 | 125 (1%) 73 71 | 6,34, 91, 149 0

The worst 5 of 125 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 H 856 | SER 7.1
1 A 367 | SER 6.8
2 F 1265 | PHE 6.1
2 H 855 | ASN 6.0
2 H 1294 | GLY 6.0

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 monosaccharides in this entry.



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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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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