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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 2.10 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value

Clashscore ] I 14
Ramachandran outliers NN I 0.3%
Sidechain outliers (] I 7.3%
RSRZ outliers I | W 3.7%

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))
Clashscore 102246 4460 (2.10-2.10)
Ramachandran outliers 100387 4413 (2.10-2.10)
Sidechain outliers 100360 4414 (2.10-2.10)
RSRZ outliers 91569 3948 (2.10-2.10)

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

A

1 A 1073 63% 29% 6% o
%

1 C 1073 63% 29% 7% .
%

1 E 1073 64% 29% 5% e
5%

1 G 1073 60% 30% 7% .
0/0

2 B 382 62% 30% 5% o
o/o

2 D 382 : 61% 34% .
3%

2 F 382 61% 33% 5% «

Continued on nect page...
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Continued from previous page...
Mol | Chain | Length Quality of chain

3%
|

2 H 382 55% 37% 7%

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
2 143 B 269 X - - -
2 143 D 269 X - - -
2 143 F 269 X - - -
2 143 H 269 X - - -
4 K A 5014 - - - X
4 K E 5058 - - - X
5 CL H 5086 - - - X
8 ORN A 5011 - - - X
8 ORN C 5033 - - - X
8 ORN E 5055 - - - X
8 ORN G 5076 - - - X
9 NET A 5012 - - - X
9 NET E 5056 - - - X
9 NET G 5077 - - - X
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2  Entry composition (i)

There are 10 unique types of molecules in this entry. The entry contains 48896 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 Carbamoyl-phosphate synthetase large chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 1058 g(l);ail 51036 1411\;5 15?75 4S5 0 2 0
1 ¢ 1058 g(l)t;él 51030 1411\;5 15?72 4S5 0 2 0
1 £ 1058 3(2)8341 51050 1411\(130 15?79 4S5 0 8 0
1 G 1058 g(l)g%l 51023 1411\;2 15?70 4S5 0 0 0
e Molecule 2 is a protein called Carbamoyl-phosphate synthetase small chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 379 ggtlaél 1 8%4 51113 5C5)5 1SO 0 1 0
2 b 379 2(9)38%1 1 g’) 1 51110 5(5)6 1SO 0 1 0
2 d 379 2(9)38; 15%0 51110 5C5)5 1SO 0 0 0
2 i 379 ggga; 15%0 51110 5C5)5 1SO 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
B 269 143 CYS MODIFIED RESIDUE | UNP P00907
D 269 143 CYS MODIFIED RESIDUE | UNP P00907
F 269 143 CYS MODIFIED RESIDUE | UNP P00907
H 269 143 CYS MODIFIED RESIDUE | UNP P00907

e Molecule 3 is MANGANESE (II) ION (three-letter code: MN) (formula: Mn).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 G 3 Togtal 1\gn 0 0
3 A 3 Togtal 1\gn 0 0
3 | ¢ 3 foral Al 0 0
3 E 3 Togtal 1\gn 0 0

e Molecule 4 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 G 7 To;al I; 0 0
4 D 1 Toltal If 0 0
4 E 7 To;al I; 0 0
4 H 1 Toltal If 0 0
4 B 1 Toltal If 0 0
4 C 7 TO;al I; 0 0
4 A 7 TO;al I; 0 0
4 F 1 Toltal If 0 0

e Molecule 5 is CHLORIDE ION (three-letter code: CL) (formula: Cl).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 G 4 Toial (311 0 0
5 D 1 Toltal (il 0 0
5 E 4 Toial (:11 0 0
5 H 1 Toltal ? 0 0
5 B 1 Toltal ? 0 0
5 C 5 TO;al (;1 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Cl
5 A 5 5 5 0 0
Total Cl
5 F 1 1 1 0 0

e Molecule 6 is PHOSPHATE ION (three-letter code: PO4) (formula: O,4P).

03
02 (O- P O o1
P
04
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O P
6 A 1 5 11 0 0
Total O P
6 C 1 5 11 0 0
Total O P
6 E 1 5 11 0 0
Total O P
6 G 1 5 11 0 0

e Molecule 7 is ADENOSINE-5-DIPHOSPHATE (three-letter code: ADP) (formula:
CioH15N5010P2).
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NH,
o\
-
= '“-4‘::-N_.-~ - .
- W ;‘_\_\;;-OH
o]
OH
PHO gy
05
““Ho 'r>
OH
.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
7 A 1 27 10 5 10 2 0 0
Total C N O P
7 A 1 27 10 5 10 2 0 0
Total C N O P
7 C 1 27 10 5 10 2 0 0
Total C N O P
7 C 1 27 10 5 10 2 0 0
Total C N O P
7 b 1 27 10 5 10 2 0 0
Total C N O P
7 b 1 27 10 5 10 2 0 0
Total C N O P
7 G 1 27 10 5 10 2 0 0
Total C N O P
7 G 1 27 10 5 10 2 0 0

e Molecule 8 is L-ORNITHINE (three-letter code

. ORN) (formula: C5H12N202).
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N OXT
HN  OH
, CJ:.
,.,...éAfS')
CG
ce Oo
N,
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
8 A 1 9 5 9 9 0 0
Total C N O
8 C 1 9 5 9 9 0 0
Total C N O
8 E 1 9 5 9 9 0 0
Total C N O
8 G 1 9 5 9 9 0 0

e Molecule 9is TETRAETHYLAMMONIUM ION (three-letter code: NET) (formula: CgHyoN).

NET

ca

C7
; Cc8

C3

~._C5

co
C1

Ccé
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 A 1 Togtal g T 0 0
9 C 1 Togtal g T 0 0
9 E 1 Togtal g T 0 0
9 G 1 Togtal g T 0 0
e Molecule 10 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
10 A 841 TSOEI 8(21 0 0
10 B 230 1;0;8‘1 2(3)0 0 0
10 C 783 T%t;l 7(8)3 0 0
10 D 304 1;)0(;21 3%)4 0 0
10 E 886 Tgoggl 8(;6 0 0
10 F 263 T206t;l 2(6?3 0 0
10 G 678 T607t§‘1 6(7)8 0 0
10 H 191 Tlogtfl 181 0 0

gPrDE
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6% oo

29%

63%

1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

40/ o

Chain A: -

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
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

e Molecule 1: Carbamoyl-phosphate synthetase large chain

3 Residue-property plots (i)

Page 10

6L 1 veed 0£%a 6v9d 1990 o TELT 6782 96N ® ¥corE
88d L61a £££Q 1 8ped [ | o 8L 1 1 ® £207I
[ | 1 TEET Pét 1 099d e 08.a 9781 063 TTOTY
$8a 674 161 | ogvH 2] 6991 QI g8y 1 of T1eoty |
£8d 1 0g€x raat 799k [ ] 7180 9268 0z0TY
| oged 0613 | | epan Gg9d o Llzil | et8n | | 61010
188 6878 azeN THak [ | I z180 9163 810TS
L oosy | s8Ta | | 2a9y [ tieb L10TL
6.3 1818 1283 6£9a [ | HTLY 0184 | 9t0TL
[ | 9878 1 1 159d 6081 STOIN
a4 1 STEL ) 1881 1 | gosA [ |
BLA HLTH | piEvY 1 0£5a 1080 60078
[ e L e 7€ 0T%a | ezan w9k
2.3 ﬁ-.E 1 1 829y §06d
1M $0EA 707A Lzay + 7060
0LH 1971 1 | eovE 928k £06A I
| 691 9910 1829 20%1 — 829 e 91 1
89d 991d 1 | T0%D [ | i3 e 9681 T00TI
193 7974 et 007Y T259Q 9z9a o 1L 1
991 1 1 1 1 %29 ETLA 2681 I
| g9r 191a [Vh41 £6€d L7954 [ | [4 751 17683
591 oI 1 z6Eh 911 619 T1.d 1
TLTA 1 | gred [ | oI 988d
8GTA 1 688y pTqY TT9L ° ag88d
_ 192V | [erer | 1100 80LI |
694 99zl £8ed z19d 0T9% o oLoua 1883
| 84d €578 1 1 |18V 6090 9043 1 166A
180 | 2SN 09za LLED orga 1 ® SO0LY 1180 0661
[ | 1871 | 69Ty 9LEL 1 | 0L 9188
€81 0STH 852a GLEL G6%) G09L e £0.3 | g8y
| | 2921 | wle1 | vevE %093 o o .81
8vN ££1a 1 £LEY £6%) | g09d e 10.¥ €188 086A
| zerd £6zv zLEa 209N ® 00l zL8%
1874 1 | TLEN [ | o 6693 1
Qw1 08Ty 9za 0LEV 6891 a6aE o 8691 2981
| | [ sspa | o 697 Logy
882a a9gd hmg 2690 ® 969L 1
| p9ed | ® 3691 g8y
+ €9€EN 1891 — e 69L |
ova | g9gd 1 1891 ® €69V #98d o{
6£3 ﬂmE 9zza 1984 wm«u [ | [ |
azeN €8 069d | 99ed L9018
— 8Ty | ovEed + vLvE | GE:EL |
L2a 1 geea 6190 8893 1907
| SITH | £geq 7T | | ogora
(X4 LTIl o0zzA 1198 9891 LEBA 6S0TL
[ | €TTA 672d 89%H 9181 | 804 [ |
811 1 i 1 £898 2S0TH
[ | 6018 Liza LBES | zeon [ |
117 8011 | otex | opEy #9%A 189V 85014
. oorr [y aved 1 099 [ |
68 1 HHEL 09%4 0£84d 0%0TA
83 802a G 6570 9.9 | 6z8h 8765 [ |
LI | za THED 1 5.9 8T8 L6 980Tk
9021 1 999D 7490 128N 9961 [ |
1 6€€1 1 Gs9d €493 1 TEOTS
mmq €028 8££a agpy [ ] TL9Y £y TE0TH
e 20Ty | lgeN #EPQ 4kt oT.od Tz
zd £6b | 1021 9LEN 1 | 1880 0.9a 1280 0963 }
o 1 00zd | ggeT | €9V 0gsa 1 0281 1 52010

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

1KEE

wwPDB X-ray Structure Validation Summary Report

Page 11

1mn

Carbamoyl-phosphate synthetase large cha

e Molecule 1

7%

29%

63%

10
<
-

4%
.

Chain C

T0oTE

88d

80

183

6.3

LLI

cLa

93
991

o Sy
© ©
=] |2

09N
693

QGH

18d

9%1

ova
6€d

1

el

3

96711

0672

8814
1813
98173
S8TYH
081D

9L1H

TLTd

L9971
9910

T91a

66TV

3

€973
CTSTH

0GTH

8Y11

918

+

[474%S

€ETa

TETH
0E€TH
62TH
8T1a
Lgta

vcra

210

3

6072

LOTA
907D

£eea

0EER
62€D

81€d

LOES

6623

9621

62y

8.2

j2k4cs
£.2H

TLTA
L9y
09za
66Ty
86za

8¥cI

LeTd

eporacd

9zTa

148
€eea
[444:s

6123

L1cd

S1Td

24,

L0cTa

S0T1

£0TH
20Ty

002d

09%4
6970

0sva

LY9T

157444

PEVQ

8TH1
LT%a

SThY

1472’8
TThL

3

8T%d

STP1
ASA)

(4528

01T%a

£0%3

+

£6€d

S8EN

£8€d

LLED
9LgL
SLEL

€LeY
TLEQ

€g9ea

6v€d

8€ed

been

899a

71990
0853
6%93
8%sa

ey
i

{47478

6€£90

fefoiicy
veSY

0€sa
pRach
9TSK
STSA

1280

61Gh
819d
L1949

YTSY

oSy
€08V

008V

88%d
18%a

28%L

8.L%3

9L%A
SLoN

eLvE
TLYT

0LwA

L9%3

099d
6994

9693
%991

2694

L%9d
9%9L

S€9d

€694

0E€9A

8293

9290
i44°kS
€291

1294

8194

¥19a

609a
809L

3

€094

ooon

9693
$6S1

2690

6891

1891

€8GA

6,90

L.G3

€9SN
C9SI
T99%
0953

e TelLH

@ S0.LY
Y0LY

TOLA
TOLY
00LK

LL94
9,93

vL9a

L99a

YLLT

CTLLH
TLLE

69.0

S9.La

8T6KW

3

S06d
706d

T069D

i

T66A

6.8A

L.80

+

€.8S
cL8d

698K

S98Y

984

LEBA

1

TT8A

0281

LT0TL

P10TI
€10TI

LOOTN

F

S66H
7661
£66)

886d

9861

1861
0861
6L61

GL6H

£L6Y

0463

k

9963

65960

F

9663

€860

9263

@® €L0TY

TLOTD

690TH
890TH

Carbamoyl-phosphate synthetase large cha

S90TA
9018

F

09072

G071

8%0T4

440!
€%0TL

Twot1a
0%0TX

LEOTYH

L20TY

i

€20TI

e Molecule 1

0Z0T¥

11

5% oo

29%

64%

40/ o
L

Chain E

STTW

oT1d
6073

LOTA
9019

70Td

£8d

184
0831
6.3
8LI

S.¥

LA

89d
1938

S9K
YoL

29a

8Gd
LSa

T8d

) ~ © ]
© © o o ] <
II==II:‘ = IIQII..I‘= IIIII“ IIIIII.-

<
[

-
= o

7674

T6TI
0672

8814
1813
® 9813
S8TYH

1

9L1D

YLIN

TL1d

0L1d
6974
8971
L9171
9910

191d

68TV
8GTA

va1d

TSTH
e TISIL

671V
811
LP1D
9%1S

PRIV

[4a%:,
TP11

6€TI

O

R LDWIDE
PROTEIN DATA BANK

W



1KEE

wwPDB X-ray Structure Validation Summary Report

Page 12

68TN

8TV

28TS

Ll

S.21

*

TLTA

L9TY

99cH

T9zh

0922

892a

¢eed

821

9%ca

6€TY
8€ca
Lgetd
9€TN
feforacs

9gea

S021
7021
€022

002d
661S

L61a
9611

0T%a

£0%3

+

684

£8€d

T8EA

6.LEY

9LEL
SLEL

£LeY
TLed

S9gd

£9eN

69€1
89eN

TSEI

6%€d

YPEL

TheED

6€EI

9EEN

veed
£eed

TEEL
0EER
62ED

LTEY

TTEA
TTER

L1€4

coged

6622

062d

LTSY

STSY

{45k

0TSa

¥09%

008V

2671

06%Y4
68%1
88%4
L8%0a

¥8Y1T

8L%d

vLvE
€L%3

LYY

89%3
L9%3

w9V
6970
8¥¥s
ha
8EVR
YEVQ
8TH1
LTva
9ThY
SThY
2ThL
1291
(474
8T¥%d
LT%a
9T¥%a

(45728

S€9d

TE9Y

Sg9a

6193

¥Toa

1794

6090

%093

zoon

2690

L8911

€894

6.90

.93

.80

899D

€99

0953

899a

999d
baan

4°ikc|

8%9d

474°7

{47478
6€90a
fepoietcd
0€sa

LTSN

® 91.d

E€TLA
TTL]

OTLA

i

80LI

P0LY

2T0LA
TOLY
00LK
6692

2891

@ 089H

€93

TL9Y

6991

999d

G594

7780

T180

0184

,08a

v08d

6.0

€8.3

TLLE

S9.a

£9.0

ToLE

89.La

9G.4

TGL1
® T4.1
® 0S.A

@® 6TLE
8TLA
LTLI

7v6Y

LE6S

626V

8T6H

0163

L0671
9061
S06d
706Q

206D
106d

2683
1681

28814

L48b
9,84

€8S

984

£98)

698A
848D

i

%988

6%8L

¥%8d

1984
0981

LEBA
9€8d
SEBN

£€8Y

Te8Y
0g8d

070TX

LT0TH

vcora

LT10TL

¥10TI

TT10TL

9007

700T¥

2001l
T00TI

666d
8664
® 166D
9663

7661

z66N

£86d

0867

SL6H

cL6d

0L63

+

€963

63860

3

9663

£960

L9671

® €.L0TM

690TH

9013

TOOTH

%6071
€G0TY

9071

Tv01a

1n

Carbamoyl-phosphate synthetase large cha

e Molecule 1

5%

30%

60%

Chain G

LLI
9.3
PR
YLA

OLH

991
S9%
7oL

zoa

89d
150

GSH

TSd

8YN

%1

13

63

LET

8Tk
Lza

€ay

0zl

811

0TI
6S

LI

ex

TLTd
69Td
89TI

L9TI
9910

6GTV
8GTA

SETV

£€Ta

1E€TY

6CTY
8T1a
LT13
j£41
121a
8TTV

PITL

otTtTa
6013

90TH

CoT1
1012

S8Y

68¢CN

8.cH

2610

0613
6813
8814
1813
9872

T8TI

8.L1D

6172

LT%a

STH1

(45728

£0%3
00%Y
£6€d
£8€ed
LLED

9LEL
SLEL

€Led

S9ed

c9oed

8GEN

6%€d

gved
PPeEL

1

0vEL

8€ed

i

€E€Eq

0EER
62ED

92eT
SceN

TZER

11

v62H

(4148

8%sa

ey
L4408
3ol
[474°08

Ll

efisicy
vESY

3

Lzeu
14 8

2184

0153

80SA

T0SY

66%a

06%4
68%1
88%4
18%a

1

1871

8.%d

SLPN
ZAES

89%3
L9%3

09%4

0S%a

L9911

44!

i

EERY

LT%3

STHY

€THA

il44

O

R LDWIDE
PROTEIN DATA BANK

W



1KEE

wwPDB X-ray Structure Validation Summary Report

Page 13

L%9d
9%9L

0%9A

9E9Y%
S€9d

[45:)
TE€9Y

8294

§29a

029d

LTOK

ST9Y

0694

LLS3
9.81

699d
899D

€98

i

6994

L

{4k

08sa
6%9a

9T.d

ETLA

OTLA
60.D
80.I
L0.3
90434

+

S69A

€69V

TLOV

€999

9693

2G69Y
T899V

7082

208s

£9.a

89.a
LSGLQ

TeLE
0gLa
6CTLE
8TLA
LTLI

1

088L
6.81

148
9,83

Ll

6981
8981

1
3

£98Y%

098d
698A
848D

9a68)%

198d
0G8A
6781
8784

S¥8Y
¥%8d

1984
0781

Ll

(44278
TE8Y

€28y

3

8184

9181

18h
€T8A
218l
1780

608

L08da
908b

666d
8664

9663

w661

886d

1861
086A
661

SL6H

TL67T
0.63

3
3

9961

63964

0564

8%6S
L9671

vhed

0v63

9E6N

9zed

czed

816K

L16A
9163

S06d
v06a

® €L0TX

690TH

L9073

32%

G90TA
%9018
TOOTH
owmﬂm
«mmﬂg
SHOTN
P07

0%0TA

LEOTH
9E0TA
GE0TD

CTEOTS
TEOTH
0E0TY

920Ts
ScotTa
veorH
€T0TI

Carbamoyl-phosphate synthetase small cha

610TD
810TS
LI0TL

ST0TN
$10TI

60013

b

SO0TI

TO0Th

e Molecule 2

000TH

11

O/ o

5% o

62%

Chain B

0ZTY

9TTH

0O [ S B - Q) WO I~
~ © © Q) [ =N
o Aa P} e = =1

9LH

pL0

3

0L3
690

1

61CA
81¢CI

T1ca

G0ZI

€02y

6614
861a
LBTA
961V
S6TA

2674

881a

1811

L

1914

84T
LS1a

paIN
€911

T61d
0814

Sy1a

EPTV
(449!

(%444

8E€1d

9€1a
SETD

€ETI
CTETI

4%

STEV
v1ed

CIEH

i

SOEA

E£0EN

TOoEd

86T

6T

98TH
a8TH

SLT1

€.2b
CTLTH

6920

v9cd

29ca

09za
6621

LGTy

0STA

L¥Td
ovTy
Shed

1

1544)

i

6.LEN
8.LeY

SLed

11

€LET
TLER

0Lgd

L9g4

g9ed
Y9EY

C9ea

LGES

Carbamoyl-phosphate synthetase small cha

fefepoics
¥9ed

0ged
6%€S

abex
wvea
eveL
ey
seed
YEEA
CEET

9TeY
S2eT

[44S

0TEL

81€d
L1€0

e Molecule 2

34%

61%

© ©
<+ <+
a (=l

0TTY

LTTY
9TTH

£64

8a

8.0

9LH

Ll

CI

9021

9LTL
SLTM
vL1S

Ll

1918

8GTT

9GTH

YaIN
€971
TS1d
TSTd
0874

8vTH

Sh1a

544
THT1

0vTY

8E€Td

9€1a
SETH

€ETI

1

TETD

vera

coed
T0€H
00€A
862
4148
6.TS

§S.21
i k4

TETH
0€TH

8zch
Lzed

+

9121

c1cy
112a
oTCA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



1KEE

wwPDB X-ray Structure Validation Summary Report

Page 14

81€d
L1€d

CIEH

90EN

€0EN

111

Carbamoyl-phosphate synthetase small cha

e Molecule 2

5% o

33%

61%

4%
-

Chain F

II“ e IIII
H o=

9%d
Sva

£

6EX
8€D

§Ts

6TV
8T

9TH

[4%)

(o3

6674

LBTR

S6TA
v61A
€6TH
2614

881Q

98T

SLTH

0LTH
691S

M

1914

LG1d

feish ]
PaIN
€411

TSTd
0§14

Sh1a
A%

(A4
6€1a

9€1a

€ETI
TETI

62IN

verE

0ZTY

v11a

3

Z1ia

%2Ts
£2TL
ceeh

81CI

9121

9021

®
e Tocv

8LEY

S.e3d
TLET

TLER

0LEd

89€d
L9€4

S9€d

8TEL

STET

czed

81€d
L1€0

90EW

E0EN

10€3
00€A

86cH

682D

98T

6.2S

111

Carbamoyl-phosphate synthetase small cha

e Molecule 2

7%

55%

3%
[

Chain H

LTA

§TS

€TL

8TY

0Td

8A

o™y
H o=

98T
S8TY

@ €81F

691S

1
B

918

9GTH

YAIN

T81d
TSTd
0§14

SH1a

evIV
(440

+

® 9€1d

YETY
€ETI
TETI
TETD

3
3

verE
£CTY

TCI1

8111
LTTY
9TTH

cr1a

¥8a

¥92d
£9CI
9ca

0923

8924

§6cI

j3:t4 4
0GZA

1

S¥ved
¥¥ca

6ETS
[ ]

LETA

€€Td
e
TE€TH

8TTA
Lgea

etdd )

ceeh

9121

%120

[4%4s
1120
0TZA
6021

S0TI

10TV

6674

LBTR
96TV
S6TA

3

161d
0671

@ 881d

0ged
67€S
8ved

9%ed

EYEL

THEH

9EEL

6CEH
8CEL

ozeyd

STET

czed

81€d

STEV
v1ed

CIEH

3

S0€A
4%

coed
T0€d
00€A
66cd

96¢d

62N
T6CH

98T
g8y

6.TS
S.TT
CTLTH

692D

GLed

0Led

L9€4
99€T

voeY
€98V
29eda

89ed
LSES

bged

O

R LDWIDE
PROTEIN DATA BANK

W



Page 15 wwPDB X-ray Structure Validation Summary Report 1KEE

4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 152.40A 164.40A 333.20A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 30.00 - 2.10 Depositor
Resolution (4) 20.99 — 2.10 EDS
% Data completeness 88.9 (30.00-2.10) Depositor
(in resolution range) 88.9 (29.99-2.10) EDS
Rinerge 0.04 Depositor
Rsym 0.04 Depositor
<I/o(I)>" 1.07 (at 2.10A) Xtriage
Refinement program TNT Depositor
R R 0.186 0.211 Depositor
» hfree 0.179 , (Not available) DCC
Ryree test set No test flags present. DCC
Wilson B-factor (A?) 314 Xtriage
Anisotropy 0.089 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.29 , 108.7 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L| > =049, < L? > = 0.32 Xtriage
Outliers 0 of 429876 reflections Xtriage
F,,F. correlation 0.96 EDS
Total number of atoms 48896 wwPDB-VP
Average B, all atoms (A?) 41.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.83% 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

PROTEIN DATA BANK
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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: 143,
ADP, CL, PO4, MN, ORN, NET, K

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\ (g7 #éy >5 RMSZ #éy >5
1 A 0.99 | 76/8327 (0.9%) | 1.38 | 120/11257 (1.1%)
1 C 0.99 | 79/8306 (1.0%) | 1.34 | 111/11228 (1.0%)
1 E 1.00 | 77/8362 (0.9%) | 1.34 | 118/11302 (1.0%)
1 G 0.07 | 74/8286 (0.9%) | 1.38 | 120/11202 (1.1%)
) B 0.88 | 20/2961 (0.7%) | 1.28 | 38/4019 (0.9%)
) D 0.90 | 19/2956 (0.6%) | 1.29 | 33/4013 (0.8%)
2 F 0.90 | 18/2950 (0.6%) | 1.1 | 39/4005 (1.0%)
2 H 0.88 | 20/2950 (0.7%) | 1.28 | 36/4005 (0.9%)
All | Al | 0.96 |383/45098 (0.8%) | 1.34 | 615/61031 (1.0%)

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
2 B 1 0
2 D 1 0
2 F 1 0
2 H 1 0
All All 4 0

The worst 5 of 383 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 H 183 | GLU | CD-OE2 | 8.23 1.34 1.25
1 C 110 | GLU | CD-OE2 | 8.18 1.34 1.25
2 D 183 | GLU | CD-OE2 | 8.05 1.34 1.25
1 E 467 | GLU | CD-OE2 | 8.02 1.34 1.25
2 F 355 | GLU | CD-OE2 | 8.01 1.34 1.25
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The worst 5 of 615 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(®)
1 D) 38 | ARG | NE-CZ-NH1 | 11.63 126.11 120.30
1 B 956 | ARG | NE-CZ-NH2 | -11.36 114.62 120.30
1 A 642 | TYR | CB-CG-CD2 | -11.19 114.28 121.00
1 E 43 | ARG | NE-CZ-NH2 | -10.47 115.06 120.30
1 A 1004 | ARG | NE-CZ-NH1 | 10.36 125.48 120.30

All (4) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
2 B 269 143 CD
2 D 269 143 CD
2 F 269 143 CD
2 H 269 143 CD

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 8181 0 8215 216 0
1 C 8172 0 8206 231 0
1 E 8204 0 8235 208 0
1 G 8160 0 8196 256 0
2 B 2912 0 2874 84 0
2 D 2907 0 2866 90 0
2 F 2905 0 2864 84 0
2 H 2905 0 2864 109 0
3 A 3 0 0 0 0
3 C 3 0 0 0 0
3 E 3 0 0 0 0
3 G 3 0 0 0 0
4 A 7 0 0 0 0
4 B 1 0 0 0 0
4 C 7 0 0 0 0
4 D 1 0 0 0 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 B 7 0 0 0 0
4 F 1 0 0 0 0
4 G 7 0 0 0 0
4 H 1 0 0 0 0
d A 3 0 0 1 0
d B 1 0 0 0 0
d C 5 0 0 1 0
d D 1 0 0 0 0
S E 4 0 0 1 0
3 F 1 0 0 0 0
3 G 4 0 0 1 0
d H 1 0 0 0 0
6 A 5 0 0 0 0
6 C 5 0 0 1 0
6 E 5 0 0 0 0
6 G 5 0 0 1 0
7 A 54 0 24 0 0
7 C 54 0 24 0 0
7 B o4 0 24 4 0
7 G o4 0 24 4 0
8 A 9 0 11 0 0
8 C 9 0 11 1 0
8 E 9 0 11 1 0
8 G 9 0 11 2 0
9 A 9 0 20 4 0
9 C 9 0 20 0 0
9 D) 9 0 20 1 0
9 G 9 0 20 1 0
10 A 841 0 0 23 0
10 B 230 0 0 5 0
10 C 783 0 0 20 0
10 D 304 0 0 8 0
10 B 886 0 0 19 0
10 F 263 0 0 1 0
10 G 678 0 0 13 0
10 H 191 0 0 4 0
All All 48896 0 44540 1266 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 14.

The worst 5 of 1266 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:E:46:LEU:HD22 1:E:46:LEU:O 1.37 1.20
1:A:46:LEU:O 1:A:46:LEU:HD22 1.42 1.18
1:C:695:VAL:HG11 | 1:C:701:ALA:HB2 1.27 1.14
2:D:228:VAL:HA | 2:D:231:MET:HE2 1.26 1.10
2:H:187:GLU:HG2 | 2:H:215:ARG:HD2 1.32 1.09

There are no symmetry-related clashes.

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 | 1057/1073 (98%) | 998 (94%) | 56 (5%) | 3 (0%) 46 45
1 C | 1054/1073 (98%) | 1002 (95%) | 48 (5%) | 4 (0%) 39 37
1 E | 1060/1073 (99%) | 1012 (96%) | 45 (4%) | 3 (0%) 46 45
1 G | 1052/1073 (98%) | 998 (95%) | 49 (5%) | 5 (0%) 34 30
2 B 377/382 (99%) | 363 (96%) | 14 (4%) 0

2 D 377/382 (99%) | 363 (96%) | 14 (4%) 0 |
2 F 376/382 (98%) | 364 (97%) | 12 (3%) 0 |
2 H 376/382 (98%) | 362 (96%) | 14 (4%) 0 |
Al | ALl | 5729/5820 (98%) | 5462 (95%) | 252 (4%) | 15 (0%) 46 45

5 of 15 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 996 GLU
1 G 873 SER
1 A 558 ASP
1 A 975 HIS
1 E 675 ARG
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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 870/878 (99%) | 808 (93%) | 62 (7%) 18114
1 C 867/878 (99%) | 797 (92%) | 70 (8%) 150110}
1 E 873/878 (99%) | 818 (94%) | 55 (6%) 22118
1 G 865/878 (98%) | 793 (92%) | 72 (8%) 1419/
2 B 308/309 (100%) | 288 (94%) | 20 (6%) 21 |17
2 D 308/309 (100%) | 288 (94%) | 20 (6%) 21 |17
2 F 307/309 (99%) | 281 (92%) | 26 (8%) 13119}
2 H 307/309 (99%) | 286 (93%) | 21 (7%) 20 | 16
All | Al | 4705/4748 (99%) | 4359 (93%) | 346 (7%) | |17 113

5 of 346 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 D 153 LEU
1 E 091 GLU
1 G 1006 LYS
2 D 222 GLN
1 E 68 PRO

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 87 such

sidechains are listed below:

Mol | Chain | Res | Type
1 C 1071 GLN
1 E 457 ASN
1 G 1055 ASN
2 D 14 GLN
2 D 324 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

4 non-standard protein/DNA/RNA residues 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 Countfml;:ll\/llSeZn gt#}Z]SZ | > 2 CountsBOI;Lll(\i/ISaZn gl;jZ | > 2
2 143 B 269 2 4,16,17 | 0.62 0 7,21,23 | 3.02 3 (42%)
2 | 143 D | 269 2 [41617] 220 | 1(25%) | 7,21,23 | 2.67 | 2 (28%)
2 | 143 F | 260 | 2 |41617]| 358 | 1(25%) | 7,21,23 | 3.02 | 5 (11%)
o | 143 | H | 269 | 2 [41617| 6.06 | 1(25%) | 7.21.23 | 277 | 3 (42%)

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. ’-” means

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 143 B 269 2 1/1/5/8 | 0/4/24/26 | 0/1/1/1
2 143 D 269 2 1/1/5/8 | 0/4/24/26 | 0/1/1/1
2 143 F 269 2 1/1/5/8 | 0/4/24/26 | 0/1/1/1
2 143 H 269 2 1/1/5/8 | 0/4/24/26 | 0/1/1/1

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 H 269 143 | CD-CE | -12.04 1.33 1.49
2 F 269 143 | CD-CE | -7.02 1.40 1.49
2 D 269 143 | CD-CE | -4.42 1.43 1.49

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
2 B 269 143 | CI-CF-CE | -6.02 113.57 133.48
2 D 269 143 | CI-CF-CE | -5.78 114.36 133.48
2 H 269 143 | CI-CF-CE | -5.63 114.85 133.48
2 F 269 143 | CI-CF-CE | -5.16 116.39 133.48

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

Mol

Chain

Res

Type | Atoms Z

Observed(°)

Ideal(°)

2

F

269

143 | OF-CF-CI | -3.72

107.98

117.15

All (4) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
2 B 269 | 143 CD
2 D 269 | 143 CD
2 F 269 | 143 CD
2 H 269 | 143 CD

There are no torsion outliers.

There are no ring outliers.

4 monomers are involved in 9 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 B 269 143 2 0
2 D 269 | 143 3 0
2 F 269 143 2 0
2 H 269 143 2 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 86 ligands modelled in this entry, 66 are monoatomic - leaving 20 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | |\ " 'R\MS7 | #)2] > 2 | Counts | RMSZ | #|2] > 2
7 [ ADP | A [2001] 3 [222020] 1.26 | 2(9%) |274545| 111 | 2 (%)
6 | PO4 | A | 2006 3 144 | 127 0 6,66 | 033 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
7 ADP A 2007 | 3,4 1222929 | 1.05 1 (4%) | 27,4545 | 1.12 1 (3%)
8 ORN A 5011 - 5,8,8 0.73 0 3,9,9 1.14 0
9 NET A 5012 - 8,8,8 0.60 0 10,10,10 | 0.48 0
7 ADP C 2023 3 22,2929 | 1.36 5 (22%) | 27,4545 | 1.20 4 (14%)
6 PO4 C 2028 3 4.4.4 1.61 1 (25%) 6,6,6 0.31 0
7 ADP C 2029 | 3,4 ]222929 | 1.14 2 (9%) | 27,4545 | 1.16 3 (11%)
8 ORN C 5033 - 5,8,8 0.67 0 3,9,9 0.59 0
9 NET C 5034 - 8,8,8 0.56 0 10,10,10 | 0.42 0
7 ADP E 2045 3 22,2929 | 1.04 2 (9%) | 27,4545 | 1.31 1 (3%)
6 PO4 E 2050 3 4,4.4 1.40 0 6,6,6 0.32 0
7 ADP E 2051 | 3,4 |222929 | 1.22 4 (18%) | 27,4545 | 0.96 1 (3%)
8 ORN E 5055 - 5,8,8 0.87 0 3,9,9 1.11 0
9 NET E 5056 - 8,8,8 0.74 0 10,10,10 | 0.32 0
7 ADP G 2066 3 22,2929 | 1.21 2 (9%) | 274545 | 1.24 | 3 (11%)
6 PO4 G 2071 3 4,44 1.45 0 6,6,6 0.31 0
7 ADP G 2072 | 3,4 |222929 | 1.22 4 (18%) | 27,4545 | 1.20 4 (14%)
8 ORN G 5076 - 5,8,8 0.35 0 3,9.9 0.10 0
9 NET G 5077 - 8,8,8 0.78 0 10,10,10 | 0.32 0

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 ADP A 2001 3 - 0/12/32/32 | 0/3/3/3
6 PO4 A 2006 3 - 0/0/0/0 | 0/0/0/0
7 ADP A 2007 | 3,4 - 0/12/32/32 1 0/3/3/3
8 ORN A 5011 - - 0/4/8/8 | 0/0/0/0
9 NET A 5012 - - 0/12/12/12 | 0/0/0/0
7 ADP C 2023 3 - 0/12/32/32 | 0/3/3/3
6 PO4 C 2028 3 - 0/0/0/0 | 0/0/0/0
7 ADP C 2029 | 3,4 - 0/12/32/32 | 0/3/3/3
8 ORN C 5033 - - 0/4/8/8 |0/0/0/0
9 NET C 5034 - - 0/12/12/12 | 0/0/0/0
7 ADP E 2045 3 - 0/12/32/32 | 0/3/3/3
6 PO4 E 2050 3 - 0/0/0/0 | 0/0/0/0
7 ADP E 2051 | 3,4 - 0/12/32/32 | 0/3/3/3
8 ORN E 5055 - - 0/4/8/8 |0/0/0/0
9 NET E 5056 - - 0/12/12/12 | 0/0/0/0
7 ADP G 2066 3 - 0/12/32/32 1 0/3/3/3

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 PO4 G 2071 3 - 0/0/0/0 | 0/0/0/0
7 ADP G 2072 | 3,4 - 0/12/32/32 1 0/3/3/3
8 ORN G 5076 - - 0/4/8/8 | 0/0/0/0
9 NET G 5077 - - 0/12/12/12 | 0/0/0/0
The worst 5 of 23 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
7 C 2023 | ADP | O4-C1” | -3.35 1.37 1.41
7 G 2072 | ADP | O4’-C1” | -2.97 1.37 1.41
7 E 2051 | ADP | O4’-C1" | -2.88 1.37 1.41
7 A 2007 | ADP | PB-O2B | -2.17 1.46 1.54
6 C 2028 | PO4 P-O4 | -2.02 1.46 1.53
The worst 5 of 19 bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
7 E 2045 | ADP | O3A-PA-O5 | -4.00 92.33 102.94
7 G 2066 | ADP | O3A-PA-O5 | -2.18 97.16 102.94
7 A 2001 | ADP | O3A-PA-O5 | -2.15 97.22 102.94
7 G 2072 | ADP C4-C5-N7 | 2.01 111.33 109.48
7 A 2001 | ADP N6-C6-N1 2.03 123.55 119.20

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

12 monomers are involved in 20 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
9 A 5012 | NET 4 0
6 C 2028 | PO4 1 0
8 C 5033 | ORN 1 0
7 E 2045 | ADP 2 0
7 E 2051 | ADP 2 0
8 E 5055 | ORN 1 0
9 E 5056 | NET 1 0
7 G 2066 | ADP 2 0
6 G 2071 | PO4 1 0
7 G 2072 | ADP 2 0
8 G 5076 | ORN 2 0
9 G 5077 | NET 1 0

gPDB
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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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/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 1058/1073 (98%) -0.29 41 (3%) 43 52 15, 32, 80, 100 0

1 C | 1058/1073 (98%) | -0.27 | 42 (3%) 42 51 |15,33,81,100| 0

1 B 1058,/1073 (98%) -0.28 46 (4%) 39 48 16, 29, 82, 100 0

1 G | 1058/1073 (98%) | -0.15 | 53 (5%) 32 41 |16,37,87,100| 0

2 B | 378/382 (98%) 20.24 5(1%) (79| 184 | 19,41, 75,100 0

2 D 378 /382 (98%) -0.35 2 (0%) [o1 ]93] | 18,33,63,92 | o

2 F 378/382 (98%) 0.24 | 14 (3%) 45 54 | 19,35, 74,99 | 0

2 H | 378/382 (98%) 0.07 | 10 (2%) 59 66 | 25,45, 78,98 | 0
All All 5744/5820 (98%) -0.24 213 (3%) 45 54 | 15, 34, 80, 100 0

The worst 5 of 213 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 MET 11.4
738 | PHE 10.7
740 | THR 10.2
739 | GLN 9.0
695 | VAL 8.8

[y QY [ ey
Q| »=| | = =

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
2 143 B 269 | 16/17 0.91 0.18 - 34,46,87,90 0
2 143 D 269 | 16/17 0.94 0.20 - 21,32,100,100 0
2 143 F 269 | 16/17 0.93 0.20 - 25,46,100,100 0
2 143 H 269 | 16/17 0.90 0.21 - 29.71,100,100 0

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

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
9 NET G o077 9/9 0.96 0.15 4.29 23,39,55,64 0
9 NET E 5056 9/9 0.95 0.15 4.25 19,29,41,43 0
9 NET A 5012 9/9 0.97 0.12 3.77 20,29,37,45 0
4 K E 5058 1/1 0.97 0.09 3.67 53,53,53,53 0
8 |ORN | A |5011] 9/9 0.96 | 0.15 | 3.41 21,24,31,40 0
8 ORN G 2076 9/9 0.95 0.16 2.83 18,27,35,49 0
4 K A 5014 1/1 0.99 0.10 2.71 52,52,52,52 0
8 ORN E 5055 9/9 0.98 0.11 2.46 21,23,35,53 0
3 CL H 5086 1/1 0.98 0.11 2.09 47474747 0
8 ORN C 5033 9/9 0.96 0.16 2.01 12,21,37,46 0
9 NET C 5034 9/9 0.99 0.12 1.70 17,19,27,30 0
4 K G 2079 1/1 0.97 0.09 1.56 71,71,71,71 0
4 K C 5036 1/1 0.97 0.08 1.03 56,56,56,56 0
d CL F 5065 1/1 0.99 0.08 0.80 31,31,31,31 0
7 ADP C 2023 | 27/27 0.99 0.12 0.24 13,21,23,26 0
4 K G 2070 1/1 0.99 0.12 0.23 36,36,36,36 0
4 K E 5049 1/1 0.99 0.13 0.07 30,30,30,30 0
7 ADP E 2045 | 27/27 0.99 0.12 -0.05 16,27,43,64 0
d CL G 5084 1/1 0.96 0.11 -0.07 65,65,65,65 0
7 | ADP | A | 2001 | 27/27 | 099 | 0.10 | -0.25 | 16,25,33,41 0
4 K A 5004 1/1 1.00 0.11 -0.32 24,24,24 24 0
4 K A 5005 1/1 1.00 0.09 -0.34 27,27,27,27 0
7 ADP G 2066 | 27/27 0.99 0.10 -0.42 15,21,36,38 0

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

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 K C 5026 1/1 1.00 0.12 | -0.75 18,18,18,18 0
4 K G 5075 1/1 1.00 0.08 | -0.76 29,29,29,29 0
7 ADP G 2072 | 27/27 0.97 0.07 | -0.76 24,38,60,83 0
6 PO4 A 2006 5/5 0.96 0.07 | -0.89 22,25,39,50 0
7 ADP E 2051 | 27/27 0.98 0.07 | -0.93 20,32,49,89 0
4 K C 5027 1/1 0.98 0.10 | -0.95 29,29,29,29 0
4 K G 2069 1/1 1.00 0.09 | -1.02 23,23,23,23 0
7 ADP C 2029 | 27/27 0.98 0.07 | -1.07 16,35,60,82 0
7 ADP A 2007 | 27/27 0.99 0.07 | -1.09 17,26,37,45 0
6 PO4 G 2071 5/5 0.96 0.08 | -1.12 20,28,40,56 0
4 K E 2048 1/1 0.99 0.09 -1.13 24,24,24.24 0
4 K A 5010 1/1 0.99 0.08 -1.14 24,24,24,24 0
4 K C 5032 1/1 1.00 0.07 | -1.25 31,31,31,31 0
3 | MN A [2002] 1/1 1.00 | 0.06 | -1.27 | 31,31,31,31 0
5 CL D 5043 1/1 0.98 0.06 | -1.28 30,30,30,30 0
4 K E 5054 1/1 1.00 0.07 -1.35 24,24 24 24 0
5 CL A 5019 1/1 0.98 0.06 | -1.50 40,40,40,40 0
3 MN G 2067 1/1 0.99 0.06 | -1.68 36,36,36,36 0
6 PO4 E 2050 5/5 0.98 0.07 | -1.81 22,25,48,48 0
3 | MN E | 2046 | 1/1 1.00 | 0.08 | -2.04 34,34,34,34 0
4 K A 5015 1/1 0.97 0.05 | -2.09 54,54,54,54 0
5 CL C 5041 1/1 0.99 0.05 | -2.18 36,36,36,36 0
6 PO4 C 2028 5/5 0.99 0.08 | -2.22 13,16,31,35 0
3 | MN C 2024 1/1 0.99 | 0.09 | -2.42 28,28.28.28 0
5 CL E 5063 1/1 0.99 0.05 | -2.68 45,45,45,45 0
3 MN E 2047 1/1 1.00 0.08 - 27,27,27,27 0
4 K C 5037 1/1 0.97 0.08 - 62,62,62,62 0
4 K A 5009 1/1 0.97 0.13 - 38,38,38,38 0
3 MN G 2068 1/1 1.00 0.07 - 25,25,25,25 0
5 CL B 5021 1/1 0.99 0.06 - 33,33,33,33 0
5 CL C 5042 1/1 0.97 0.07 - 55,55,55,55 0
5 CL C 5040 1/1 0.97 0.04 - 35,35,35,35 0
4 K E 5057 1/1 0.96 0.06 - 59,59,59,59 0
4 K F 5060 | 1/1 0.99 | 0.09 ; 42,42,42.42 0
3 MN E 2052 1/1 1.00 0.05 - 34,34,34,34 0
5 CL E 5061 1/1 1.00 0.13 - 30,30,30,30 0
4 K G 5080 1/1 0.98 0.07 - 43,43,43,43 0
5 CL E 5062 1/1 0.94 0.07 - 59,59,59,59 0
4 K C 5031 1/1 0.89 0.11 - 52,52,52,52 0
5 CL G 5082 1/1 0.99 0.08 - 39,39,39,39 0
4 K D 5038 1/1 0.99 0.06 - 37,37,37,37 0
5t CL G 5083 1/1 0.97 0.05 - 40,40,40,40 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
4 K E 5053 1/1 0.98 0.09 - 51,51,51,51 0
5 CL C 5044 1/1 0.97 0.06 - 39,39,39,39 0
3 MN A 2003 1/1 1.00 0.08 - 25,25,25,25 0
5 CL C 5039 1/1 1.00 0.11 - 27,27,27,27 0
5 CL A 5017 1/1 1.00 0.07 - 29,29,29,29 0
3 MN G 2073 1/1 0.99 0.07 - 42,42.,42,42 0
4 K G 5074 1/1 0.97 0.16 - 67,67,67,67 0
4 K C 5035 1/1 0.96 0.06 - 48,48,48,48 0
3 MN C 2025 1/1 1.00 0.09 - 22,22.22,22 0
4 K A 5013 1/1 0.93 0.10 - 59,59,59,59 0
3 MN C 2030 1/1 1.00 0.06 - 38,38,38,38 0
3 MN A 5008 1/1 0.99 0.06 - 28,28,28,28 0
4 K B 5016 1/1 0.99 0.08 - 45,45,45,45 0
4 K E 5059 1/1 0.98 0.05 - 43,43,43,43 0
5 CL E 5064 1/1 0.99 0.05 - 54,54,54,54 0
4 K H 5081 1/1 0.98 0.12 - 57,57,57,57 0
5 CL A 5018 1/1 0.99 0.04 - 34,34,34,34 0
5 CL A 5022 1/1 0.98 0.17 - 74,74,74,74 0
5 CL A 5020 1/1 0.93 0.08 - 61,61,61,61 0
4 K G 5078 1/1 0.99 0.06 - 54,54,54,54 0
5 CL G 5085 1/1 0.97 0.07 - 68,68,68,68 0

6.5 Other polymers (i)

There are no such residues in this entry.


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