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PDB ID
Title
Authors
Deposited on
Resolution

Feb 1, 2016 — 09:07 AM GMT

3HOM

Structure of trna-dependent amidotransferase gatcab from aquifex aeolicus
Wu, J.; Bu, W.; Sheppard, K.; Kitabatake, M.; Soll, D.; Smith, J.L.
2009-04-09

2.80 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 wuser 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



http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
http://wwpdb.org/validation/2016/XrayValidationReportHelp
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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 2.80 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
Rfree NN
Clashscore N
Ramachandran outliers I
Sidechain outliers NN
RSRZ outliers NN

Percentile Ranks

[

Value
M 0.263
N 13
o — 0.1%
I 5.3%
N 1.2%

3HOM

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))
Rree 91344 2393 (2.80-2.80)
Clashscore 102246 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)
RSRZ outliers 91569 2404 (2.80-2.80)

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 478 : 71% 26%
1 D 478 72% 26%
1 G 478 : 76% 23%
1 J 478 £ 73% 24%
1 M 478 : 76% 22%
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Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 P 478 : 71% 269% o
1 S 478 L 72% 25% o
1 \Y% 478 = 71% 26% 3
2 B 478 : 66% 7% . 14%
2 E 478 = 64% 21% VA
2 H 478 = 64% 20% e
2 K 478 : 64% 19% e
2 N 478 = 63% 20% P T
2 Q 478 : 67% 5% . 1%
2 T 478 = 65% 19% e
2 W 478 65% 18% e
3 C 94 69% 27% o
3 F 94 L 73% 21% T
3 I 94 73% 209 o
3 L 94 77% 19% o
3 O 94 76% 20% v
3 R 94 81% 14% ..
3 U 94 71% 23% e
3 X 94 72% 22% Y

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 GLN A 901 - - X X
4 GLN D 902 - - - X
4 GLN G 903 - - X -
4 GLN J 904 - - X X
4 GLN M 905 - - X X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
4 GLN P 906 - X X
4 GLN S 907 - - X
4 GLN \Y% 908 - X X
5 MG B 479 - - X
> MG N 479 - - X
5t MG T 479 - - X
5t MG W 479 - - X
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2  Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 62935 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 Glutamyl-tRNA (GIn) amidotransferase subunit A.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 478 g%zl 24050 6?5 7(1)2 § 0 0 0
1 D 478 gggzl 24050 61115 7?2 i 0 0 0
1 G 478 25%11 24050 61?5 7(1)2 § 0 0 0
1 J 478 ?7);&41 24050 61115 7(1)2 ? 0 0 0
1 M 478 ?7);&41 24050 61115 7C1)2 ? 0 0 0
1 P 478 ?7);&41 24050 61115 7(1)2 ? 0 0 0
1 > 478 ?7);&41 24050 61115 7C1)2 ? 0 0 0
1 v 478 ?7);&41 24050 61115 7C1)2 ? 0 0 0

e Molecule 2 is a protein called Aspartyl/glutamyl-tRNA(Asn/Gln) amidotransferase subunit

B.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2| B L e P 0 0 0
2| B L e P 0 0 0
2| H L e 0 0 0
2| K L e P 0 0 0
2| N L i P 0 0 0
21 Q L e P 0 0 0
Continued on next page...
sPrpe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 1 410 gggaél 21CO4 5127 6C2)2 185 0 0 0
2 W 410 gggaél 21CO4 5127 6(2)2 185 0 0 0
e Molecule 3 is a protein called Glutamyl-tRNA(GIn) amidotransferase subunit C.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 © o1 6l st 15 130 2 0 0 0
IEEENE S T IR
RN T IR
IEENE S T IR
IKEENE S T IR
IR T IEEERE
IEEENE T T IEEERE
IR T HEEEEE

e Molecule 4 is GLUTAMINE (three-letter code: GLN) (formula: C5H;oN2O3).

HO

OXT

GLM

CB

cA(S) /

NH,
N

OE1

/co

CG

NHue2
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

4| A | Togtal g ) (; 0 0

4| D | Togtal g ) (3) 0 0

4 | G 1 foral €80 0 0

1 J 1 Togtal g T (3) 0 0

4| M 1 Togtal g ) (3) 0 0

4| P 1 Togtal g ) (3) 0 0

1 S 1 Togtal g T (3) 0 0

1 v 1 Togtal g T (3) 0 0

e Molecule 5 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

5 Q 1 Total Mg 0 0
1 1

5 K 1 Total Mg 0 0
1 1

5 o 1 Total Mg 0 0
1 1

5 B 1 Total Mg 0 0
1 1

5 W 1 Total Mg 0 0
1 1

5 T 1 Total Mg 0 0
1 1

5 N 1 Toltal l\fg 0 0

e Molecule 6 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 Q 1 Toltal Zln 0 0
6 K 1 Toltal Zln 0 0
6 B 1 Toltal Zln 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total Zn

6 H 1 1 1 0 0
Total Zn

6 B 1 1 1 0 0

6 W 1 Total Zn 0 0

1 1

Total Zn

6 T 1 1 1 0 0
Total Zn

6 N 1 1 1 0 0




3HOM
26%
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O/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 = 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: Glutamyl-tRNA(Gln) amidotransferase subunit A

3 Residue-property plots (i)

Page 9

S6d
76V

[4E:S

063
68T

+
i

€8L

€La
[N}
TLA

et
3

L9I

994
91
€9d

6EA
9€d
SEL
el

(428

)
N
>

LTS

[S) 0 © ~
A= Sz

LL)

8.L14

SGL1d

TLII

TLIS

8971

L914a

€978

T91d

6515

LSTA

GSTA

TS1S

671D
8¥%18
L%18
8ETM
6218

9CTL

w218
€210
(441

0cTd

Ll

811a
L1171

ST1L
A2,

(437
TITI
01711

00TA

86Y
L6Q

vved

6EEL

9EER

Teea

YTER

81€d

LOE€d
90V

COER

00€d

86CS
LBTR

2621

€8cd

6.Lca

j2kécs

0Ley

Ll

TYTH

6€Td

8zcH

€eel

(424
TicH

1029
90Z1
s0zh

+

9671
S6T1D

)

8L%L
LLYT

89%%

SOPM

°9%s

68%1

eisiicy

£€¥vd

8EVM

PeVI

STHN

€2hd
[447)

81%a
L1%S

(45729

OTHN

90%3

£0%Y

86€d
LBEL

L8€d

¥8eN

9.LeY

eLeN

9GEL

26el

T9€Y

ogey
6vEN

26%

72%

e Molecule 1: Glutamyl-tRNA(GIn) amidotransferase subunit A

Chain D:

86V

681

+

€La

G94

198

voca
€021

6674
9671
S6TH
Y6TR
067H

981d

1

[4:39)
T8TA

8L14

S47d

TLII

89TL

¥911
€918

T91d

6GT1S

LGTA

TSTS

8IS

SP1D

€YIA

8ETH

CTTTH

L1171

A1

CTIIA

7011
£0TY

TOTI
00TA
66.L

Ll

18€a

S.LeY

eLeN

Ll

[4:t2
TSEY

6%EN

vhed
£%ED

9EER

Teea

2TER

81€d

CIES

L0€d
90€V

€0EX

00€d
6621

-

¥6CH
£62d
2621
1628
6.Lca

9921

15748

62Ty

€2CI

60C4

L02ZH

sozh

8L%L

TLYH

89%%
L9%0

E9%X

6971

447
€¥%d

28%

76%

0/ o

e Molecule 1: Glutamyl-tRNA(Gln) amidotransferase subunit A
. B
Chain G:

CTITA

00TA

86Y
L6a

S8Y

8%

Tl

691
89d

994

291

683

€S0

TS1

671

6EA

SEL

Ted

ScA

T2d

6TA

€11

01T

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

3HOM

wwPDB X-ray Structure Validation Summary Report

Page 10

g1eda

(434S

60T4

L02ZH

1028

6674

S61D

€674

0674

881X

8L14

SL1d
jZA1)

TLII
TLIS
041D

89TL
L91a

Y911
€918
29TA

6GT1S

LSTA

TSTS

8¥%1s

PP1d

wia

8ETH

LETd

9EIN

PETL

9TIL

€TTD
TN

S6€d
v6€S

08eN

9.Le¥

bLen
eLeN

9GEL

[4e12
19€Y

6%EN

vved

LEEY

Teed

6ZER

LIER

L0€d
90€V

00€d

6621

86CS

LB6TR

£6Cd

1628

6.23

vLTH

0LeH

c9ca

0gey

15744

€€TS

€2CI

b

61CA

8L¥%L

89%%

[454

63971

£%%d

8EVM

€2hd
TTHA

0Z%1
61%1
81%a

80%1

90%d
S0%D

€074

e Molecule 1

10%d

66€EL

L6EL

Glutamyl-tRNA(Gln) amidotransferase subunit A

O/ o

24%

73%

3

Chain J

T6N
062
68T
881
L8Y%

£9d

+

693
893

0€d

8c4d
LTS

Sz

T2d

3

Ty

o
-
pE}

0
w0

0 ~
B3 =

2
=

=
=4

6024

L0TH

s0zh

S61D
v6T4

0614

98TV

S¥1D

8ETM

9TTL

CTTN

STTL

T11I
0111

1

B

00TA

86Y

g6d

TSel
TSEY

6%eN

vhed

LEEY
9€ER

TEEQ

YTER

TTER

81€d
LIER

0TEY

L0g€d
90€Y

€0€X
ZOER

*

Glutamyl-tRNA(GIn) amidotransferase subunit A

00€d

Y6CH

2621

6.22

24

0LTY

Ll

1574
o¥vca

€€TS

62T

44}

4548

1128

8L¥L

6971
8971

e€vbd

8EVM

SE€¥d

62%1

STHN

€chd
(4478

6171

STHR

(45729

90%3

€0%Y

LBEL

L8€ed

v8eN

T8ed

¥9e1

e Molecule 1

22%

76%

%
B

Chain M

Ll

0TTd
6112

L1171

(12%)

00TA

86Y
L6a
96X&
S6d
w6V

761

6EA

SEL

T

(4}

Ted

@ 6IA

€11

e T¥cCH

9ETA

vecy
€€TS

€eel

b

@ 61cA

60cd

L0TH
90TI

1028

6674

S6TH

€6TH

06Td

[4:399

SL1d

TLII
TLTS
0LTD

89TL
L91a

%911
€918
TOTA
LSTA

1918

671D

8ETH
LETd

9TTL
i£4%

€TTH
CTIW

STPA

(4529

80%1

90%3
S0%D

€0%X

86€d
LBEL

96€d

L8€d

veey

9LeY

blen
€LeN

8L%L

89%

6G%1

€%%d

8ETM

£€2¢hd
ZTYA

e Molecule 1

0T¥H'1
6171

L1%S

Glutamyl-tRNA(Gln) amidotransferase subunit A

°/ o

26%

o o
© ©
B O

1%

Chain P

L6Q

S6d
w6V

T6N
063
68T
88I
184

8%

691
89d

994

RLDWIDE

£9d

98s
1971
Ui

GEL
eD

(428

0ea

8T4

~
o
©n

STA

12d

914

1Y

+

b’}

€N
21
TH

0O
PROTEIN DATA BANK

erpBe

W



3HOM

wwPDB X-ray Structure Validation Summary Report

Page 11

LBTA

S61D

SYID

8ETH

621S

9TTL

€CTD
CTTH

L1171

(4278
TT1I

00TA

86V

Teed

qced
wTex

TceY
0ZEA

81€d

v1e1

L0€d
90€V

00€d
6621

-

Y6CH

T621
1625

Slch
j2kacs

0Ley

L9zd
99zh

Glutamyl-tRNA(Gln) amidotransferase subunit A

€9Ck

094

oveH

*

1574
ovca

9ETA

vecy

1€T8

€eel

j414c)

172Y

6024

02D

8L%L

639%1
88%1

£%%d

8ETM

SE€%d
PEVI

6271

STHN

€2hd
(4478

6171
81%a

STPA

(45729

10%d

66€EL

L6EL

L8€3d

veey

18€d

Ll

€LEN

0LEN

$5€T

e Molecule 1

[4:143
TSed

9EER

25%

72%

<©
7

T6N

68T

6CL

™ .o 0 ~
- = o Al o
. =4 [ =4 ©w

-
-
~

0
B3

N-
]

S6TD
761X
€6TH
06TH

981d

L

[4:19)

+

eLTd
TLII
TLTIS

691D
89TL
L91a

%911
€918
29TA

6STS

LGTA

SGTA

1818

SY1D

EYTA
(4741}

8ETH

STIS

CTTN

L1T1

STTL

CITA

7011

00TA

86Y

+

95EL

TSEL
TGey

£%ED

Tved

9EER

TEEQ

81€d

L0€d
90V

€0€X

00€d

86285

Ll

2621

6.LcH

blcH

0Ley

+

TvcH

TETL

62Ty

€eeI

8121

€1el
(4145

(34]
60T4

L0TD

sozh
%020

LLY1

89%3
L9%D

Y9%1
€974

6891
881

el

£¥vd

8ETM

i

€EYS

STHN

€Chd
TTHA

Glutamyl-tRNA(Gln) amidotransferase subunit A

(4748

6191

81%a

STPA

(45723

80%1

90%2

€0%X

86€d

g6ed

TBEI

68EA

e Molecule 1

L8€d

26%

71%

S6d

16N

%80
€8L

8%

LLA

L0

TLA

691

994

£9d

094

(4729

6EA

9€d

(428

128

LTS

STA

12d

STH

TTH

+

LT

o

€918
29TA
T91d

6GT1S

Ll

*

LSTA

TSTS

Ll

671D
8¥%1S
L%1S

Ll

SP1D

8ETH

9TTL

IS
€TTD

0ZT4d

811d

14958
€119

Teea

qged
4438

TTER
Tcey

8T€d
LIER
9T€Y

6621
86CS

i

¥6CH

T6C1

£82H

j2kac

9921

e T¥ch

£ecs
CETL

€2CI

@ 612A

t

01ZHd
60cd

L0TH

s0zh
%02a

66Td

LBTA

S6TH

€614

T6TA

8L%L
LL%T

TLVH

89%Y

[454

6S9%1

fefeyrcl

4%47)
£%%d

8ETM

9E¥I
SEVd

STHN

Aspartyl/glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

€2¥hd
{447\

6171
81%a
L1%S

86€d
LBEL

S6€d

.8€d

veey

18¢€d

€LEN

9GEL

CSEI

0GeY
6%EN

vhed

6EEL

9EER
SEEN

e Molecule 2

O/ o

14%

17%

N o ~ =
) O <)
> o > 4

66%

Chain B

TYIA
1A%
0%TL

STTH

€TTY

6071

YOTIN

+

00Td

[
<+ o
@ ]
[ =

o
©
=

o $ pmo
~N ©
mm e

o
©
>

~
0
<

9P

{44
€%D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3HOM

wwPDB X-ray Structure Validation Summary Report

Page 12

08¢d
6.CA

S.2a

€L2d
CTLTR

Ll

LGTH

it

[4:4s

08TL

4448

0€TH

€TTA
czed

STTH
¥1CI

L

80c4d
Loza

T02Y

1670

6814

81N

0LT1
6974

S9T1d

Ll

6G1a
8GTd
LSTE

SGTA

€91

ovTH

|
001d
663
M 861
= L6k
= 96l
= S6S
Qo N |
o= < Z6X
%) - ]
L 68d
881
< . 180
1954 5] 98d
[ | R a8k
L0%A = | owed
olNa0s11l < 2 oo
s07h = ~  [esEn
| wovs o T8
® £0%d 1m 08
o g :
LLA
00%9 «© 1
66EL — 595
| = |
9681 09k
i <9 i
998d o 187
99gs 0 |
%988 <7 2SI
S— -
< Lvd
MNH i
0gea o | oawd
[ | — w51
9%EH 1 €50
= . mm
m W T%d
00
0ved m 6
1 E I
PEEA o0 ggd
| ~Z |
TE€d = 929
oot e
—~ Td
8zeq © e
e = ze
9ZEA TCL
i < i
TZEA A LTW
02€1 ™ o 1
| < By 111
0T€A = .. 1
| 60gd Q 3 8A
80€3 < o |
| @) m 2
zogy
| - =
st ) O

£ETH
(424

0€TH
6CTR

€TTA
cced
j144:8
(44

+

£0TY

8874

0411
6974

S97d

Ll

6G1a
8GTd
L8673
9GTL

8%1D

ovTH

8C1d
LTTE

STTH

€CTH

TCTI

6TTA
8TTY

S11d

@® 6071

LOTA
90TH

voIN
€0TL

70%S

£0%d

96EW

bLex

0Led

99€d

voex
£9€d

19€8
09€I

TGeeT

oved

vEEN

1eed

9TEA

0Ze1

O0TER

T8TH

08c¢d
6.CA

S.za

elcd
TLTR

t

6GCTA

LGeH

SGTL

€462d
(4144

082L

4740

LO%A
90%I

Aspartyl/glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

e Molecule 2

2%

14%

+

20%

64%

Chain H

1111

90TH

YOTN

00Td

LK
960
g96S

88T
180

S8L

€84

€T

ogeca
SgTH
344N
0zecd
L1icTh

€1cd

3

L0ozcd

S02S

cocd
T0TY

96TI

1670

v8TA

0LT1
6914

fefe] ac |

8GTd
LSTE
9GTL
SGTA
81D
ovTH
0%TL
CETH
8zTd
Lzta
9211
SCTH
€TTY
8TTH
STTa

eTTN

96EN
s6ed
88€I

S8ES

99€es
09€I
49GeT

0Gea
6%EN

ovEM
SHEN

1

oved

veeN

TEEd

9TEA

TTEA
0zeT

60€3

S0€Y

20gy

28T

g.za

b

@ 99cH

Iy

6GCTA

eici A

c¢sea

LETA

€ETH

LO%A

® €0%d

Aspartyl/glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

e Molecule 2

R LDWIDE

O

PROTEIN DATA BANK

W



3HOM

wwPDB X-ray Structure Validation Summary Report

Page 13

14%

19%

64%

960
S6S

T6L

0631

88T
180

S84

€8L

08y

€LH

89T

99T

oV

09&

€GA

L¥d

©
&
=

P91

Tvd

0%TL

LETD

YETI

CTETH

0ETV

8T1d
L2173

STTH

€TTY

8TTY

+

90TH

YOTN

+

00Td
6631
861

v6eN

78el

6LET

LLEN

vLed

TLET

99€d

+

0sea

OvEM

EYET

Thed
0%€d

8EEN

vEEN

1€€d
0€€4d

662d
86CT

1621

€8CA

§.2a

63CA

4zl

caca

SHTA

LETA

£ecH

€0%d

96EN

Aspartyl/glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

e Molecule 2

14%

20%

63%

20/ il

Chain N: n

6071

90TH

YOIN

*

007d
6631

864

LIW

£ETH

1

€zcA

0zecd

L1TA

S1TH

e€1cd

1314

Loza

S0TS

cocd
T02Y

Ll
L

0LT1
6914
8971
L9TH

S9Td

LSTE
9GTL

€973
81D
(449
154%)
0%TL
YETI

8cTd
Lgta

SCTH

€TTY

8TTH
LTTH

T6€d
06€Y

88€I
L8€N

S8€s
0Led
89€)
99¢ed
499€es
voex

TOES

1

G5eT

osea

9veEM

0%ed

gced

E€CEH

TZEA

20gy

€8TA

LO%A

-

® €0%d

1

96EN
seed

Aspartyl /glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

e Molecule 2

14%

.
~ o mm
© ©
aaqa

15%

67%

CoTV

6631
863

960
§6S

S8

0LD

89T

wov

09X

O

1

T¥d

LEL

€9¢d
cgsza

ShTA

LETA
9€TN

€€cy

0€ca

£€CTA
{444

+

R LDWIDE

0zTd

STTH

€12d

01Tl

L0ca

£0TA

+

TOoCTH

0L11
6974

9973

891d
LS13d

+

8%1D

TPTT
0%TL

8¢1d
Lg1d

SCTH

ST7d

€TIN

£0%d

S6ed

8Le1
LLEN

vLed

99€d

felepoy |

0sea

9vEM

oved

TCEA

60€3

S0€Y

[do>x|

414}

s.ca

69c¢a

O

PROTEIN DATA BANK

W



3HOM

14%

19%

65%

wwPDB X-ray Structure Validation Summary Report

3%

Chain T: .

e Molecule 2: Aspartyl/glutamyl-tRNA (Asn/Gln) amidotransferase subunit B

Page 14

1

92H

4

cTAh
Tl

LIW

STA

€11

< ©
B4 =
iI..

i
L

LETA

€TTh
(444

o0zed

SCTH

6TTA
8TTH

£0%d

96EN

@ S.LET
bLed

0Lex

08ea

OvEN

0oved

veen

Teed

82ed

9geN

TTEA
0ceT

20y

08c¢d
6.LTA

S.2a

€LTd
TLTR

6GCA

LGTH

it

€9¢d
¢§ea

082L

SHTA
449

TT%D

80%2
LO%A
90%I

. 14%

18%

65%

e Molecule 2: Aspartyl/glutamyl-tRNA(Asn/Gln) amidotransferase subunit B

Chain W:

LEL

LIW

8A

09TL
6%cH

4448

Ll

0€TH
0zecd
STeH
j4148
€1cd
Loza
T0TY
LBTN
1670

81N

6974

L9TH

S91d

Ll

631a
8GTd
LSTE

+

8%1H

ovTH
SHIN

e€¥1a
(47478

0%TL

LETD

1

SETH

0ETV

8CTd

STTH

£0%d

+

96EN

QLeT

99¢€d

S9€8

vogx

09€I

osea

oveEM

0%ed

PEEN

0€€d

8ced

TTEA

0T€R

20ed

Lécd

08ctd
6.LTA

glza

69CTA

LSTH

GSTL

¢§ea

27%

69%

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

Chain C:

LEI

€€I

62h

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

Pkdi}

€TI

STH

21%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

73%

%

Chain F: .



Page 15 wwPDB X-ray Structure Validation Summary Report

3HOM

N47

o re}
Ire} Ir}
% %

P59

°
= oo s N mmo ~ oo
©o ©0 ©0 ~ © @ © ©
e | A E e [ Y

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

D3
|
v7
|
A4
|
Q29
1
133
L34
|
137
|
T45

Chain I: 73% 20% o

- © © mm© 1) mo o I
[t} ® <+ <+ © 0 O )
= a = (5] a oo =

e Molecule 3: Glutamyl-tRNA(Gln) amidotransferase subunit C

152

©
©
©n

R15
E22
N47
P50
F55
M60
R61
P65

- wn
NN~
e A

R81

Chain L: 77% 19% e

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

Chain O: 76% 20% o

o o © I
N ® (2] )
o H a =

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

L40
P50
F86
V88
P89
R90

O O . O mNo m- - Y ©
0 0 ©Q © © N ] © ©
= [ = a ©v 5 4 S

Chain R: 81% 14% e

L[] ~ (=3 [ eed - -0 o
«® ~ @ ™ rel 0 e} © 0 =]
=] Ed - =] A =] 12 ~ [ =

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

P59
D63

Chain U: 71% 23% T

QO e ~ — 2] o
® o} ~ o N o ™ M « Q © )
a =] = () [= S | = = a =

e Molecule 3: Glutamyl-tRNA(GIn) amidotransferase subunit C

137

o
0
=]

E49
568

o
w0
3

P59
P65
E72

e}
©
[

RO0

Chain X: 72% 20% -

WO RLDWIDE

er

PROTEIN DATA BANK



Page 16 wwPDB X-ray Structure Validation Summary Report 3HOM
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 128.25A4 129.86A 155.07A .
Depositor
a, b, c, a, B,y 90.01° 89.96° 90.11°
. 39.37 — 2.80 Depositor
Resolution (4) 3936 — 2.80 EDS
% Data completeness 98.0 (39.37-2.80) Depositor
(in resolution range) 97.6 (39.36-2.80) EDS
Rinerge 0.06 Depositor
Rsym 0.06 Depositor
<I/o(I)>" 1.89 (at 2.81A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.254 , 0.305 Depositor
» Phfree 0.260 , 0.263 DCC
Rfree test set 12256 reflections (5.35%) DCC
Wilson B-factor (A?) 62.9 Xtriage
Anisotropy 0.753 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.30 , 15.7 EDS
0.000 for -k,h,1
0.000 for k,-h,1
0.185 for h,-k,-1
Estimated twinning fraction 0.437 for -h,k,-1 Xtriage
0.184 for -h,-k,1
0.000 for -k,-h,-1
0.000 for k,h,-1
L-test for twinning” <|L| > =049, < L? > =0.31 Xtriage
Outliers 0 of 241473 reflections Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 62935 wwPDB-VP
Average B, all atoms (A?) 58.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 37.49 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 4.2523e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

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.
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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,
MG

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 #1% >5 | RMSZ #éy >5

1 A 0.64 0/3874 0.72 | 3/5244 (0.1%)

1 D 0.62 0/3874 0.70 | 2/5244 (0.0%)

1 G 0.62 0/3874 0.70 | 3/5244 (0.1%)

1 ] 0.63 0/3874 0.70 | 3/5244 (0.1%)

1 M | 061 0/3874 0.60 | 2/5244 (0.0%)

1 P 0.61 0/3874 0.60 | 2/5244 (0.0%)

1 S 0.63 0/3874 0.71 | 3/5244 (0.1%)

1 v 0.65 0/3874 0.72 | 2/5244 (0.0%)

2 B 0.59 0/3371 0.65 0/4541

) D 0.61 | 1/3371 (0.0%) | 0.64 0/4541

) i 0.61 0/3371 0.65 | 1/4541 (0.0%)

) K 0.61 0/3371 0.67 | 2/4541 (0.0%)

2 N 0.60 0/3371 0.67 | 2/4541 (0.0%)

2 Q 0.60 0/3371 0.68 | 2/4541 (0.0%)

2 T 0.62 0/3371 0.65 0/4541

2 W | 0.59 0/3371 0.65 0/4541

3 C 0.58 0/778 0.71 0/1050

3 F 0.58 0/778 0.67 0/1050

3 I 0.56 0/778 0.69 0/1050

3 L 0.56 0/778 0.67 0/1050

3 0 0.56 0/778 0.71 0/1050

3 R | 058 0/778 0.67 0/1050

3 U 0.60 0/778 0.70 0/1050

3 X 0.60 0/778 0.73 0/1050
Al | ANl | 0.61 |1/64184 (0.0%) | 0.68 | 27/86680 (0.0%)

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.
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Mol | Chain | #Chirality outliers | #2Planarity outliers
1 M 0 1
2 B 0 2
2 E 0 2
2 T 0 1
3 F 0 1
All All 0 7

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)

2 E 43 CYS | CB-SG | -5.64 1.72 1.81
The worst 5 of 27 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
2 Q 269 | ASP | CB-CG-OD1 | 5.96 123.66 118.30
2 H 412 | LEU | CA-CB-CG | 5.92 128.92 115.30
1 J 31 | ARG | NE-CZ-NH1 | 5.75 123.17 120.30
1 G 117 | LEU | CA-CB-CG | 5.56 128.09 115.30
2 K 269 | ASP | CB-CG-OD1 | 5.45 123.21 118.30

There are no chirality outliers.

5 of 7 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
2 B 217 | VAL | Peptide
2 B 411 | GLY | Peptide
2 E 217 | VAL | Peptide
2 E 97 | TYR | Peptide
3 F 45 | THR | Peptide

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 3784 0 3817 118 0
1 D 3784 0 3816 108 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 G 3784 0 3817 100 0
1 J 3784 0 3816 110 0
1 M 3784 0 3817 108 0
1 P 3784 0 3816 118 0
1 S 3784 0 3817 116 0
1 A% 3784 0 3817 120 0
2 B 3308 0 3353 95 0
2 B 3308 0 3353 91 0
2 H 3308 0 3353 82 0
2 K 3308 0 3353 77 0
2 N 3308 0 3353 71 0
2 Q 3308 0 3353 66 0
2 T 3308 0 3353 84 0
2 W 3308 0 3353 85 0
3 C 764 0 755 22 0
3 F 764 0 755 20 0
3 I 764 0 755 19 0
3 L 764 0 755 17 0
3 O 764 0 755 21 0
3 R 764 0 755 18 0
3 U 764 0 755 18 0
3 X 764 0 755 22 0
4 A 9 0 D 8 0
4 D 9 0 D 3 0
4 G 9 0 3 12 0
4 J 9 0 d 6 0
4 M 9 0 d 13 0
4 P 9 0 d 7 0
4 S 9 0 d 4 0
4 \Y 9 0 D 12 0
5 B 1 0 0 0 0
d H 1 0 0 0 0
d K 1 0 0 0 0
d N 1 0 0 0 0
5 Q 1 0 0 0 0
5 T 1 0 0 0 0
S W 1 0 0 0 0
6 B 1 0 0 0 0
6 B 1 0 0 0 0
6 H 1 0 0 0 0
6 K 1 0 0 0 0
6 N 1 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
6 Q 1 0 0 0 0
6 T 1 0 0 0 0
6 W 1 0 0 0 0
All All 62935 0 63437 1581 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 13.

The worst 5 of 1581 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)
2:B:412:LEU:O 2:B:412:LEU:HD22 1.39 1.22
1:P:464:LEU:HD12 1:P:464:LEU:O 1.40 1.20
3:0:88:VAL:HB 3:0:89:PRO:HD2 1.32 1.11
1:V:35:THR:HG22 1:V:39:VAL:CG2 1.78 1.11
2:T:412:LEU:O 2:1T:412:LEU:HD22 1.49 1.11

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.

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 | 476/478 (100%) | 455 (96%) | 20 (4%) | 1(0%) | 52 |84] |
1 D | 476/478 (100%) | 456 (96%) | 18 (4%) | 2 (0%) | 39 @74
1 G | 476/478 (100%) | 452 (95%) | 23 (5%) | 1 (0%)

1 3| 476/478 (100%) | 453 (95%) | 23 (5%) 0

1 M | 476/478 (100%) | 453 (95%) | 23 (5%) 0

1 P | 476/478 (100%) | 451 (95%) | 24 (5%) | 1 (0%)

1 S | 476/478 (100%) | 456 (96%) | 20 (4%) 0 100] [ 100

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 Y% 476/478 (100%) | 456 (96%) | 18 (4%) | 2 (0%) 39 74
9 B | 408/478 (85%) | 396 (97%) | 12 (3%) 0 [100] [200]
2 E 408/478 (85%) | 390 (96%) | 18 (4%) 0 |
9 H | 408/478 (85%) | 395 (97%) | 13 (3%) 0 [100] | 100}
2 K 408/478 (85%) | 392 (96%) | 16 (4%) 0 |
2 N | 408/478 (85%) | 395 (97%) | 13 (3%) 0 100 ] [100]
2 Q 408/478 (85%) | 393 (96%) | 15 (4%) 0 |
2 T 408/478 (85%) | 388 (95%) | 20 (5%) 0 |
2 W | 408/478 (85%) | 396 (97%) | 12 (3%) 0 100 | 100}
3 C 80/94 (95%) | 86 (97%) | 3 (3%) 0 100 ] | 100]
3 F 89/94 (95%) | 83 (93%) | 6 (7%) 0 100 ] [100]
3 I 89/94 (95%) 85 (96%) | 4 (4%) 0 |
3 L 89/94 (95%) 86 (97%) | 3 (3%) 0 |
3 0 89/94 (95%) | 82 (92%) | 7 (8%) 0 [100] [ 100}
3 R 80/94 (95%) | 83 (93%) | 6 (%) 0 100 ] [100]
3 U 89/94 (95%) 85 (96%) | 4 (4%) 0
3 X 89/94 (95%) 84 (94%) | 4 (4%) | 1 (1%)

All | All | 7784/8400 (93%) | 7451 (96%) | 325 (4%) | 8 (0%) 56 |87

5 of 8 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 P 148 SER
1 A 148 SER
1 Vv 148 SER.
1 D 2 LEU
1 D 148 SER

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.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 406/406 (100%) | 383 (94%) | 23 (6%) 25 58
1 D 406/406 (100%) | 382 (94%) | 24 (6%) 24 57
1 G 406,/406 (100%) | 391 (96%) 15 (4%) 41 176
1 J 406/406 (100%) | 376 (93%) | 30 (7%) 177 43
1 M 406/406 (100%) | 387 (95%) 19 (5%) 32 67
1 P 406/406 (100%) | 377 (93%) | 29 (7%) 181 46
1 S 406/406 (100%) | 382 (94%) | 24 (6%) 24 57
1 \Y% 406/406 (100%) | 385 (95%) | 21 (5%) 29 62
2 B 364/427 (85%) 345 (95%) 19 (5%) 29 62
2 E 364/427 (85%) 351 (96%) 13 (4%) 42 176
2 H 364/427 (85%) 347 (95%) 17 (5%) 32 67
2 K 364/427 (85%) 350 (96%) 14 (4%) 40 74
2 N 364/427 (85%) 340 (93%) | 24 (T%) 211 51
2 Q 364/427 (85%) 345 (95%) 19 (5%) 29 62
2 T 364/427 (85%) 346 (95%) 18 (5%) 31 65
2 W 364/427 (85%) 346 (95%) 18 (5%) 31 65
3 C 86,/89 (97%) 81 (94%) 5 (6%) 25 o7
3 F 86,/89 (97%) 83 (96%) 3 (4%) 43 107
3 I 86,/89 (97%) 80 (93%) 6 (7%) 19 47
3 L 86,/89 (97%) 82 (95%) 4 (5%) 32 67
3 O 86,/89 (97%) 80 (93%) 6 (7%) 19 47
3 R 86,/89 (97%) 83 (96%) 3 (4%) 43 |77
3 U 86,/89 (97%) 79 (92%) 7 (8%) 157 39
3 X 86,/89 (97%) 81 (94%) 5 (6%) 25 57
All All 6848 /7376 (93%) | 6482 (95%) | 366 (5%) 28 61

5 of 366 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 K 344 VAL
2 N 244 VAL
1 \Y% 279 GLU
3 L 54 GLU
1 M 299 ILE
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Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 14 such
sidechains are listed below:

Mol | Chain | Res | Type
2 H 322 ASN
1 J 275 ASN
2 T 110 ASN
1 G 380 ASN
3 O 53 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 carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 23 ligands modelled in this entry, 15 are monoatomic - leaving 8 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 | o RMSZg#]Z| > 2 | Counts RMSZg#|Z| > 2
4 GLN A 901 1 5,8,9 0.66 0 2,9,11 0.34 0
4 GLN D 902 1 5,8,9 0.59 0 2,9,11 0.23 0
4 GLN G 903 1 5,8,9 0.96 0 2,9,11 0.43 0
4 GLN J 904 1 5,8.9 0.62 0 2,9.11 0.16 0
4 GLN M 905 1 5,8.9 0.74 0 2,9.11 0.36 0
4 GLN P 906 1 5,8.9 0.65 0 2,9.11 0.62 0
4 GLN S 907 1 5,8,9 0.51 0 2,9,11 0.09 0
4 GLN V 908 1 5,8,9 0.82 0 2,9,11 0.38 0
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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
4 GLN A 901 1 - 0/3/8/9 10/0/0/0
4 GLN D 902 1 - 0/3/8/9 10/0/0/0
4 GLN G 903 1 - 0/3/8/9 10/0/0/0
4 GLN J 904 1 - 0/3/8/9 10/0/0/0
4 GLN M 905 1 - 0/3/8/9 10/0/0/0
4 GLN P 906 1 - 0/3/8/9 10/0/0/0
4 GLN S 907 1 - 0/3/8/9 10/0/0/0
4 GLN \Y% 908 1 - 0/3/8/9 10/0/0/0

There are no bond length outliers.
There are no bond angle outliers.
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

8 monomers are involved in 65 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
4 A 901 | GLN 8 0
4 D 902 | GLN 3 0
4 G 903 | GLN 12 0
4 J 904 | GLN 6 0
4 M 905 | GLN 13 0
4 P 906 | GLN 7 0
4 S 907 | GLN 4 0
4 \Y% 908 | GLN 12 0

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 | 478/478 (100%) | -0.03 | 4( 23,52, 78,87 | 0
1 D | 478/478 (100%) | -0.01 | 1 (0%) 23,52, 78,87 | 0
1 G | 478/478 (100%) 0.09 3 (0%) 23,51, 77,87 | 0
1 J | 478/478 (100%) 0.05 7 (1%) | 76 93,51, 77,87 | 0
1 M 478/478 (100%) 0.11 5 (1%) |84 77 23, 51, 77, 87 0
1 P 478/478 (100%) 0.05 5 (1%) |84 77 23,51, 77, 87 0
1 S | 478/478 (100%) | -0.04 | 4 (0%) |87 81 | 23,52, 78,87 | 0
1 V| 478/478 (100%) | -0.00 | 9 (1%) 70 59 | 23,52,78,87 | 0
2 B | 410/478 (85%) 0.14 | 4(0%)|84] 77 |31,61,92, 111| 0
2 E | 410/478 (85%) 0.09 8 (1%) 68 58 |[31,62,92,111| 0
2 H | 410/478 (85%) 0.13 |11 (2%) 58 45 |31,61,92, 111| 0
2 K | 410/478 (85%) 0.10 6 (1%) 76| 68 |31,61,92,111| 0
2 N | 410/478 (85%) 0.10 |10 (2%) 62 50 |31,62,92, 111 | 0
2 Q | 410/478 (85%) 0.11 5(1%) 81| 73 |31,61,92, 111 0
2 T | 410/478 (85%) 0.07 |12 (2%) 55 43 |31,61,92, 111 | 0
2 W | 410/478 (85%) 0.10 2 (0%) for][ss] | 31,61, 02,111 o
3 C 91/94 (96%) 0.11 0 25, 58, 71, 75 0
3 F 91/94 (96%) 0.10 1(1%) 182 74 | 25,58, 70,75 | 0
3 I 91/94 (96%) -0.03 25,58, 71,75 | 0
3 L 91/94 (96%) 0.03 25, 58, 71, 75 0
3 0 91/94 (96%) 0.08 95,58, 71,75 | 0
3 R 91/94 (96%) 0.02 25, 58, 70, 75 0
3 U 91/94 (96%) 0.12 95,58, 71,75 | 0
3 X 91/94 (96%) 0.15 25, 58, 71, 75 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
All All 7832/8400 (93%) 0.06 97 (1%) |81 73 | 23, 55, 87, 111 0

The worst 5 of 97 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
266 | GLU 4.5
408 | GLU 4.4
266 | GLU 4.2
408 | GLU 4.0
241 | GLY 4.0

pof pof pof o o
ZiAl ===z

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 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
3 MG W 479 1/1 0.53 0.41 11.17 75,75,75,75 1
4 GLN J 904 9/10 0.69 0.37 4.86 99,59,60,63 0
4 GLN A 901 9/10 0.64 0.31 3.77 48,49,55,59 0
4 GLN D 902 9/10 0.82 0.33 3.71 55,56,57,61 0
4 GLN M 905 9/10 0.73 0.30 3.49 47,48,53,60 0
4 GLN P 906 9/10 0.70 0.34 3.47 52,53,54,56 0
4 GLN \Y 908 9/10 0.73 0.32 3.46 49,51,54,59 0
D MG N 479 1/1 0.76 0.32 3.33 86,86,86,86 1
d MG T 479 1/1 0.84 0.25 2.50 60,60,60,60 1
4 GLN S 907 9/10 0.76 0.24 2.38 55,06,57,62 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
5 MG B 479 1/1 0.35 0.30 2.32 57,57,57,57 1
6 ZN E 902 1/1 0.98 0.18 1.34 59,59,59,59 0
6 ZN B 901 1/1 0.97 0.22 1.12 49,49,49,49 0
4 GLN G 903 | 9/10 0.74 0.23 1.09 51,52,60,65 0
6 ZN T 907 1/1 0.96 0.19 0.93 49,49,49,49 0
6 ZN N 905 1/1 0.99 0.18 0.80 47,4747 47 0
6 ZN H 903 1/1 0.99 0.17 0.34 51,51,51,51 0
6 ZN W 908 1/1 0.95 0.19 0.30 50,50,50,50 0
6 ZN K | 904 | 1/1 099 | 0.16 | 0.12 16,46,46,46 0
6 ZN Q 906 1/1 0.99 0.17 | -0.30 44.44,44 44 0
) MG H 479 1/1 0.28 0.34 - 61,61,61,61 1
5 | MG Q | 479 | 1/1 0.72 | 0.24 _ 61,61,61,61 1
5 MG K 479 1/1 0.63 0.28 - 53,53,563,53 1

6.5 Other polymers (i)

There are no such residues in this entry.
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