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Yeast Isocitrate Dehydrogenase with Citrate and AMP Bound in the Regula-
tory Subunits

Taylor, A.B.; Hu, G.; Hart, P.J.; McAlister-Henn, L.

2007-12-11

4.30 A(reported)

This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
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 4.30 A.

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

Metric Percentile Ranks Value
Rfree I 0.311
Clashscore - M 29
Ramachandran outliers I ©. 4%
Sidechain outliers W 13.6%
RSRZ outliers N A 2 .9%
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))
Rfree 91344 1059 (5.00—3.60)
Clashscore 102246 1166 (5.00-3.60)
Ramachandran outliers 100387 1106 (5.00-3.60)
Sidechain outliers 100360 1089 (5.00-3.60)
RSRZ outliers 91569 1062 (5.00—3.60)

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 349 : 54% 34% 6% - 6%
1 C 349 56% 35% 6% - -
1 E 349 = 54% 36% 6% - -
1 G 349 : 54% 34% 6% - 6%
1 I 349 53% 35% 5% - 6%

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

Mol | Chain | Length Quality of chain
1 K 349 = 5% 35% 6% = o
1 M 349 57% 34% 6% = o
1 O 349 : 56% 32% 6% - 5%
2 B 354 = 47% 41% 10% ov
2 D 354 = 48% 38% 1% ov
2 F 354 = 47% 39% 1% =
2 H 354 m— 46% 41% 10% oo
2 J 354 = 47% 40% 10%  ov
2 L 354 = 46% 41% 10% ov
2 N 354 = 49% 38% 10% ov
2 P 354 = 47% 40% 10% ov

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
3 FLC A 1001 - - X -
3 FLC C 1002 - - X -
3 FLC E 1003 - - X -
3 FLC G 1004 - - X -
3 FLC I 1005 - - X -
3 FLC K 1006 - - X -
3 FLC M 1007 - - X -
3 FLC O 1008 - - X -
4 AMP G 2004 - - - X
4 AMP K 2006 - - X
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 41694 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 Isocitrate dehydrogenase [NAD]| subunit 1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 329 rggt;ﬂl 15094 414\110 4(5?2 5 0 0 0
: ¢ 338 rgggg 1623 4?4 485 i 0 0 0
1 £ 338 gggaél 16043 4124 485 ? 0 0 0
1 G 329 ggt;él 15094 414\110 4%)2 ? 0 0 0
1 1 329 ggt;él 15094 414\110 4%)2 ? 0 0 0
1 K 331 gggaél 1(%8 4123 4(9)2 ? 0 0 0
1 M 339 228341 16046 4125 4(9)6 ? 0 0 0
1 0 330 ggt;%l 15096 414\111 4%)3 ? 0 0 0
e Molecule 2 is a protein called Isocitrate dehydrogenase [NAD| subunit 2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 34T rggtla%l 16?52 4129 5(1)() {2 0 0 0
2 D 34T rggtla;l 16052 414\119 5(1)() {2 0 0 0
2 K 34T rggtla;l 16052 414\119 5(1)0 g 0 0 0
2 H 346 rgggaél 16(316 414\117 5(39 2 0 0 0
2 J 34T ggtla;l 16052 414\119 5?0 2 0 0 0
2 L 346 gggaél 16046 4127 5%)9 2 0 0 ¥
Continued on next page...
grDe
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 N 347 2617 1652 449 510 6 0 y 0
Total C N O S
2 P 347 2617 1652 449 510 6 0 0 0

e Molecule 3 is CITRATE ANION (three-letter code: FLC) (formula: C¢H507).

051 0A2
0-
@)
CA CAC
0B2 / e -~
HO
OHB |cac
0G1 Oos:z
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O

3 A 1 13 6 7 0 0
Total C O

3 C 1 13 6 7 0 0
Total C O

3 E 1 13 6 7 0 0
Total C O

3 G 1 13 6 7 0 0
Total C O

3 1 1 13 6 7 0 0
Total C O

3 K 1 13 6 7 0 0
Total C O

3 M 1 13 6 7 0 0
Total C O

3 @) 1 13 6 7 0 0

e Molecule 4is ADENOSINE MONOPHOSPHATE (three-letter code: AMP) (formula: C1oH14N50-P).
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h A O o5’
'.':3=‘HO 0
P
OH
2
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
4 A 1 23 10 5 7 1 0 0
Total C N O P
4 C 1 23 10 5 7 1 0 0
Total C N O P
4 b 1 23 10 5 7 1 0 0
Total C N O P
4 G 1 23 10 5 7 1 0 0
Total C N O P
4 I 1 23 10 5 7 1 0 0
Total C N O P
4 K 1 23 10 5 7 1 0 0
Total C N O P
4 M 1 23 10 5 7 1 0 0
Total C N O P
4 0 1 23 10 5 7 1 0 0
gPDB
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6% + 6%

34%

54%
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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: Isocitrate dehydrogenase [NAD| subunit 1

3 Residue-property plots (i)

Page 7

99y

o <
© ©
o >

TSL

671

SPI

£y

8910a

9914
v91d

914
0973

8GTH
LGTd
9GTYH

YaIH

TST1

LYTA

SP1d
447

9E€Td

YED
€eTd

62TH

T21d

S11d

90N

429

8Ly

€671

68711

L8TH
9811

€8T

T8TA

6LTL

OLTH
S.TY

TLIN

Le€d

SEEL
vees

9TEL

TTED

0ZEY

viey

80€V
LOER

S0EN
70€1

TOEH
00€EN
6621
86CTH

96CL
g62S
v62S
€621
T6TI

68CL
88¢d
2,82l

¥8TN

€8zh

8.T1
LLTHD

TLTD

® 99Tk

652D

6%EN

@ 9%e1

E£Pel

0%EN

e Molecule 1: Isocitrate dehydrogenase [NAD| subunit 1

8eed

6% o o

35%

56%

Chain C:

© N~ EmN
© © N
< > o«

228

29D

0931

TSL
0ga
6% M

18TA

6LTL

9LTH
S.TY

T9TH
8GTH

L81d
9GTH

YSTH

1871

S%Td
7PIA

9ETd

PETD
€eTd

62Td

€CT1

12Td

SLTH

TLTD

¥ocH

652D

LSTA

efetai)
¥9cd

1821

Sy

£%CT

8ETH
LETS

SETL

€€C1

6%EN

9%e1

£¥eI

0%EN

8€ed
LEEA

GEEL
bEES

9ZEL

2TED

0ozey

viey

80V
LOER

GOEN
70€1

00€EN
6621
86CH

9621
S962¢S
%628

76T1

6821
88¢d
L8TN

e Molecule 1: Isocitrate dehydrogenase [NAD| subunit 1

G8TA
8cTN
€82

8.21

6% o o

36%
RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W

54%

20/0

Chain E: =


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

3BLW

wwPDB X-ray Structure Validation Summary Report

Page 8

© b~
© ©
< >

o <
© ©
S >

o
©
B

TSL

SPI
PN

)
+
=

<+ 10
D O
= >

€1
(45
Tid
011

18TA

6LTL

OLTH
SLTY

19Td
8GTH

L8174
9GTH

YSTH
E€GTA

1871

S¥1d
447

9ETd

vETD
€eTd

62Td

€TTI

0211

+

STTD

90TN

701X

1071

96V

1

‘
3
i

cLe

66TL

® L61I

€671

98TI

£81Y

E€PEI

0vEN

8ged
LEEA

GEEL
vEES

9TEL

TTED

0TEY

viey

80V
LOER

SOEN
Y0€T

00EN
6621
86TH

96CTL
S62S
v6cs
€621
2621

68TL
88td
L8TN

»8ZN
€8zh

LLTD

TLTH

vocH

6VEN

9veT

Isocitrate dehydrogenase [NAD| subunit 1

e Molecule 1

6%

6%

34%

54%

ELN

© ~
© ©
< >

4229

29D

0931

TSL

671

SPI

£va

0vd
6€I

SES

S.TY

TLIN

891a

G914

1914
0973

8GTY
LG1d
9GTYH

YaTH
€GTA

TSTT
AT
SH1d
4418
9€Td

YETD
€eTd

62TY

zccia
TCTd

STID

90TN

4028

TOT1

96V
S6A
T6N

T6S

88L

€8L

08T

8.4
LLT

LSTA

eistd]
p9cd

TS6CI

6%CY

ShTN

€921

8ETH
LETS

SETL

€€TT
TETA
Teca
Lgtd

44
£TTY

g1cl
T1cA
80ca
L0td
90Tk
elol4ct

20TH

66TL

L6T1

€671

L8TH
9811

€814

T8TA

6LTL

OLTH

0vEN

8eed
LEEA

SEEL
vees

9TEL

1ced
0ZEY

vrevy

80€V
LOER

SOEN
Y0€1

00€EN
6621
86CTH

8.21

TLTH

¥9cH

682D

67EW

9%e1

E€YEI

Isocitrate dehydrogenase [NAD| subunit 1

e Molecule 1

6%

5%

S 4=

35%

53%

Chain I

ELN

© b~
© ©
< >

4229

299

094

£vd

0%d
6€1

SES

CEl

62D

LTH

2q1

6TL

TLIH

891a

9974

ToT¥
0973

8GTY
LGTd
9GTYH

YaTH
E€GTA

TSTT
LYTA
ov1d
SP1d
447
9E€Td

YETD
€eTd

62TH

zccra
T21d

STID

90TN

428

TOT1

96V
S6A
6N

26S

88L

€8L

081

8Ly
LLT

¥9cd

7SI

6%CV

SHTN

£%C1

Tl

8ETH
LETS

SETL
€€T1
TETA
133144
LTcd

j£44
344

TTTH

66TL

L6TI

€671

L8TH
98TI

£8TH

18TA

6LTL

9LTH
S.TY

SEEL
vees

9TEL

TTED

0ZEY

viey

80€V
LOER

S0EN
70€1

00€EN
6621
86T

LLTH

SLCH

TLed

79Ty
£9CH

652D

LGTA

962

R LDWIDE

w_ 0

PROTEIN DATA BANK



3BLW

wwPDB X-ray Structure Validation Summary Report

Page 9

6%EN

9%eT

E€PEI

0vEN

8ged
LEEA

Isocitrate dehydrogenase [NAD| subunit 1

e Molecule 1

3%

6% -«

35%

-
%
3

55%

Chain K

(A

~
©
=

99y

o <
© ©
S >

o
©
=

671

SPI

£vd

@ 9LI¥

S.TY

T9TY¢

89T
LSTd
9GTYH

YaTH
E€GTA

TST1
9%1H
SP1d
4747

9ETd

YeTD
€eTd

62TH

€211

TC1d

ST1D

90TN

Y0TX

TOT1

96V
S6A

T6S

88L

1

¥8d
® €8L

08T

8Ly
LLT

ELN

6%CV

Syen

£%C1

TvCL

8ETH
LETS

SETL

€€TT
TETA
1€ca
LT2d

j£44
344

TTTH
§1cI
1314
80ca
L0cd
90Tk
s0ga

20TH

66TL

L6TI

€6T1

L8TH
98TI

£8TH

T8TA

6LTL

8eed
LEEA

GEEL
ees

9TeEL

TTED

0CeY

viev

80€Y
LOER

GOEN
Y0€1

00EN
6621
86CH

9621
S62TS
76TS

2621

68TL
88¢d

»8zN
€8zh

LLTH

@ S.icH

TLTD

vocH

652D

6%EN

9%eT

€hel

obeN

Isocitrate dehydrogenase [NAD| subunit 1

e Molecule 1

6%

34%

57%

Chain M

cLe

© ~ @
© ©
= >

229

29D

0931

TSL
0ga
671

SHI

£va

98TI

£8TH

18TA

6LTL

OLTH
SLTH

T9Td
84T

L8T1d
9GTYH

PSTW

TST1

S%Td
7PN

9ETd

YETD
€eTd

62TH

12Td

STTD

90TN

70TA

T0T1

96V
S6A
T6N

T6Ss

88L

€8L

08T

8L
LLT

ELN

G8TA
8cTN
€82

SLTH

T.LTH

v9cH

692D

LGTA

elet40]
v8ed

T&cI

SHTN

£€%2C1

8ETH
LETS

SETL

€€T1
CTETA
T€ca
Lged
£TTY
j1441
S12I
T1CA
80c¢a
L0td
90Tk
{0 4cs

202d

66TL

L6TI

€671

L8TH

6%EN

9%eT

E€YEI

0%EN

8eed
LEEA

GEEL
vees

9TEL

TTED

0ceY

14144

80€Y
LOER

GOEN
0¢e1

00EN
6621
86TH

9621
(14
76TS

e Molecule 1

2621

68TL
88¢d

Isocitrate dehydrogenase [NAD| subunit 1

« 5%

6%

32%

0 (o] -
<& < 19|10
= = | B

56%

™
~
=

~
©
=

99y

o <
© ©
S >

o
©
=

£va

0vd
6€1

SES

(439

62D

L2

[448

6TL

S.LTY

TLIN

891a

G914
»91d

1914
0973

8GTH
L81d
9GTY

YaTINH

TSTT

LYTA

Sh1d

STID

90TN

4025

T0T1

96V
S6A

T6S

88L

78d
€8L

08T

8.4
J/lt

O

R LDWIDE
PROTEIN DATA BANK

W



3BLW

wwPDB X-ray Structure Validation Summary Report

Page 10

9Ty
£€92H

6GTH

LSTA

elctdh]

TSCI

€921

ThTL

8ETH
LETS

SETL

€€T1
CTETA
Teea
LTtd

1244

TN

§1cl

T1CA

80ca

L0td
90Tk

€814

T8TA

6LTL

OLTH

o 9%e1

EYEI

0vEN

8eed
LEEA

SEEL
vees

9TEL

TTED

0TeY

brey

80€V

LOER

SOEN

0ogN
6621
86CH

96CL
S6CS
¥6CS

88td

3

78CN

TLT)

992k

67EN

Isocitrate dehydrogenase [NAD| subunit 2

e Molecule 2

10%

41%

47%

3%
L

Chain B

S99D
PoN

294
791

6GS

980

€GM

08d
67A

LYY
Eidl
S¥S

€%

L2t

6€ES
81
LES

fefoicy

- ™ &
™ ™ m
2] S

9IN
S1d
i
€190
CTL

(%4

st

+

ovTa

(47499

8ETL

9€Td

YETI
€ET1

0€1d

+

STTL

1

8T1S

PITY

0TTd

voTd
€071

1071

661

® 96H

81

181

8LL
LLI

g.b
vLA
eLY
TLd

0Ld

3
3

89L

€61

68TH

L8TA
98TA
S8TI
¥8TA
€874
T81d
18T¥

LTV

TLTX

6911
89TA
L9TH

S91S
voTV

°oTd
1911

LSTI
9STS

PSTA

0STD

TTEY

61€D
81€I

STEY
YI€H

60EN

+

S62d
6N

T62a

1821
98ca

€8cS
08cTA
glzcs
il
€LTH

99¢d
S9TL

2921

1821

€621
c&ca

9%Tk
S¥T1

€¥cd
t4 249
THTA

8ETY
LETa
9ETL
GETA

0g€ed

8TES

Isocitrate dehydrogenase [NAD| subunit 2

e Molecule 2

>°/O

1%

38%

48%

Chain D

980

™
0
=

o
re
a

® 0 © N~ [
d‘ & & <
- 2R =

L2t

=)
<+
=

8EYN
LES

fefoicy
ved
€€D

ocd
S¢S
44

- <
© ©
| =}

(449

L1d
9IN
S1d

~
~
H

€19
CTL

o1y

st

(47499

8ETL

9ETH

PeTI
€ETT

0€Ta

STTL

1

8T1S

2%

0TTd

70T

1011

661

96H

6.1
8LL

§Lb

€LY
cLd

3

0Ld

©
©
[ 2]

S99

4443

S8TI
¥8TA
£8TYH

1874

6LTI

OLTV
SLTR

TLTX

69TI
89TA
L9Td

S9T1S
YITV

°oTd

L8TI

981§

0STD

*

ovTa

8TES

T2eY

61€h
81€I

STEV
YI€H

60EW

g62d
162a
.8TI

98cd
§8¢d

£8TS

08zA

PR 4

j2kay

eLTH

S9TL

c9e1

LSTT

€821
csca

9%Ch
S¥C1

eved
cved
15%4

8€TY
Leca
9ETL
SETK

8TcTA

0€ed

Isocitrate dehydrogenase [NAD| subunit 2

e Molecule 2

R LDWIDE

O

PROTEIN DATA BANK

W



3BLW

wwPDB X-ray Structure Validation Summary Report

Page 11

11%

39%

47%

5%

Chain F

=
10 -
o o

98D

[
®
0
=

=)
re
[

0 © N~ )
S +
0 << =

15728

1321
oA

8EN
LES

Se€d
ved
£€D

T€D

® §¢S
vTA

[448

9TN
S1d

€19
CTL

LYTH
iAYS

(47429

8ETL

9€TH

YETL
€ETT

0€1a

qzIL

8118

ST1d

L

0114

$0TH

TOT1

66T

e %81

181

6.3
8LL
LLI

G.b
wLA
eLY
cLd

3

0Ld

89L

0ETL

8TTA

j£443

9121

80cs

L9TH

® 9918
YoTV

29TH
LSTI

991s
SST0

0§10

12eY

6T€D
8T€I

STEV
YI€H

® 60En

S62d
v6TN

162d
.8TI
£8TS
08cA
§.TS

i2kay
® €lai

99¢d
S9TL

29e1

LSTT

€621
csca

9%Ck
S%C1

eved
{474
e T¥cA

8eTV
Lgca
9ETL
SETK

$G6eT

2TGeA
TGeI
0geA
6%EY

SveES

® €E¥eL

TYEY

Isocitrate dehydrogenase [NAD| subunit 2

11%

6EED
8EEY
LEET
9EEQ
gqeed
PEEL

e Molecule 2

0ged

8TES

10%

41%

46%

Chain H

o0
B
©
=

LES

Sed
ved
£€D

€D

9cd
® S¢S
® wTA

[448

® 9N
® S1d

€19
CTL

H
‘

st

(47423

0%1d
6€T2
8ETL

9€TH

- 3] SRS I
© B =X ]

veTI
€ETT

0€1a

*

SCTL

8T1S

221

0114

v01d
€071

TOT1

661

© — ™ ¢ 0O~ @
N 00 © © 0 © ©
- - oo o -
- ~ M HP > B

96H

<«
©
a

181

[ X N X ]
N~ o O
N~ N
OB

gLb

gLV
cTLd

0Ld

©
©
| 2]

4443

9121

76TY
€610

T6TL

TLTA

6971
89TA
L9TH

S9TS
YTV

411
T9TL

L8TI
981§
fefegdi]

E€GTA

087D

LYTH
ovTa

arTey
PTEH
°
°
608
g62d
$62N
‘B
1620
thH
mmnm
omn> o ©aET
N4 e zaed
$L21 e Tael
€123 0gEA
1 6VEY
ommH
99zd
mmmp aves
2921 EHEL
1821 o THEV
992H e OvEL
1 6€€D
€921 8gEY
zsza LEET
1 9gEa
9%k ageD
L ® ©bEEl
vt e
€ved (]
(4249 []
192A 0ged
88y
Le2a
9821
qgek
08TL
| ezan TTEV
8220 o OzeN |
61
wmmH

Isocitrate dehydrogenase [NAD| subunit 2

e Molecule 2

6%

10%

40%

47%

Chain J

S99
7oN

[4°F:S
19I
09d
655

98D

™
0
=

o
re
a

[
<
=

55729

1528
07A

8eN
LES

Sed
ved
€€D

1€D

<+ 10 ©
a A
N

=
©
|

I\
I
>

9TIN
S1d

€19
CTL

0TY

st

(A%
6€TH
8ETL
9E€TH

PETI
€ETT

0€1a

STTL

8T1S

i1

0TT4d

%01
€071

1011

LN ]
©
o
o

g.b
VLA
eLY
cLd

0Ld

89L

O

R LDWIDE
PROTEIN DATA BANK

W



3BLW

wwPDB X-ray Structure Validation Summary Report

Page 12

8TTA

¥TTs
£TTN

S91S
YTV

[4°1%S
T9TL

6811

L8971
99TS
SSTD

€9TA

087D

12eY

6T€D
8T€I

STEV
YI€H

60EW

+

S62d
76CN

162a

@ L8TI

@® €8tS

08zA
§.eS
vlTI
eLed

99¢d
S9TL

29e1

LSTT

€921
csca

9%CTh
S¥e1

eved
cved
15%4

8€TV
Leaa
9ETL
SETX

0ogelL

vGeT

Isocitrate dehydrogenase [NAD| subunit 2

cGeN
TSeI
0geA
6vEV

0€ed

8TES

e Molecule 2

.

10%

41%

)
II.* II
-

46%

6%

Chain L

S9D
won

[4°F:S
T9I

6SS

98D

® £€SM

04d

[
<
=

1528

=
<+
=

8€N

~
™
©

Sed
ved
€D

€D

9Td
STs
44

[448

9TIN
S1d

€19
(41

+

st

ov1a

(47429

0%1d
6€TH
8ETL

9€TH

® eIl
€ETT

0€Ta

SCIL

6711
8T1S

231

0174

v0TH
€071

TOT'1

661

96H

81

181

6.3
8LL
LLI

gLb
22
eLY
cLd

0Ld

89L
®

4443

0Ze1

® 9121

3

80TS

® Socy
vocy
€0cA

004

867D

v6TY
€610

6814

L8TA
98TA
S8TI
¥8TA
£8TYH

18TY

b

® 9LIV

TLTX

69TI
89TA
L9Td

S91S
YoTY

°oTH
19TL

1871
991s
SSTh

3

0STD

LYTH

67€h
81€I

STEY
PIeH

60EN

g6cd
v6TN

T62a
® .L8TI
€8S
08TA
S.Ts

LTI
€LTY

0LzI

99¢d
g9zl

2921

LSTT

€921
T§ea

0821

9%Tk
S%T1

€¥cd
[4 74
® 1T¥cA

8ETY
Lgea
9ETL
GETA

0ETL

8TTA

$9€1

Isocitrate dehydrogenase [NAD| subunit 2

[4:t20')
16€I
0GEA
6YEY

0€€d

8CES

T12EY

e Molecule 2

10%

38%

49%

3%
-

Chain N

79N 9978 L83
€9A [ | 9821
294 THTA agzk
191 [ | [ |
09d 8ETL 8z
e
98T
[ eemy
93D $ETT %228
1 £ETT
£9M [ |
1 0£1a
08d -—-—--
6% 9121
I STIL —
LYY [ |
oV 811S 802s
abs [ | [ |
. hd BT 902
€91 %02V
Lo of £02A
73 0174 [ ]
oA 0024
| ees | 6611
8y 8619
L€S I |
| 9er T0TT 76T
ggd | oon £6Th

181
. oosn 6971
9IN 6.1 89TA
S1d 8LL L9T4
.--- LLT ---
L oels 8918
SLb Y91V
[ 77 SR ) 7
ELY 29Td
zLd [ |
LT L9TT
0Ld 99TS

S

0ged

8TES

TCEY

61€D
81€1

STEV
YI€H

60EW

S6Td

162d

18T1

§98¢d

€82S
08zA
S.LTS
jZxan
eLTH
0.TI

99¢d
S92L

29Tl

L8921

€421
cgea

9%Th
S%TT

gved
{474
15248

8eTy

79e1

[ ]
ggeNd
TGe1
0geA
6%EY

SYES

E£YEL

THEY

6€£€D
8EEY
LEET
9ged
SEED
@ 7veel

O

R LDWIDE
PROTEIN DATA BANK

W



3BLW

wwPDB X-ray Structure Validation Summary Report

Page 13

Isocitrate dehydrogenase [NAD| subunit 2

e Molecule 2

2%

10%

40%

47%

Chain P

)
=4

67

LYY
Eid
S%S

[4728
1528
07A

8€N
LES

Sed

Sy
™
a

™
32
©

-
™
©

0 ©
a
[N

<
N
=

-
@
=

I\
o
>

9TN
S1d

[
~
B4

€19
CTL

=
—
5

*

ov1a

(47429

8ETL

9€TH

YETI
€ETT

0€1a

+
3

SCIL

8T1S

231

01174

Y0Td

TOT1

661

96H

8.LL
LLI

gLb
viA
gLV
TLd

0Ld

89L

SETR

8TTA

92T

j4443

{4444

0ze1

9121

€1ea

80Ts
S0TH
voTy
£0CA

0024

861D

12eY

6T€D
8T€I

STEV
YI€H

60EW

S62d
v6TN

162d

.8TI
98ed

£8TS
08zA
§.TS
j2kay
eLed

04TI

99¢d
S9TL

2921

LSTT

€821
[4et4]

0821

9%Tk
L4

£vcd
Tved
1574

8eTy
Leea
9ETL

® ©Gel
L]

O

R LDWIDE
PROTEIN DATA BANK

W



Page 14 wwPDB X-ray Structure Validation Summary Report 3BLW
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 113.16A 116.35A 163.62A .
Depositor
a, b, c, a, B,y 98.96°  110.23° 106.63°
. 49.38 — 4.30 Depositor
Resolution (4) 4939 — 430 EDS
% Data completeness 90.7 (49.38-4.30) Depositor
(in resolution range) 83.5 (49.39-4.30) EDS
Rinerge (Not available) Depositor
Rsym 0.13 Depositor
<IJo(l)>" 2.72 (at 4.29A) Xtriage
Refinement program PHENIX (phenix.refine) Depositor
R R 0.274 , 0.311 Depositor
» Phfree 0.276 , 0.311 DCC
Rfree test set 2238 reflections (5.05%) DCC
Wilson B-factor (A?) 139.2 Xtriage
Anisotropy 0.281 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.25 , 127.6 EDS
Estimated twinning fraction 0.000 for k,h,-h-k-1 Xtriage
L-test for twinning? <|L| > =049, < L* > = 0.31 Xtriage
Outliers 0 of 44318 reflections Xtriage
F,.F. correlation 0.85 EDS
Total number of atoms 41694 wwPDB-VP
Average B, all atoms (A?) 190.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patter-
son function is 18.65% of the height of the origin peak. No significant pseudotranslation is de-

tected.

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.

O 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:
AMP, FLC

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\ (o7 #éy >5 RMSZ #é\ >5

1 A 049 | 6/2565 (0.2%) | 059 | 1/3467 (0.0%)

1 C 049 | 6/2643 (0.2%) | 0.62 | 3/3571 (0.1%)

1 E 049 | 6/2643 (0.2%) | 0.60 | 1/3571 (0.0%)

1 G 0.49 | 6/2565 (0.2%) | 0.61 | 3/3467 (0.1%)

1 T 0.49 | 6/2565 (0.2%) | 0.61 | 3/3467 (0.1%)

1 K 049 | 6/2634 (0.2%) | 0.62 | 3/3559 (0.1%)

1 M | 049 | 6/2648 (02%) | 0.62 | 3/3578 (0.1%)

1 0 049 | 6/2569 (0.2%) | 0.59 | 1/3472 (0.0%)

2 B 041 0/2663 0.57 0/3621

) D 0.40 0/2663 0.57 0/3621

2 F 0.40 0/2663 0.57 0/3621

2 i 0.40 0/2654 0.57 0/3610

2 J 0.40 0/2663 0.57 0/3621

2 L 0.40 0/2654 0.57 0/3610

2 N 0.40 0/2663 0.57 0/3621

2 P 0.40 0/2663 0.57 0/3621
All | ANl | 045 | 48/42118 (0.1%) | 0.59 | 18/57098 (0.0%)

The worst 5 of 48 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 G 349 | MET | CG-SD | 5.84 1.96 1.81
1 D) 349 | MET | CG-SD | 5.81 1.96 1.81
1 C 349 | MET | CG-SD | 5.80 1.96 1.81
1 K 349 | MET | CG-SD | 5.79 1.96 1.81
1 O 349 | MET | CG-SD | 5.78 1.96 1.81

The worst 5 of 18 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 C 264 | ARG | NE-CZ-NH2 | -5.95 117.32 120.30
Continued on next page...

=
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Continued from previous page...

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 M 264 | ARG | NE-CZ-NH2 | -5.95 117.32 120.30
1 I 264 | ARG | NE-CZ-NH2 | -5.95 117.33 120.30
1 K 264 | ARG | NE-CZ-NH2 | -5.93 117.33 120.30
1 G 264 | ARG | NE-CZ-NH2 | -5.91 117.34 120.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2523 0 2539 151 0
1 C 2599 0 2641 142 0
1 E 2599 0 2641 158 0
1 G 2523 0 2559 134 1
1 I 2523 0 2559 141 0
1 K 2590 0 2635 155 0
1 M 2604 0 2646 142 0
1 O 2527 0 2562 133 0
2 B 2617 0 2662 180 2
2 D 2617 0 2662 193 0
2 F 2617 0 2662 186 0
2 H 2608 0 2649 185 0
2 J 2617 0 2662 192 0
2 L 2608 0 2649 194 0
2 N 2617 0 2662 171 2
2 P 2617 0 2662 200 1
3 A 13 0 D 5 0
3 C 13 0 D 4 0
3 D) 13 0 d 4 0
3 G 13 0 3 5 0
3 I 13 0 d 5 0
3 K 13 0 d 4 0
3 M 13 0 D 6 0
3 O 13 0 D 5 0
4 A 23 0 12 2 0

Continued on next page...


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

Page 17

wwPDB X-ray Structure Validation Summary Report

3BLW

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 C 23 0 12 2 0
4 E 23 0 12 6 0
4 G 23 0 12 1 0
4 I 23 0 12 3 0
4 K 23 0 12 9 0
4 M 23 0 12 3 0
4 O 23 0 12 0 0
All All 41694 0 42208 2462 3

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 29.

The worst 5 of 2462 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:171:LYS:HZ2 | 1:E:72:ARG:NH2 1.27 1.32
2:B:213:ASP:HB3 | 1:1:122:ASP:0OD2 1.23 1.27
2:D:285:PRO:HG3 | 2:P:286:ASP:0D2 1.42 1.20
2:D:285:PRO:CG | 2:P:286:ASP:0D2 1.91 1.19
2:D:285:PRO:CB | 2:P:286:ASP:0OD2 1.89 1.19

All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
2:B:286:ASP:0OD2 | 2:N:285:PRO:CG|1_565] 1.88 0.32
2:B:286:ASP:0OD2 | 2:N:285:PRO:CBJ1_565] 1.90 0.30
1:G:122:ASP:OD2 | 2:P:213:ASP:CB|1_565| 2.15 0.05

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.
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 325/349 (93%) 295 (91%) 27 (8%) 3 (1%) 21 67
1 C 334/349 (96%) 300 (90%) 31 (9%) 3 (1%) 21 67
1 E 334/349 (96%) 300 (90%) 31 (9%) 3 (1%) 21 67
1 G 325/349 (93%) 295 (91%) 27 (8%) 3 (1%) 21 67
1 I 325/349 (93%) 295 (91%) 27 (8%) 3 (1%) 21 67
1 K 333/349 (95%) 300 (90%) 30 (9%) 3 (1%) 21 67
1 M 335/349 (96%) 301 (90%) 31 (9%) 3 (1%) 21 67
1 O 326/349 (93%) 296 (91%) 27 (8%) 3 (1%) 21 67
2 B 343/354 (97%) 289 (84%) | 42 (12%) | 12 (4%) 41
2 D 343/354 (97%) 289 (84%) | 41 (12%) | 13 (4%) 39
2 F 343/354 (97%) 289 (84%) | 41 (12%) | 13 (4%) 39
2 H 342/354 (97%) 288 (84%) | 41 (12%) | 13 (4%) 39
2 J 343/354 (97%) 289 (84%) | 41 (12%) | 13 (4%) 39
2 L 342/354 (97%) 288 (84%) | 41 (12%) | 13 (4%) 39
2 N 343/354 (97%) 290 (84%) | 40 (12%) | 13 (4%) 39
2 P 343/354 (97%) 289 (84%) | 41 (12%) | 13 (4%) 39

All All 5379/5624 (96%) | 4693 (87%) | 559 (10%) | 127 (2%) 49

5 of 127 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 304 LEU
2 B 97 ARG
2 B 151 PRO
2 B 322 VAL
2 B 323 LEU

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 274/289 (95%) | 245 (89%) | 29 (11%) 8
1 C 282/289 (98%) | 253 (90%) | 29 (10%) | |9
1 E 282/289 (98%) | 251 (89%) | 31 (11%) | |8
1 G 274/289 (95%) | 247 (90%) | 27 (10%)
1 I 274/289 (95%) | 247 (90%) | 27 (10%)
1 K 281/289 (97%) | 251 (89%) | 30 (11%) 8
1 M 282/289 (98%) | 254 (90%) | 28 (10%)
1 o) 274/289 (95%) | 245 (89%) | 29 (11%) 8
2 B 203/297 (99%) | 244 (83%) | 49 (17%)
2 D 203/297 (99%) | 244 (83%) | 49 (17%)
2 F 203/297 (99%) | 244 (83%) | 49 (17%)
2 H 292/297 (98%) | 244 (84%) | 48 (16%)
2 J 203/297 (99%) | 244 (83%) | 49 (17%)
2 L 292/297 (98%) | 244 (84%) | 48 (16%)
2 N 203/297 (99%) | 245 (84%) | 48 (16%)
2 P 293/297 (99%) | 244 (83%) | 49 (17%)
All | Al | 4565,/4688 (97%) | 3946 (86%) | 619 (14%)
5 of 619 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
2 H 88 LEU
2 J 38 LYS
2 P 8 ILE
2 H 185 ILE
1 I 52 ILE
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 43 such

sidechains are listed below:

Mol | Chain | Res | Type
2 H 64 ASN
2 J 64 ASN
1 O 106 ASN
2 H 193 GLN
2 H 231 ASN
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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)

16 ligands 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 CountsB Onfgl\/[lglzlgt;lﬁs\Z | > 2 CountsBOIPI{i/[ESHZIgle%Z | > 2
3 FLC A 1001 - 3,12,12 0.95 0 3,17,17 2.77 2 (66%)
4 [AMP | A 2001 - [202525] 1.04 | 1(5%) |22.38,38| 2.03 | 3 (13%)
3 FLC C 1002 - 3,12,12 0.91 0 3,17,17 2.73 2 (66%)
4 [AMP | € 2002 - [202525] 1.04 | 1(5%) |22.38,38| 2.03 | 3 (13%)
3 FLC E 1003 - 3,12,12 0.92 0 3,17,17 2.72 2 (66%)
4 [AMP | E [2003] - [202525] 1.03 | 1(5%) |22.3838| 2.02 | 3 (13%)
3 | FLC G 1004 - [ 31212 ] 095 0 317,17 | 275 | 2 (66%)
4 [AMP | G [2004] - [202525] 1.04 | 1(5%) |22,3838| 2.03 | 3 (13%)
3 FLC I 1005 - 3,12,12 0.92 0 3,17,17 2.75 2 (66%)
4 [AMP | 1 [2005| - [202525] 1.03 | 1(5%) |22.38,38| 2.01 | 3 (13%)
3 FLC K 1006 - 3,12,12 0.99 0 3,17,17 2.75 2 (66%)
4 [AMP | K 2006 - [202525] 1.03 | 1(5%) |22.38,38| 2.03 | 3 (13%)
3 FLC M 1007 - 3,12,12 1.01 0 3,17,17 2.77 2 (66%)
4 [AMP | M [2007] - [202525] 1.04 | 1(5%) |22.3838| 2.02 | 3 (13%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link [ o | RMSZ | #/2] > 2| Counts | RMSZ | #|2] > 2
FLC O 1008 - 3,12,12 0.98 0 3,17,17 | 2.74 2 (66%)
AMP O 2008 - 20,25,25 | 1.03 1 (5%) |22,38,38 | 2.03 3 (13%)

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
3 FLC A 1001 - - 0/6/16/16 | 0/0/0/0
4 AMP A 2001 - - 0/6/26/26 | 0/3/3/3
3 FLC C 1002 - - 0/6/16/16 | 0/0/0/0
4 AMP C 2002 - - 0/6/26/26 | 0/3/3/3
3 FLC E 1003 - - 0/6/16/16 | 0/0/0/0
4 AMP E 2003 - - 0/6/26/26 | 0/3/3/3
3 FLC G 1004 - - 0/6/16/16 | 0/0/0/0
4 AMP G 2004 - - 0/6/26/26 | 0/3/3/3
3 FLC I 1005 - - 0/6/16/16 | 0/0/0/0
4 AMP I 2005 - - 0/6/26/26 | 0/3/3/3
3 FLC K 1006 - - 0/6/16/16 | 0/0/0/0
4 AMP K 2006 - - 0/6/26/26 | 0/3/3/3
3 FLC M 1007 - - 0/6/16/16 | 0/0/0/0
4 AMP M 2007 - - 0/6/26/26 | 0/3/3/3
3 FLC O 1008 - - 0/6/16/16 | 0/0/0/0
4 AMP O 2008 - - 0/6/26/26 | 0/3/3/3

The worst 5 of 8 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 I 2005 | AMP | C5-C4 | 3.09 1.47 1.40
4 C 2002 | AMP | C5-C4 | 3.10 1.47 1.40
4 K 2006 | AMP | C5-C4 | 3.10 1.47 1.40
4 M 2007 | AMP | C5-C4 | 3.10 1.47 1.40
4 O 2008 | AMP | C5-C4 | 3.12 1.47 1.40

The worst 5 of 40 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
4 O 2008 | AMP | N3-C2-N1 | -6.79 123.70 128.89
4 C 2002 | AMP | N3-C2-N1 | -6.78 123.71 128.89
4 K 2006 | AMP | N3-C2-N1 | -6.77 123.71 128.89
4 A 2001 | AMP | N3-C2-N1 | -6.76 123.72 128.89

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
4 G 2004 | AMP | N3-C2-N1 | -6.75 123.73 128.89

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

15 monomers are involved in 64 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 1001 | FLC 5 0
4 A 2001 | AMP 2 0
3 C 1002 | FLC 4 0
4 C 2002 | AMP 2 0
3 E 1003 | FLC 4 0
4 E 2003 | AMP 6 0
3 G 1004 | FLC 5 0
4 G 2004 | AMP 1 0
3 I 1005 | FLC 5 0
4 I 2005 | AMP 3 0
3 K 1006 | FLC 4 0
4 K 2006 | AMP 9 0
3 M 1007 | FLC 6 0
4 M 2007 | AMP 3 0
3 O 1008 | FLC 5 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 329/349 (94%) -0.01 4 (1%) 1811 73 | 120, 159, 225, 290 0
1 C 338/349 (96%) -0.12 0 | 100 | 100 120, 151, 227, 309 0
1 E 338/349 (96%) 0.02 6 (1%) 71 62 | 121, 194, 255, 288 0
1 G 329/349 (94%) -0.12 2 (0%) mlm 122, 185, 247, 313 0
1 I 329/349 (94%) -0.15 1(0%) fo4)192] | 120, 176, 240, 331 0
1 K 337/349 (96%) 0.03 12 (3%) 46 37 | 121, 195, 256, 286 0
1 M 339/349 (97%) -0.09 0 f1o0 )| 100 120, 151, 210, 264 0
1 o) 330/349 (94%) -0.04 2 (0%) {90 ) 186 | 120, 159, 234, 295 0
2 B 347/354 (98%) 0.04 9 (2%) 59 49 | 120, 162, 233, 325 0
2 D 347/354 (98%) 0.04 6 (1%) 73 63 | 121, 185, 269, 309 0
2 F 347/354 (98%) 0.20 17 (4%) 33 26 | 129, 234, 299, 325 0
2 H 346/354 (97%) 0.51 40 (11%) WE 123, 237, 317, 353 0
2 J 347/354 (98%) 0.37 22 (6%) 23 |16 | 124, 229, 302, 357 0
2 L 346/354 (97%) 0.35 20 (5%) 26 |19 | 137, 230, 289, 322 0
2 N 347/354 (98%) 0.15 9 (2%) 59 49 | 120, 186, 270, 304 0
2 p 347/354 (98%) 0.07 8 (2%) 64 54 | 120, 162, 234, 316 0
All | ALl | 5443/5624 (96%) 0.08 158 (2%) 55 44 | 120, 185, 276, 357 0

The worst 5 of 158 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
2 H 82 | VAL 7.1
2 J 65 | GLY 5.6
2 N 28 | GLU 4.7
2 H 67 | THR 4.5
2 J 67 | THR 4.4
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6.2 Non-standard residues in protein, DNA, RNA chains (i)

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

6.3 Carbohydrates (i)

There are no 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
4 AMP G 2004 | 23/23 0.78 0.50 0.79 | 164,164,164,164 0
4 AMP K 2006 | 23/23 0.77 0.43 0.65 | 240,240,240,240 0
3 FLC A 1001 | 13/13 0.83 0.33 0.27 | 121,121,121,121 0
3 FLC C 1002 | 13/13 0.72 0.35 0.25 | 179,179,179,179 0
3 FLC O 1008 | 13/13 0.85 0.33 0.17 | 148,148,148,148 0
4 AMP E 2003 | 23/23 0.78 0.37 0.14 | 215,215,215,215 0
4 AMP I 2005 | 23/23 0.85 0.33 0.09 | 162,162,162,162 0
3 FLC I 1005 | 13/13 0.85 0.28 -0.22 | 185,185,185,185 0
3 FLC M 1007 | 13/13 0.86 0.30 -0.54 | 158,158,158,158 0
3 FLC K 1006 | 13/13 0.85 0.33 -0.56 | 155,155,155,155 0
4 AMP M 2007 | 23/23 0.82 0.29 -0.58 | 137,137,137,137 0
3 FLC E 1003 | 13/13 0.88 0.32 -0.67 | 173,173,173,173 0
3 | FLC | G | 1004 | 13/13 | 0.89 | 0.20 | -0.70 | 102,192,192,192 | 0
1 | AMP | C | 2002 23/23 | 000 | 0.23 | -0.87 | 148,148,148,148 | 0
4 AMP O 2008 | 23/23 0.87 0.26 -0.93 | 135,135,135,135 0
4 AMP A 2001 | 23/23 0.83 0.26 -1.17 | 150,150,150,150 0

6.5 Other polymers (i)

There are no such residues in this entry.
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