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

MolProbity : 4.02b-467
Mogul : 1.8.5 (274361), CSD as541be (2020)
Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED

Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.11
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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 2.20 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 IS N 15
Ramachandran outliers N W 0.6%
Sidechain outliers I N 6.4%

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 141614 5594 (2.20-2.20)
Ramachandran outliers 138981 5503 (2.20-2.20)
Sidechain outliers 138945 5504 (2.20-2.20)

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 respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5%

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 492 73% 21% -
1 C 492 71% 23% -
2 B 523 81% 17%
2 D 523 78% 20%
3 E 289 58% 27% T
3 F 289 49% 38% ©10%
3 G 289 51% 35% T
3 H 289 51% 35% C%
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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
5 CFM A 1496 - - X -
5 CFM C 3496 - - X -
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2  Entry composition (i)

There are 9 unique types of molecules in this entry. The entry contains 24903 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 NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA

CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N 0O S
1 A 476 3776 2402 642 708 24 0 0 0
Total C N 0O S
1 C 476 3776 2402 642 708 24 0 0 0

e Molecule 2 is a protein called NITROGENASE MOLYBDENUM-IRON PROTEIN BETA

CHAIN.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 B 022 4174 2666 705 775 28 0 0 0
Total C N O S
2 D 522 4174 2666 705 775 28 0 0 0

e Molecule 3 is a protein called NITROGENASE IRON PROTEIN.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 E 259 ?Sgl 12(;7 31?\}0 3(?6 280 3 0 0
3 K 260 ?St;; 12(;6 31;7 3(?9 280 0 0 0
3 G 251 ?ggaél 1 2% 9 31;I7 3C7)2 280 g 0 0
s H 262 1;8211 12044 31?\}7 323 280 s 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment Reference
E ? - LEU | DELETION | UNP P00459
F ? - LEU | DELETION | UNP P00459
G ? - LEU | DELETION | UNP P00459

Continued on next page...
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Continued from previous page...
Chain | Residue | Modelled | Actual | Comment Reference
H ? - LEU DELETION | UNP P00459

e Molecule 4 is 3-HYDROXY-3-CARBOXY-ADIPIC ACID (three-letter code: HCA) (for-
mula: C7H1007).

HCA
(o)
HO o
C\l’ -
OH
. 06
OH
L3R ~CT
olc
ca
oHO o
O
03
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
: ! 1 4 7 7 0 0
Total C O
: ¢ ' 14 7 7 0 0

e Molecule 5 is FE-MO-S CLUSTER (three-letter code: CEFM) (formula: Fe;MoSy).
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CFM
FEB6 S2B MO1
Fe <Mo
S1B FE2
FES Fe Fe sia
s3R*BrEs
Fe
FEIEe .
FE1 é?%
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe Mo S
5 A 1 17 . 1 9 0 0
Total Fe Mo S
5 C 1 17 . 1 9 0 0

e Molecule 6 is CALCIUM ION (three-letter code: CA) (formula: Ca).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Ca
6 B 1 1 1 0 0
6 D 1 Tofal (ia 0 0

e Molecule 7 is FE(8)-S(7) CLUSTER (three-letter code: CLF) (formula: FegS7).
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CLF
FES FES
Fe = FE7
e = FE6
S4B e Se "Fe o1
Fe g, Fe
s2A S FeFez
Fe
FE3 SAA
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
7 B 1 15 g 7 0 0
Total Fe S
7 D 1 15 g 7 0 0

e Molecule 8 is IRON/SULFUR CLUSTER (three-letter code: SF4) (formula: Fey,Sy).

FE4

SF4

S3

Fe

Fe

FE1

Fe

S2

S4
S1 FE3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Fe S
8 E 1 3 14 0 0
Total Fe S
8 G 1 3 14 0 0




Page 8

wwPDB X-ray Structure Validation Summary Report

1G20

e Molecule 9 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
9 A 211 T;ffl 2?1 0 0
9 B 300 gogsl 389 0 0
9 C 104 Tlootjl 1(3 ] 0 0
9 D 235 1;0;5‘1 2(;5 0 0
9 E 56 ngal 506 0 0
9 F 62 T‘ét;‘l 52 0 0
9 G 37 Tgt;‘l ?7 0 0
9 H 52 Tgt;‘l 5?2 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry. 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. 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.

Note EDS was not executed.

e Molecule 1: NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA CHAIN

21%

73%

TTIL
0TTA

Ll

€0TL

00TX

86N

SETY

TETH

0ETN

91
62Tl

TTTA

61Tl

picL

+

021
oca
£02Y
20cTA

661N
86TV

T61S
167D

9814

€810

191d

GS1d
810

il

L%1D

SPIN
44N

P11

4728

T0%X

96€d

T6EN

98ed

T8EY

8LED
LLEL

0LET

CTOEH

09€d

8GET

98€DH
9GeI

9%€T

€0€L

00€4

6624

88cH

[4:193

LLTH

S.TD
YLCH

89¢A
L9gH
99z¢d
S9TL
%921
€9zca
[4°149

¥9cs
£4GTM
[4:tdi]

6%CD

T
T

SOVW

°ova

LSHY

0S¥%A
6%%d

S¥va

(4747

EEPN

6274

LT%3

0Z%1

e Molecule 1: NITROGENASE MOLYBDENUM-IRON PROTEIN ALPHA CHAIN

23%

71%

Chain C:

OTTA

LOTN

€0TL

00TX

86N

964

£64

060

T8s
18I

Yid

99D

2229

290

094
691

bad
€sl

190

9€a

YEA

Al

IIIIIIII a -
©

6€CH

SETV

TETH

ogen
62Tk

92T1

i4441
11443
0zed
61CL
cica
¥0ca
€02y
cocA
86TV
1670
9814

¥81d
€810

69TA
S91S
6GTI
S96Td

%910
€973

LY1D
SYIN
1543
8ETA
PETT
T€TT
1A

STTL

PRE4:S

S.20

TLTN

6921
89TA
L9TY

S9TL
%921
€9CM

SHT

6L%HM
8L%d
LLYY

YLV

SOV

e Molecule 2: NITROGENASE MOLYBDENUM-TRON PROTEIN BETA CHAIN

E9%NH
29%a

68%4

6%%d

174729
Svha

[4747:3

LEYd

€€V

62%d

Lgva

02%1

STy

wovA
£0%a

T0%4

96€d

17%

81%

Chain B:

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

1G20

wwPDB X-ray Structure Validation Summary Report

Page 10

€9TN
2911

TGTL

9%IH

8ETD

6111

S118

TIIA

P0IN
€074

007¥

964

€60

98I
S8L

vLD

TLh

L9Y

SG1T

8YL

~
S
2

S¥h

gvA

8€Q

8TH

Tl

8¥veY

Tved

bTem

2cel

01eX

v0ed

L6CTH

G8¢d

T8CKH

7921

89cd

49gcs
v48e1

L¥TH

9ETN

{441

91¢y

TIeH
0121

902

861d

961D

€6TH

06TA

€874

081d

LL1a

cL1E

19%3

LS¥H

¥8va

TEVY

L1%%

71vd

60%I

90%A

TOvM

96€H

06€d

98€1

+

08EA

8LED

e Molecule 2

9LEA

CGEA

NITROGENASE MOLYBDENUM-IRON PROTEIN BETA CHAIN

20%

78%

Chain D

8ETD
wTTA
ozta
6TTL
8TTW
L11S
ST1S
T1TA
€014

00TYH
664

964
S6D

98I
981

vLD

89)
L9V

[48¢

98N

+

8L
LYL

i)

£vA

(428

otV
63

ween

91€1

80€L

voed
€0€eY

66cd

L6CTH

€621

§8zd

T8TH

LS2d

496zgs

EYTH

9ETN

veTT
€ETR

8gcd

9T1CH

4144
ETCH

T1eH

86Td

Y6TA

€6TH

T6TS

cLTd

{4191

8GTI

3

€810

TSTL

OFTH

1972

9891

67%4

SHHN

0E€%T

L1%%
91%D

¥19d
£1%S

Ty

90%A

472

TOWM

00%Y%

96EH

¥6€1

3

98€d
¥8€1
£8€1

18€Y

6.7

LLEW
9LEA

€Led
cLed

Ll

29€T

09€L

89ES

(4198

8ved

TeeN

9180

CTISH

60SL

w8YL

08%H
6L%'T

e Molecule 3

LLYH

E€LYI
CTLvd

89%4

NITROGENASE IRON PROTEIN

27% 10%

*

58%

Chain E

0TTd

8074

90TI
SOTV

€0TI

88S

98A

9.1
SLA

TLT

TLE

LOA

LST

SE€I

EEA

8CH

741
E€TA

0zh

8TL

STH

™
—
-

-
e
[

© |
>

00cV
6671

9611

68TL

L8TYH

S8TN

€811
2811
181D

IV
37458

8€Td
LETH

TETA

8TT1H
9TTA

1274

69TH

fefelacs

TOCTH

69CI
89¢d

€921

8%TA

io)

l4441
£%21

15774

i

veTY

ceTd
Teea

62TH
82CI

STTH

44

(44
61cH

LTITA
9TCA
STeN
v1ca

80CI

90zb
S0TL

€021

NITROGENASE IRON PROTEIN

e Molecule 3

10%

38%

49%

Chain F

84
LY
9.1
SLA

TLH
0LT

LOA
09
683
8GN

9GL

0%d

8CH

€TA
(448

och

oy

€4

O

R LDWIDE
PROTEIN DATA BANK

W



1G20

wwPDB X-ray Structure Validation Summary Report

Page 11

781D

8L74
LLTA

69TA
89TI

9918
$9TI
€9TN

091V

8STW

SSTW

L

6711

Y11
9%1d
A

TYIN
91

6ETI
8€1d
LETH
0ETA

(447
1214

811a

(42 %S

8074

90TI

€071
20TA

L6D
969
S6A

16d
885

183
98A

TOCTKH
0921

892d

992d
GS2I
baca
€921

9%TH
eiZ4s
i4741
€921
1574
¢eTd

6ccH
8¢CI

GTTW
€2y

[44a
g4

612Y
812h

91CA
gq1eN
¥12a
€1cd

0724

80CI
LOTH

€021
20Ty

66711
86TV
L6TI
9671

£61d

G8TN
%810
€871

oLca

99cH
S9ga
%921
€9cH
coca

NITROGENASE IRON PROTEIN

e Molecule 3

11%

35%

51%

Chain G

S8D

£8A

08&

eLd
TLT
TLH

LSI

691

ovY
SYL

£7Q

152!
9€A
g€l
Pen

E€TA

oo
- N
" o

0Ty
69
229

4]

9611

7612

981§
S8TN
%810

2811
8L14
69TA
8971S
9T
€9TN
T9TN
9GTH
STH
1GTD
09TA
SHTh
YTV
£7TY
1%1d
LETH

OETA
621a

STTa

CTTA

0Z1d

STTA

[43%,

90TI

€0TI
COoTA

TLTd

NITROGENASE IRON PROTEIN

e Molecule 3

35%

o
I}
£

51%

I\
LY
|

Chain H

LOA

o o
0 ©
| o=

L8I

©
I
=

© N~
<+ <
]

£%Q

1520

1

LED

SEI
PEW
EEA

921

och
6TL

€11

©
=

©
=

d‘II
=1

)
[

6YT1

LYTI
ovTd

L

4431

TYIN
912

6ETI
8ETd
LETW
OETA
9TTA

(449

6111

L11a

[45%S

01713

80T4

90TI

Y0TL

£9cd

T9TH
092L
6GCI
8492d

96gI
¥scA
€821

192H

6%ca
oy
SvcH
441
6ecH
9gzh
1€ca
82Tl
ST
j£44)
ececy

[44ay

612H

9TCA

4144
€12
c1ed

0124

18T
981§

€8TI

69TA

69CH

S92

R LDWIDE

O

PROTEIN DATA BANK

W



Page 12

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group Cl121 Depositor
Cell constants 264.24A 111.46A 121.59A .
Depositor
a, b, c,a, B, 90.00° 97.40° 90.00°
Resolution (A) 20.00 - 2.20 Depositor
7 Data completencss 89.1 (20.00-2.20) Depositor
(in resolution range)
Rinerge 0.11 Depositor
Raym (Not available) Depositor
Refinement program CNS Depositor
R, Rree 0.218 , 0.255 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 24903 wwPDB-VP
Average B, all atoms (A2) 37.0 wwPDB-VP
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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: SF4,
CFM, CLF, CA, HCA

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\1q7 #é\ >5 | RMSZ #1% >5

1 A 0.47 0/3864 0.87 4/5212 (0.1%)

1 C 0.49 0/3864 0.86 5/5212 (0.1%)

2 B 0.49 0/4280 0.82 3/5786 (0.1%)

2 D 0.44 0/4280 0.80 2/5786 (0.0%)

3 E 0.29 0/1973 0.63 0/2654

3 F 0.28 0/1973 0.62 0/2655

3 G 0.31 0/1958 0.60 1/2633 (0.0%)

3 H 0.32 0/2006 0.63 1/2699 (0.0%)
All All 0.42 | 0/24198 | 0.77 | 16/32637 (0.0%)

There are no bond length outliers.

The worst 5 of 16 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 210 | ARG | NE-CZ-NH2 | -8.68 115.96 120.30
1 A 210 | ARG | NE-CZ-NH1 | 7.90 124.25 120.30
1 C 420 | LEU | CA-CB-CG | 6.50 130.26 115.30
1 A 420 | LEU | CA-CB-CG | 6.30 129.78 115.30
1 C 88 CYS | CA-CB-SG | -6.02 103.17 114.00

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.

WO RLDWIDE
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3776 0 3708 86 0
1 C 3776 0 3708 98 0
2 B 4174 0 4087 59 0
2 D 4174 0 4087 76 0
3 E 1953 0 1971 72 0
3 F 1952 0 1958 98 0
3 G 1938 0 1958 115 0
3 H 1984 0 1993 143 0
4 A 14 0 6 3 0
4 C 14 0 6 2 0
5 A 17 0 0 5 0
5t C 17 0 0 6 0
6 B 1 0 0 0 0
6 D 1 0 0 0 0
7 B 15 0 0 1 0
7 D 15 0 0 1 0
8 E 8 0 0 0 0
8 G 8 0 0 0 0
9 A 211 0 0 6 0
9 B 309 0 0 6 0
9 C 104 0 0 1 0
9 D 235 0 0 6 0
9 E 56 0 0 2 0
9 F 62 0 0 0 0
9 G 37 0 0 0 0
9 H 52 0 0 3 0
All All 24903 0 23482 692 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 15.

The worst 5 of 692 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)
3:G:231:ASP:OD2 | 3:G:234:ALA:HB2 1.31 1.25
1:C:253: TRP:CZ3 | 1:C:282:ILE:HD13 1.78 1.16
1:A:275:CYS:HA | 1:A:358:LEU:HD22 1.28 1.14
3:F:23:VAL:HG21 3:F:35:ILE:HD11 1.32 1.04
3:G:23:VAL:HG21 | 3:G:35:1LE:HD11 1.40 1.01

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

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 A 474/492 (96%) | 443 (94%) | 28 (6%) 3 (1%) 25 26

1 C 474/492 (96%) | 441 (93%) | 29 (6%) 4 (1%) 191119

2 B 520/523 (99%) 502 (96%) | 17 (3%) 1 (0%) 47 55

2 D 520/523 (99%) 507 (98%) | 11 (2%) 2 (0%) 34 37

3 E 251/289 (87%) 234 (93%) | 16 (6%) 1 (0%) 34 37

3 F 254/289 (88%) 240 (94%) | 12 (5%) 2 (1%) 191719

3 G 249/289 (86%) 231 (93%) | 16 (6%) 2 (1%) 191119

3 H 256/289 (89%) 244 (95%) | 10 (4%) 2 (1%) 191719
All All 2998/3186 (94%) | 2842 (95%) | 139 (5%) | 17 (1%) 25 26

5 of 17 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 C 40 THR
3 F 118 ASP
1 A 40 THR
1 C 396 ASP
3 G 44 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 405/415 (98%) 375 (93%) 30 (7%) 137114
Continued on next page...
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 C 405/415 (98%) 379 (94%) | 26 (6%) 17720
2 454/455 (100%) | 429 (94%) | 25 (6%) 211 26
2 D 454/455 (100%) | 427 (94%) | 27 (6%) 19 23
3 E 206/233 (88%) 186 (90%) | 20 (10%) ‘
3 F 205/233 (88%) 191 (93%) 14 (7%) 16|17
3 G 204/233 (88%) 194 (95%) 10 (5%) 25 31
3 H 209/233 (90%) 198 (95%) 11 (5%) 22 27
All All 2542/2672 (95%) | 2379 (94%) | 163 (6%) 17720

5 of 163 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 360 PRO
2 D 214 ASP
3 G 154 GLU
1 C 401 TYR
2 D 13 PRO

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 62 such
sidechains are listed below:

Mol | Chain | Res | Type
2 D 3 GLN
2 D 518 ASN
3 H 4 GLN
2 D 163 ASN
3 E 142 ASN

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.
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5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 10 ligands modelled in this entry, 2 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 Counts | RMSZ | #[Z| > 2 | Counts | RMSZ | #|Z]| > 2
5 | CEM | C | 3496 | 1 02424 0.00 - -
7 | CLF | B | 1498 | 1.2 | 0.24,24 | 0.00 - -
5 CFM A 1496 1 0,24,24 | 0.00 - -
4 | HCA | C [|3494] - [41313] 091 0 4,18,18 | 5.84 | 3 (75%)
7 | CLF | D | 3498 | 1.2 | 02424 0.00 - -
8 Sk4 E 5290 3 0,12,12 | 0.00 - -
8 Sk4 G 7290 3 0,12,12 | 0.00 - -
4 | HCA | A [1494] - [41313| 152 | 2(50%) | 418,18 | 541 | 2 (50%)

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
7 CLF B 1498 | 1,2 - - 0/12/10/10
4 HCA C 3494 - - 3/7/17/17 -
4 HCA A 1494 - - 3/7/17/17 -
8 Sk4 E 5290 3 - - 0/6/5/5
8 Sk4 G 7290 3 - - 0/6/5/5
7 CLF D 3498 | 1,2 - - 0/12/10/10

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 A 1494 | HCA | C4-C3 | 2.17 1.56 1.53
Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 A 1494 | HCA | O7-C3 | 2.08 1.46 1.43
All (5) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
4 A 1494 | HCA | C3-C2-C1 | 9.75 130.60 114.98
4 C 3494 | HCA | C3-C2-C1 | 9.66 130.45 114.98
4 C 3494 | HCA | O7-C3-C4 | -6.08 92.25 107.15
4 A 1494 | HCA | O7-C3-C4 | -4.18 96.90 107.15
4 C 3494 | HCA | C4-C3-C7 | 2.20 115.40 111.52
There are no chirality outliers.
5 of 6 torsion outliers are listed below:
Mol | Chain | Res | Type Atoms
4 C 3494 | HCA | C1-C2-C3-C4
4 C 3494 | HCA | C7-C3-C4-C5
4 C 3494 | HCA | O7-C3-C4-C5
4 A 1494 | HCA | C7-C3-C4-C5h
4 A 1494 | HCA | C1-C2-C3-C4

There are no ring outliers.

6 monomers are involved in 16 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 C 3496 | CFM 6 0
7 B 1498 | CLF 1 0
5 A 1496 | CFM 5 0
4 C 3494 | HCA 2 0
7 D 3498 | CLF 1 0
4 A 1494 | HCA 3 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)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_nonstandard_and_ligands

	Overall quality at a glance
	Entry composition
	Residue-property plots
	Data and refinement statistics
	Model quality
	Standard geometry
	Too-close contacts
	Torsion angles
	Protein backbone
	Protein sidechains
	RNA

	Non-standard residues in protein, DNA, RNA chains
	Carbohydrates
	Ligand geometry
	Other polymers
	Polymer linkage issues

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


