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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 2.70 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 W 0.299
Clashscore IR I 18
Ramachandran outliers I ©. 4%
Sidechain outliers I 12.5%
RSRZ outliers N I 2 .3%
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 2103 (2.70—2.70)
Clashscore 102246 2422 (2.70-2.70)
Ramachandran outliers 100387 2382 (2.70-2.70)
Sidechain outliers 100360 2382 (2.70-2.70)
RSRZ outliers 91569 2107 (2.70—2.70)

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

0/0

1 A 518 63% 30% 6% =
=

1 B 518 56% 38% 5% »

1 C 518 63% 31% 5%
3%

1 D 518 59% 31% 9%

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-
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ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 G3P C 701 - - X -
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 16015 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 Glycerol kinase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A b13 2(9);)8%1 24099 61§4 7(??1 383 0 0 0
1 B b13 2(9);)8%1 24099 61§4 7(??1 383 0 0 0
1 ¢ b13 ggga%l 24099 61§4 7(??1 383 0 0 0
1 b b13 ggga%l 24599 61§4 721 383 0 0 0

There are 24 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A -5 GLY - EXPRESSION TAG | UNP D3KVM3
A -4 ILE - EXPRESSION TAG | UNP D3KVM3
A -3 ASP - EXPRESSION TAG | UNP D3KVM3
A -2 PRO - EXPRESSION TAG | UNP D3KVM3
A -1 PHE - EXPRESSION TAG | UNP D3KVM3
A 0 THR - EXPRESSION TAG | UNP D3KVM3
B -5 GLY - EXPRESSION TAG | UNP D3KVM3
B -4 ILE - EXPRESSION TAG | UNP D3KVM3
B -3 ASP - EXPRESSION TAG | UNP D3KVM3
B -2 PRO - EXPRESSION TAG | UNP D3KVM3
B -1 PHE - EXPRESSION TAG | UNP D3KVM3
B 0 THR - EXPRESSION TAG | UNP D3KVM3
C -5 GLY - EXPRESSION TAG | UNP D3KVM3
C -4 ILE - EXPRESSION TAG | UNP D3KVM3
C -3 ASP - EXPRESSION TAG | UNP D3KVM3
C -2 PRO - EXPRESSION TAG | UNP D3KVM3
C -1 PHE - EXPRESSION TAG | UNP D3KVM3
C 0 THR - EXPRESSION TAG | UNP D3KVM3
D -5 GLY - EXPRESSION TAG | UNP D3KVM3
D -4 ILE - EXPRESSION TAG | UNP D3KVM3
D -3 ASP - EXPRESSION TAG | UNP D3KVM3

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

Chain | Residue | Modelled | Actual Comment Reference
D -2 PRO - EXPRESSION TAG | UNP D3KVM3
D -1 PHE - EXPRESSION TAG | UNP D3KVM3
D 0 THR - EXPRESSION TAG | UNP D3KVM3

e Molecule 2 is GLYCEROL (three-letter code: GOL) (formula: C3HgOs3).

GOL

Cc3
O Hos
HO OH
01 02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
2 A 1 6 3 3 0 0

e Molecule 3 is SN-GLYCEROL-3-PHOSPHATE (three-letter code: G3P) (formula:

C3HoO6P).
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02pP
Q4p O
HO /
P
P OH
Cf’,_ 0 03P
01P
CQ(RJ.’,’
HO OH
01 02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O P
3 B 1 10 3 6 1 0 0
Total C O P
3 C 1 10 3 6 1 0 0
Total C O P
3 D 1 10 3 6 1 0 0
e Molecule 4 is water.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total O
4 A 42 19 19 0 0
Total O
4 B 30 20 30 0 0
Total O
4 C 38 23 23 0 0
Total O
4 D 41 1 Al 0 0
gPDB
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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,

3 Residue-property plots (i)
are shown in grey.
e Molecule 1: Glycerol kinase

Page 7

3

-

€Ld

TLS

3
3

228

oV

8GN

IIo IIN -IIII
) 0
=] ~

8YNW

vva

€EH

o€l

jZ4'S
fordi]

614

LTI
914

PIL

60

6674
8671
L6T0a
96T

T6TH

78TA
€8T4

0.1d

89TL

651D

LSTa

0813

ovTH

£vT4d

6ETA

9ETA

7ETT

CTETL

STIS

0211

9TTA

PITA

60TL
80TYH
LOTT

7OTM
E0TA

TOTY

86T

963

+

7821
0821

8.20

3

€LTL
TLTN

*
3

L9TH

99z4d

£9CH
29N

et<t4)]
$92a

[4sta)

6%CH

L¥ed

6E£TY

veca
€ETL

0E€TX
eI 4cs

gces
44

(444

414
€121
(4148
7121

S0Td

£8EL

T8EYN

LLED
9LEA

bLeEL
€LED
TLEY

0Les

99€X

£9€1

1

gged

o%es
SYed

L}

£vel
cheN
TveEd
0%€0

8EEL
LEET
9EEH

veed
£ee1
TeEN
TEEW

8TEY

oTEM

0ZEY

8TEY
LIEI
9TEY

vied

90€a

£0EA

Toed

9621

867V
L6%I

°6%a

067V

8%M

8.L%a

wLVA

TLYA

89%1

SOvM

6S%D
838%V

¥ovd

0¥%a

9E¥%T

€€l

62%1
8T%1

(4475

6THA
8T%Y

(454}

0THV

10%a

86¢€l

S6€1
v6eY

T6e1

veey

e Molecule 1: Glycerol kinase

T18%

LOSL
909¥

c¢0sa
T0SY
00SM

5%

38%

56%

5%

Chain B: -

89%

6va
8T

9va

€71
(44}

0%d
6EH

9EH
SEd

€EH
zed
TEA
0gb

8TA
LTS

€zh

1cH

LTI
914

PIL

TTL

LI
98

A
€X

W

68710

9GTV

g
L
L

€9Td
TSTA
TSTIN

LYTH
oFTH
SYIH
445,
€914
142441
VIV

6ETR
8ETL

9ETA
SETd

TETI

1144
(4 %)

LTTL
9TTA

(4299

60TL

907a

YOTH
€0TA
20Td

00TA

v¥eH
gy

8ETA

Segd

ceed

0ETA

ozecd

j£44\

(444

ozea
612d

L1CTL
91Cd
(414}
60ca
90za
® €och
66TYH
8671
L67d
S6T1
€6TL
88TL

S8TL
¥8TA

LLTT

YLIN
LT

TLTL

b

S9T1D
e ¥9T11

TEEN
TEEW
0EEN
62€Y

0ozey

8TEY

+

€1€71

TIER
S0y
T0oed
9621

G621
62D

RLDWIDE

L8t2H
98cH

v8cA
€8N
28T
1821

YLTR

TLTN

6923

L9gH

%920

Z9cN

6621
84TV

9s2h

STl

67T

4

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3WXJ

Page 8

0Tva
6T7A

® LIPT

ST%S
PIYT
ETHN

+

60%a

E£0%A

1070

86€0

L

£6€b
T6eT

78eY

L

8LEW

SLEL

TLEY
TLEY
0LeS

3

99€X
S9¢€d

£9€1
29€1

8GEY

€8€I
TGED

0GEL

feigot s

{47258
o Tved

@® B8EEl
LEET
9EEH

beed
€eel

0TSV

£6%Y4

68%S

98%d

78vA
£8%L
(45528

1

9L%Y4

TLYA

0.%d

99%L

vavy

6771

474748

3

8E¥D
LEDT

SEYS

]
® Tevl

0ETW

*

® %Tvs

L]
129D

1mase

Glycerol k

e Molecule 1

5%

31%

63%

Chain C

S6)

811

7674
€6TL

L8TA

78TA

28TV

LLTT
OLTH
SLTR
YLIN
€LT1

0L1a
6971
89TL

9974

%911
€9TL

09Td

ovTH
SYTH

17TV

+

6ETX

Lgtd

£€TTH

4%
02711

8TTV
LTITL

14991
€TTL

OTTA

80TYH

901d

7OTM

0821
6.C4

67T

9%CL

TvT1

fefotact
veTa

*

oted
§TTS
444

L1TL

€121

otey
60cd
802D

S0e¢d
%0Ts

vLEL

S9€d

€9€1

09€s

90€d
S0€Y

Toel

S6C1

T8TH
1821

905y
S0SY

c0sd

6672

S6%Y

£6%Y

T6%W

48%S

£8%1

9L%Y

6972

LS%D

bavy

6%7L

S¥¥S

4478
(47441

LEVT
9EPT

€EVD
0EPH
6291
8C¥'1
144
0cva
61%A
8THY

Q1%S

ETPN
(2574

(54
60%a

90%H
S0%S

TT8Y

e Molecule 1

808)

mase

Glycerol k

3%

9%

31%

+

59%

Chain D

+

T8L

+

9.3

€4

8931

991

£9Y

09A

TSd

Az

8€d

geb

= o &
m ® ™
= B

B

(44

0za
614

LTI

0
-
[

™
—
©n

-
o © —
> a B

T-4

78TA

081D

€111

60TL

901a

YOTM
€0TA

TOTY

6L

I~ - -
© (=]
= A

8LT0

TLTh
TLTH

6923

9923

L8cs

Ll

6%CH
8¥cI
L¥ed

44

ey

€ETL
[44cs
TETA

j44\8
€ces
(444
T2CI

1

LITL

STCTH
y12d

(4548

60ca
802D

S0cd

€0TH
[44’s

00TL
6674

*

€6TL

88TL

9LEA
SLEI
vLEL

TLEY

19€D

6G€4
8GEY

gged

-

0GeL

Sved

Ll

8EEL

9EEH

EEET

TEEN

+

gsged

ozev
61€D

LI€I
9TEV

v1ed

CIEY

09%1

9871

0S%L

8vva
LYYH
gl

¥¥vd
1474778

TPPI

6ETA

€EVD
CTEVI

0ETH

R LDWIDE

PROTEIN DATA BANK

821

O

9THN

L 144
® €Tl

61%A
8T7Y

A4

(4548

® £€0¥A

00%N

1

S6€1

T6ET
T6EY

68€Y

98€H

€8l

08¢e1

W



Page 9

wwPDB X-ray Structure Validation Summary Report

3WXJ

|
T466 @

|
E470
V471

V474

R476

S489 @
A490

E492

E494
M496
1497 ©
E499
R506
T507
K508
K511

WO RLDWIDE

er

PROTEIN DATA BANK



Page 10 wwPDB X-ray Structure Validation Summary Report 3WXJ

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 64.17A 120.89A 153.55A .
Depositor
a, b, c, a, B,y 90.00°  90.02° 90.00°
. 50.00 — 2.70 Depositor
Resolution (4) 4749 — 270 EDS
% Data completeness 99.5 (50.00-2.70) Depositor
(in resolution range) 99.7 (47.49-2.70) EDS
Rinerge 0.05 Depositor
Raym (Not available) Depositor
<IJo(l)>" 2.51 (at 2.69A) Xtriage
Refinement program REFMAC 5.5.0109 Depositor
R R 0.206 , 0.290 Depositor
» Phfree 0.220 , 0.299 DCC
Rfree test set 3195 reflections (5.22%) DCC
Wilson B-factor (A?) 67.6 Xtriage
Anisotropy 0.046 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.31, 52.3 EDS
0.507 for H, K, L
Estimated twinning fraction 0.493 for H, -K, -L Xtriage

0.128 for h-k.-1

0.507 for H, K, L

Reported twinning fraction 0.493 for H, K. -L Depositor
L-test for twinning? <|L| > =054, < L* > =10.38 Xtriage
Outliers 0 of 64493 reflections Xtriage
F,.F. correlation 0.94 EDS
Total number of atoms 16015 wwPDB-VP
Average B, all atoms (A?) 66.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.69% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.

WO RLDWIDE
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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: GOL,
G3P

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 #é\ >5
1 A 0.50 0/4039 0.65 0/5465
1 B 0.53 0/4039 0.63 0/5465
1 C 0.51 0/4039 0.63 0/5465
1 D 0.46 0/4039 0.64 1/5465 (0.0%)
All All 0.50 | 0/16156 | 0.64 | 1/21860 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 D 427 | GLY | N-CA-C | 8.16 133.50 113.10

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 3957 0 3970 146 0
1 B 3957 0 3970 147 0
1 C 3957 0 3970 134 0
1 D 3957 0 3970 159 0
2 A 6 0 8 1 0
3 B 10 0 7 1 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 C 10 0 7 4 0
3 D 10 0 7 3 0
4 A 42 0 0 3 0
4 B 30 0 0 1 0
4 C 38 0 0 2 0
4 D 41 0 0 1 0
All All 16015 0 15909 a71 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 18.

The worst 5 of 571 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:D:428:LEU:HD12 1:D:429:LEU:N 1.48 1.26
1:A:364:ALA:HB1 1:A:365:PRO:CD 1.71 1.20
1:B:364:ALA:HB1 | 1:B:365:PRO:HD3 1.23 1.19
1:A:364:ALA:CB 1:A:365:PRO:HD3 1.75 1.15
1:D:429:LEU:O 1:D:429:LEU:HD12 1.44 1.15

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (1)

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 511/518 (99%) 440 (86%) | 57 (11%) | 14 (3%) E 16
1 B 511/518 (99%) 430 (84%) | 73 (14%) 8 (2%)
1 C 511/518 (99%) 449 (88%) | 54 (11%) 8 (2%) 127 30
1 D 511/518 (99%) 436 (85%) | 56 (11%) | 19 (4%) 9
All All 2044/2072 (99%) | 1755 (86%) | 240 (12%) | 49 (2%) 19

WO RLDWIDE
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5 of 49 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 364 ALA
1 B 278 CYS
1 C 364 ALA
1 C 448 GLU
1 D 227 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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 421/425 (99%) 383 (91%) 38 (9%)
1 B 421/425 (99%) 365 (87%) | 56 (13%)
1 C 421/425 (99%) 365 (87%) | 56 (13%)
1 D 421/425 (99%) 360 (86%) | 61 (14%)
All All 1684/1700 (99%) | 1473 (88%) | 211 (12%)

5 of 211 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 9 GLN
1 C 238 VAL
1 D 376 VAL
1 C 65 LEU
1 C 177 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 38 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 224 ASN
1 B 433 GLN
1 D 151 ASN
1 B 302 GLN
1 C 30 GLN
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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)

4 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).

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | " R\is7 g#]Z\ >2 | Counts RMSZg H41Z| > 2
2 | GOL | A | 60L| - | 555 | 042 0 555 | 043 0
3 | G3P | B | 60L| - | 999 | 061 0 10,12,12 | 0.74 0
3 |G3p | C 71| - [ 999 [ 138 [ 1(11%) |10,12,12] 123 | 2 (20%)
3 | G3P | D 601 | - | 999 [ 181 | 3(33%) |10,12,12| 1.22 | 1 (10%)

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.

means

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
2 GOL A 601 - - 0/4/4/4 10/0/0/0
3 G3P B 601 - - 0/8/8/8 10/0/0/0
3 G3P C 701 - - 0/8/8/8 10/0/0/0
3 G3P D 601 - - 0/8/8/8 10/0/0/0

All (4) bond length outliers are listed below:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
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http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 D 601 | G3P | P-O4P | -3.08 1.43 1.54
3 D 601 | G3P | P-O3P | -2.82 1.44 1.54
3 C 701 | G3P | P-O4P | -2.65 1.45 1.54
3 D 601 | G3P | P-O2P | -2.21 1.43 1.51

All (3) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
3 C 701 | G3P 02-C2-C1 | -2.37 97.78 108.65
3 C 701 | G3P | O3P-P-O4P | 2.20 115.76 107.38
3 D 601 | G3P | O3P-P-O2P | 2.25 117.82 110.58

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

4 monomers are involved in 9 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 601 | GOL 1 0
3 B 601 | G3P 1 0
3 C 701 | G3P 4 0
3 D 601 | G3P 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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 513/518 (99%) 0.05 4 (0%) 187 Iss] | 38, 62, 77,83 | 1 (0%)
1 B 513/518 (99%) 0.18 24 (4%) 35 34 | 42,70,90,96 | 1 (0%)
1 C 513/518 (99%) 0.08 1(0%) J95 o6 | 34, 64, 76, 82 | 1 (0%)
1 D 513/518 (99%) 0.16 18 (3%) 48 48 | 45,70, 91,98 | 1 (0%)
All | ALl | 2052/2072 (99%) 0.12 47 (2%) 64 64 | 34, 67,85, 98 | 4 (0%)

The worst 5 of 47 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
427 | GLY 4.7
421 | GLY 4.4
423 | LEU 4.2
491 | MET 3.7
436 | LEU 3.6

e N N
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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

WO RLDWIDE

PROTEIN DATA BANK
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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
2 GOL A 601 6/6 0.91 0.19 0.54 51,52,53,54 0
3 G3P B 601 | 10/10 0.96 0.16 0.09 65,67,69,70 0
3 G3P D 601 | 10/10 0.96 0.15 -0.40 48,50,52,53 0
3 G3P C 701 | 10/10 0.91 0.18 -0.62 47,52,60,60 0

6.5 Other polymers (i)

There are no such residues in this entry.


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