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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 2.81 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 | I 0.256
Clashscore | I 17
Ramachandran outliers I 0 TN 0.8%
Sidechain outliers I o[ — 2 3%
RSRZ outliers I I I 1.4%
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))
R ree 111664 2792 (2.80-2.80)
Clashscore 122126 3209 (2.80-2.80)
Ramachandran outliers 120053 3158 (2.80-2.80)
Sidechain outliers 120020 3160 (2.80-2.80)
RSRZ outliers 108989 2726 (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 497 69% 24% S5%
1 B 497 : 70% 21% CT%
1 C 497 = 67% 24% <%
1 D 497 - 71% 229% %
1 E 497 2 68% 23% %
1 F 497 = 69% 21% %
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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
2 GDP A 501 - - X -
3 TRE A 502 - - X -
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 22212 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 VIdE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 470 g‘é;il 2?3)1 61;15 626 1S2 0 0 0
L B 463 ggg%l 22078 61;11 6?5 1S2 0 0 0
L ¢ 460 gggaSI 22(250 61(\;3 6(7)0 1S2 0 0 0
Lt b 60| i o o g 10 ¥ ¥ ¥
L . 463 rl:;ggl 22076 61;I1 6(7)4 182 0 0 0
L s 460 gg;%l 22%1 6127 6(7)0 1S2 0 0 0

e Molecule 2 is GUANOSINE-5'-DIPHOSPHATE (three-letter code: GDP) (formula:

C10H15N5011P2> .
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
e[ 2| 1 [ EYOT |
IEEEEE S I
e [ [T or o |
o [ [T or o |
e [ [T ot o |
v [ [T ot o |

e Molecule 3 is TREHALOSE (three-letter code: TRE) (formula: C1oH5017).

TRE

O4pP Q&P

HO
Bars) ™
3R(S)  CSP(R)

2R
~CFR),

o] 05 -
- P 0 -~ . 0 o1
oaH 0 "5(9;- CJJ:F.'\)\"\
4s) R
W Gy
HO ~ OH

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
3 A 1 23 12 11 0 0
Total C O
3 D 1 23 12 11 0 0

e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
4 A 36 36 36 0 0
Total O
4 B 22 99 99 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf

4 | © 31 fowl 2 0 0

4| D 44 foral 0 0 0

4 | E 41 foral 0 0 0

4 | F 28 ol O 0 0
SPDE
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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 geometryand 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.

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
e Molecule 1: VIdE

3 Residue-property plots (i)

Page 7
Chain A:

68d
880

984

€84
Z8A

08I

ey
i q48
€eed
S12d

cieI
T2l

802d

90ZH
502D

S61d
26Ty
6810
SLTV
6974
L9771
99TV
S91d

29TA

6STA
85Ta

€STA

S¥1S
428

(47450
SETL
0zTd

3%t
€T1a

S0TM
YOI
€011
CTOTN
TOTV
00TL

c6d

sved

eveEN

TYEL

6EEN

veea

8CEA

€TEN
CTTEW

0ZeA

L1€4

STEN
vied
€1€T
80V

00V

862
L62Y

S6cH

06cd

L8CTH

CT8CTH
782D

6.LTV

cLTd

69¢d

LSTT

€92Y
2SsTT

8€TH

SETH

0L%D

89¥%1
S9%h
24
6S7L
8G7M
LS%d
96%Y
€0¥I
S6EN
T6€d
L8ET
€8€Q

SLET

cLed
T84

S9€H

29ed
T9EN

SGEN

7%

21%

70%

%

e Molecule 1: VIdE
. !
Chain B:

¥icd

602V

90CZKH
S02ZH

[dvan

86TI

26TH

€811

T8TA

€LTd

TLTD

69TH

99TV

Z9TA

09Td
6GTA

evT1
(47450

8ETd
LETA

€ETY

2%
€11a

OTTA

90TV
SOTM

TOTY
00TL
6610
864

Ll

68d

984

SSEA

€5ea

€TEN

8TEN
L1€Y

STEN
viexd
€1€T

80€V
LOEY

voed

Lecy

L8CTH

7821
€824

8.LTM

S.21

ZLzd

09%1
37470
LEVT
[147]
11478
Teed

18€T1
98EN

S9EH

€9€N
29ea
T9EN

7%

.

24%

67%

2%

e Molecule 1: VIdE
Chain C: =

781

181
08I

ced
Tev
0€1

8¢V

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

wwPDB X-ray Structure Validation Summary Report 4F9F

Page 8

ovIs

90€T

8624

€6cd

6.2V
8.LTM

S.2I

cled
1.2

9G2d

¥seL

8%CH

eveA
[47A%

9€TI

6cca
8eey

{444\

6TCM
812

602V
80¢d

86TI

S61d

€611

681a

981d

C8TH

0874

8.%Y

(44

6SPL

(a4t

8Tva
127N

vevd

11478

81%0

25748

80%0

To%a

86€Y

€6ed

06€d
68€L

08€es

7.eQ

cLed

89€V

SGEA

€gea
8€eY
geex
62EN
8TEN
L1€4
9T€elL

€1€T

VIdE

e Molecule 1

%

7%

© o
[ )
I”"z

22%

71%

Chain D

YOTH

TOTV
00TL

960

264
T6A

€84
Z8A

08I

0LA
69D

99N
094
sy
8¥1
STA

evy
(443}

LEN

0€T

%921

T92d
0928

892D
L5271

2sel

SETH

0€21

€eed

grcd

802d

902N

S61d

C8TH

SLTV

€LTd

6914

S9Td
YITA

CITA

6STA
8STa

€STA

SIS
4742’8

(47458

8ETd

€eTy

(axs
6118

€11a

0TTA

SOTM

L8€T

g8¢ed
S.LeT

cLEY

+

89€Y

99€l
S9€H

€9€A
29ea

SGEA
vsel
€5ed

TS€D
€veEN
8EEY
veea

8CEA

TTEW
ozen
L1€4
coey
862d
S62H
T62L
T8CH

6.L2Y
8.LTM

cLzd

0220

8.7
LLYY

89¥%1

[4%i4

6S¥L

LS¥d
9G%Y

LT7A

€0V1

86€Y
L6€d
96N
S6EA

£6€d

e Molecule 1

T6€d
06€4d

VIdE

%

7%
N o
[N
=ma

23%

68%

© N~ ©
= (YIS
IQ-“:‘:

Chain E

0LA

99N

YoV
€98

194

9GS

sy

—
)
=

8¥1

et

LEN

¥ed

0T
6TM

9TL
STI
1234
€Ty

0TS

81

€L1d
cLTY
TLID

6974

L9771
99TV

29TA

0910
6STA

2199

€VTT
(47450

8E€Td

SETL

€ETY

0€Ta

9zTd

zers
114 %]

43t
€11a

66W

L6N

20ey

L6V

L8TH

7821
€824

8LTM

9,23

cled
T.2T

69¢d

1,924

7921
€921

09zs

(41448

082l

eigacs
SYCM

EVCA
{44498

ovey
6€TT

9€CI

44

TeeT
0€TT

8zey

€eed

L0271

e Molecule 1

S02H

c¢ocI

€871

T8TA

6.L%L
8.%4

LEVT
6z7h
1247
90%d
£6ed
06ed
98N
L9ET

S9€H
79EN

29ea
TOEN
09ea
SGEN

8CEA

veed
€CTEN

8TEN
L1€4

VIdE

2%

7%

21%

69%

Chain F

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4F9F

Page 9

08I

8.4

TN

99N

€98

094
690

9GS

sV

18I

S7A

ovv

G

0gT1

6TM
8¢V

81d
LTR
9TL
STI
43

81
L3

06TX
981d
C8TH

0874
6LTT

TLTY
TLID

6914
S91d
T9TA
1911
0910
6STA
LSTH
o¥1Is

EVTT
(47490

8ETd
veTd

9gTd
SeTYd

121D
811d
71Td
€11Q
CTTM
OTTX
2OTN
864
S6A
€64
68d
880
L8H

781

STEN

LT€Y

STEN

i

£6cd

6.LeY

§.21

c¢Lzd
TL21

959¢d

(AN

0SelL

ovcy
sveh

even
cvel

9€CI

62ca
8¢ey

zeeN

6TCM
812y

L0271
90ZH

86TI

S6Td

€671

8L%d

£9%M
covY

6S7L

il

1

¥evd

LI%A

14548

T0%a

86€Y

€6ed

06ed
68€L

L8€ET
98EN

08€Ss

v.Led

cLed

89¢eV

€5ea

SEEX
veea

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report AF9F
4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 320.82A 122.82A 93.86A .
Depositor
a, b, c, a, B, 90.00° 91.62°  90.00°
. 49.15 — 2.81 Depositor
Resolution (A) 49.15 — 2.81 EDS
% Data completeness 99.0 (49.15-2.81) Depositor
(in resolution range) 92.4 (49.15-2.81) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 2.29 (at 2.81A) Xtriage
Refinement program PHENIX (phenix.refine: 1.7.3 928) Depositor
R R 0.211 , 0.258 Depositor
7 Phfree 0.208 , 0.256 DCC
Rree test set 4425 reflections (5.02%) wwPDB-VP
Wilson B-factor (A?) 49.7 Xtriage
Anisotropy 0.314 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.31, 55.5 EDS
L-test for twinning? <|L| > =049, < L?> =10.32 Xtriage
Estimated twinning fraction 0.019 for -h,-k,1 Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 22212 wwPDB-VP
Average B, all atoms (A?) 62.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.19% 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, 0.333 respectively for untwinned datasets,

and 0.375, 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: GDP,
TRE

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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.47 0/3760 0.61 0/5125

1 B 0.47 0/3718 0.59 0/5062

1 C 0.44 0/3685 0.60 0/5018
1 D 0.47 | 0/3721 | 0.61 | 2/5067 (0.0%)

1 E 0.47 0/3715 0.60 0/5059
1 F 0.44 0/3692 0.60 | 2/5027 (0.0%)
All All 0.46 | 0/22291 | 0.60 | 4/30358 (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.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 B 0 1
1 C 0 1
1 E 0 1
1 F 0 1
All All 0 4

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 D 43 | ALA | CB-CA-C | -6.34 100.59 110.10
1 F 11 LYS N-CA-C | 5.29 125.30 111.00
1 D 43 | ALA | N-CA-C | 5.17 124.95 111.00
1 F 419 | ARG O-C-N | -5.02 114.67 122.70

There are no chirality outliers.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
157 | HIS Peptide
13 | ALA | Peptide
157 | HIS Peptide
338 | ARG | Sidechain

Bl sl k@] ies)

1
1
1
1

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 3674 0 3565 131 0
1 B 3636 0 3533 130 1
1 C 3605 0 3506 131 1
1 D 3638 0 3538 100 2
1 E 3633 0 3531 125 0
1 F 3610 0 3506 126 0
2 A 28 0 12 15 0
2 B 28 0 12 3 0
2 C 28 0 12 0 0
2 D 28 0 12 7 0
2 E 28 0 12 0 0
2 F 28 0 12 2 0
3 A 23 0 22 10 0
3 D 23 0 22 4 0
4 A 36 0 0 5 1
4 B 22 0 0 4 0
4 C 31 0 0 1 1
4 D 44 0 0 4 0
4 E 41 0 0 4 0
4 F 28 0 0 1 0

All All 22212 0 21295 732 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 17.

The worst 5 of 732 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#close_contacts
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:C:74:LEU:HD11 1:C:80:ILE:CD1 1.53 1.37
2:A:501:GDP:O3B | 3:A:502: TRE:HC3 1.12 1.28
1:A:317:ARG:NH1 1:A:353:ASP:O 1.68 1.25
1:A:169:ARG:NH2 1:A:175:ALA:O 1.65 1.24
1:A:269:PRO:O 1:A:270:GLN:HG2 1.37 1.24

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)
1:C:442:ARG:NH2 | 1:D:397:GLU:OE1[4 _445] 1.75 0.45
1:D:264:LEU:C 4:C:721:HOH:Ol[4 _455| 2.09 0.11
1:B:443:GLN:OE1 | 4:A:616:HOH:O[2_555] 2.19 0.01

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 466/497 (94%) 438 (94%) | 22 (5%) 6 (1%) 13 40

1 B 455 /497 (92%) 426 (94%) | 26 (6%) 3 (1%) 24 57

1 C 452/497 (91%) 428 (95%) | 21 (5%) 3 (1%) 24 57

1 D 458 /497 (92%) 435 (95%) | 20 (4%) 3 (1%) 24 57

1 E 455/497 (92%) 427 (94%) | 25 (6%) 3 (1%) 24 57

1 F 452/497 (91%) 426 (94%) | 23 (5%) 3 (1%) 24 57
All All 2738/2982 (92%) | 2580 (94%) | 137 (5%) | 21 (1%) 21 53

5 of 21 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 158 ASP
1 E 158 ASP

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

Mol | Chain | Res | Type
1 A 458 TRP
1 C 158 ASP
1 E 386 ASN

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 375/395 (95%) 368 (98%) 7 (2%)

1 B 371/395 (94%) 362 (98%) 9 (2%)

1 C 367/395 (93%) 360 (98%) 7 (2%)

1 D 371/395 (94%) 365 (98%) 6 (2%)

1 E 371/395 (94%) 360 (97%) 11 (3%)

1 F 368/395 (93%) 357 (97%) 11 (3%) 44 |78
All | All | 2223/2370 (94%) | 2172 (98%) | 51 (2%) 53 &L

5 of 51 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 27 ARG
1 D 371 ARG
1 F 298 GLU
1 D 161 LEU
1 E 27 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
1 D 109 ASN
1 D 182 HIS
1 E 96 GLN
1 C 157 HIS
1 E 75 HIS

5 of 14 such
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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)

8 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 Count?onfgl\/llgggt::Z | > 2 CountsBOIfli(li/IgIZIglj;Z | > 2
2 | GDP A 501 - 25,30,30 | 1.23 2 (8%) | 274747 | 211 | 7 (25%)
3 | TRE | A | 502 | - |242424| 1.69 | 5(20%) | 35,35,35 | 1.12 | 3 (8%)
2 |GbP | B 600 | - [253030] 1.22 | 2(8%) | 274747 | 212 | 7 (25%)
2 | GDP C 600 - 25,30,30 | 1.23 2 (8%) | 274747 | 211 | 7 (25%)
2 GDP D 501 - 25,30,30 | 1.23 2 (8%) | 27,4747 | 2.13 7 (25%)
3 | TRE| D |502| - |242424| 172 | 5(20%) | 35,35,35 | 1.32 | 4 (11%)
2 [ eDP| E | 600 | - [253030] 1.24 | 2(8%) |274747| 212 | 7 (25%)
2 |GbP | F [600| - [253030] 121 | 2(8%) |274747| 212 | 7 (25%)

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.



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 GDP A 501 - - 0/12/32/32 | 0/3/3/3
3 TRE A 502 - - 0/8/48/48 | 0/2/2/2
2 GDP B 600 - - 0/12/32/32 | 0/3/3/3
2 GDP C 600 - - 0/12/32/32 | 0/3/3/3
2 GDP D 501 - - 0/12/32/32 | 0/3/3/3
3 | TRE | D | 502 | - - 0/8/48/48 | 0/2/2/2
2 GDP E 600 - - 0/12/32/32 | 0/3/3/3
2 GDP F 600 - - 0/12/32/32 | 0/3/3/3

The worst 5 of 22 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 D 502 | TRE | C4P-C3P | -3.37 1.43 1.52
3 A 502 | TRE | C4P-C3P | -3.34 1.43 1.52
3 A 502 | TRE C3-C2 | -2.58 1.45 1.52
3 D 502 | TRE C3-C2 -2.53 1.45 1.52
3 D 502 | TRE | C3P-C2P | -2.30 1.46 1.52

The worst 5 of 49 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
2 A 501 | GDP | C5-C6-N1 | -3.86 117.98 123.47
2 B 600 | GDP | C5-C6-N1 | -3.85 117.99 123.47
2 D 501 | GDP | C5-C6-N1 | -3.85 118.00 123.47
2 C 600 | GDP | C5-C6-N1 | -3.84 118.00 123.47
2 F 600 | GDP | C5-C6-N1 | -3.83 118.03 123.47

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

6 monomers are involved in 31 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 501 | GDP 15 0
3 A 502 | TRE 10 0
2 B 600 | GDP 3 0
2 D 501 | GDP 7 0
3 D 502 | TRE 4 0
2 F 600 | GDP 2 0
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5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain | Analysed | <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
A 470/497 (94%) -0.20 2 (0%) |92 f90] | 26, 54, 101, 192
463/497 (93%) -0.08 7 ( 73 67 | 28,56, 111, 167
460,/497 (92%) -0.09 9(1%) 65 56 | 27,58, 103, 157
464,/497 (93%) -0.23 3 ( 891186/ | 28, 53,94, 151
(93%) 7 (
(

463/497 (93% 0.14 73 67 | 27, 53, 108, 162
460,497 (92%) 0.04 |10
All | Al | 2780/2982 (93%) | -0.12 |38

[N [N UG S i ra p—t
m|lH|O| Q™

(2%) 62 52 | 34,64, 110, 165
(1%) 75 69 | 26,57, 106, 192

(el Bl Hell Hel K=l Reh Ne)

The worst 5 of 38 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
480 | ALA 5.3
268 | ASN 4.2
22 | ALA 4.0
73 | GLU 3.5
4 SER 3.4

—| = =] = =
QI =1 QA

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.


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
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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. 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 | B-factors(A?) | Q<0.9
3 TRE D 502 | 23/23 0.86 0.27 62,62,62,62 23
2 [ GDP | A | 501 | 28/28 | 0.87 | 0.18 | 62,62,62,62 23
3 | TRE | A | 502 | 23/23 | 088 | 024 | 62,62,62,62 23
2 GDP F 600 | 28/28 0.91 0.20 62,62,62,62 0
2 GDP C 600 | 28/28 0.91 0.19 62,62,62,62 0
2 | GDP | D | 501 | 28/28 | 092 | 0.18 | 62,62,62,62 28
2 GDP B 600 | 28/28 0.94 0.16 62,62,62,62 0
2 GDP E 600 | 28/28 0.94 0.21 62,62,62,62 0

6.5 Other polymers (i)

There are no such residues in this entry.


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