WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

May 14, 2020 — 11:50 pm BST

PDBID : 3HYM
Title : Insights into Anaphase Promoting Complex TPR subdomain assembly from a
CDC26-APC6 structure
Authors : Wang, J.; Dye, B.T.; Rajashankar, K.R.; Kurinov, I.; Schulman, B.A.
Deposited on :  2009-06-22
Resolution : 2.80 A(reported)

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

We welcome your comments at validation @mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.
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MolProbity : 4.02b-467
Mogul : 1.8.5(274361), CSD as541be (2020)

Xtriage (Phenix) : 1.13
EDS : 211
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11



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

Page 2 wwPDB X-ray Structure Validation Summary Report 3HYM

1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.80 A.

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

Metric Percentile Ranks Value
Rfree NN e 0.221

Clashscore e 29
Ramachandran outliers I 3.9%

N 6.0%
0.8%

Sidechain outliers NN
RSRZ outliers NN

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 free 130704 3140 (2.80-2.80)
Clashscore 141614 3569 (2.80-2.80)
Ramachandran outliers 138981 3498 (2.80-2.80)
Sidechain outliers 138945 3500 (2.80-2.80)
RSRZ outliers 127900 3078 (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 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% 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 29 41% 38% 10% 10%
1 C 29 21% 21% 17% 21%
1 E 29 41% 41% 7%  10%
1 G 29 1% 38% 7% 14%
3%
[ |
1 I 29 41% 45% . 10%
1 K 29 34% 34% 10% 21%

Continued on next page...
o
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Continued from previous page...
Mol | Chain | Length Quality of chain
2 B 330 - 50% 36% N
2 D 330 44% 43% %
2 F 330 54% 34% %
2 H 330 55% 32% e
2 J 330 = 42% 43% o - 9%
2 L 330 . 45% 42% 9%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 15517 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 Anaphase-promoting complex subunit CDC26.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR IR
IR K
IR K
IR Y K
IR HEEEEE
IR Y HEEEEE

e Molecule 2 is a protein called Cell division cycle protein 16 homolog.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B SU1 ggzl 15014 32]3 4(??() ? ?8 0 0 0
2 b 301 ggzaél 15017 32]4 4(??() ? ?8 0 0 0
2 d SU1 gggaél 15020 32]9 4(??0 ? ?8 0 0 0
2 i 302 ggzl 15013 322 423 ? ?8 0 0 0
2] 01| e 1a s 430 7 10 0 : 0
2| kL I A A 0 0 0

There are 12 discrepancies between the modelled and reference sequences:

Chain

Residue

Modelled

Actual

Comment

Reference

B

210

GLY

EXPRESSION TAG

UNP Q13042

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

Chain | Residue | Modelled | Actual Comment Reference
B 211 SER - EXPRESSION TAG | UNP Q13042
D 210 GLY - EXPRESSION TAG | UNP Q13042
D 211 SER - EXPRESSION TAG | UNP Q13042
F 210 GLY - EXPRESSION TAG | UNP Q13042
F 211 SER - EXPRESSION TAG | UNP Q13042
H 210 GLY - EXPRESSION TAG | UNP Q13042
H 211 SER - EXPRESSION TAG | UNP Q13042
J 210 GLY - EXPRESSION TAG | UNP Q13042
J 211 SER - EXPRESSION TAG | UNP Q13042
L 210 GLY - EXPRESSION TAG | UNP Q13042
L 211 SER - EXPRESSION TAG | UNP Q13042

e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 2 TO;al 2 0 0
3 B 32 Tgtzal ?g 0 0
3 C 4 Toial 2 0 0
3 D 31 Tgtlal ??1 0 0
3 E 5 TO;al C5) 0 0
3 F 19 T‘l)gal 1% 0 0
3 G 4 Toial 2 0 0
3 H 48 ngal 2; 0 0
3 I 1 Toltal ? 0 0
3 ] 29 ngal ;)9 0 0
3 K 3 Togtal (3) 0 0
3 L 33 ngal ?% 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 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: Anaphase-promoting complex subunit CDC26

Chain A: 41% 38% 10% 10%
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e Molecule 1: Anaphase-promoting complex subunit CDC26
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Chain C: 21% 41% 17% 21%

e Molecule 1: Anaphase-promoting complex subunit CDC26

Chain E: 41% 41% 7%  10%

e Molecule 1: Anaphase-promoting complex subunit CDC26
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e Molecule 1: Anaphase-promoting complex subunit CDC26
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e Molecule 1: Anaphase-promoting complex subunit CDC26

R3

Chain K: 34% 34% 10% 21%


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

3HYM

wwPDB X-ray Structure Validation Summary Report

© ~ o
- -
HE @

Cell d

Page 7

ion cycle prote

TN

111

© o
=]

< ©
~ 9

o
=

16 homolog

11

1vis

e Molecule 2

%

9%

5%

36%

50%

Chain B

S.LT1

TLTH

692d
8921

Y9CH

{414

092y

8GTH
LSTA
9GTA

€9T1
(4144

0820

Lycd
9vea

5749
(4448
T¥CH

6€ca

veca
E€ETA
ceea

£8eV

8%€s
Ly€d

SYEV
vhed

CYEH

0%ER

9EEV

EEER

TeeN
oged

LTEL

€Te1

0Zed

8T1EH

9TEN
STEN
® YIEH
€1€D

6Ll
8.T1

8%

aads)

157478

6ETA
8€¥%d
LETN
9E¥%H

EE%N

£THA

13578
0T%A

80%A
L0%3
90%H

4478
€0%4

66€d

S6€ET

16€4

78€S

T8EN
T8€L

8LER

9LET

9TGR
STSW

€241
[44:h)

6181

LISL
9TSA
S18S
b184d
€181
2180

S0SY
%0SL
€0GH
66%A

S6%4

1

1691

L8%R

(4329
18%L

8LFN
LL9D

SLYI

69%4

Ll

£9%3

1971
09%%

Ll

TS¥%1

67HN

16 homolog

111

ion cycle protei

Cell divis

e Molecule 2

9%

43%

44%

Chain D

S.T1

6GEL
8Ged
LGEX

baeEW
£GEV

T9€a

Ly€d

SYEV
vhed

CYEH

6EEY
8EEI

gged
veed
E€EER

62€1
8ZEL
LTEL

€Te1
CTTER

0Z€Y

8TEH

9TEN
STEN

£€1€D

TIEN

80€X

SOEA

€0€4
CTOEM
T0€S
00€A
66cd
862N

96¢d

1

¥8¢1

08y

L.23

yaads]

{47444

+

9EWD
SEVI
veEVY

LT%a

jz47:)
3472’0

1357

80%A

L0%3
90%H

7ovA
€074
20%d
T0%d

66€d

L6EI

£6€h

16€4

68€Y

98€1

z8eN
18€L

08€7T

8LER

TLET

0L€d

89€H
L9€D

S9EN

£9€7T

e Molecule 2

T9eY

0TsH
6791
8TSH

9TSA
1SS
b164

218a

€0SH
2094

008a
66%A
867V

9673

(45208
1691
06%S
68%H
88%I
L8%R

S8%1

42529
18%L

8LYN
LLYD

YLYT

LY

99%a

oY
£9%3

09%%
LG%Y

9G%Y
el o)

E€97H

T1S%T

67 v

LY9T
9vvd

8T9H

9TSK
STSH

€281

16 homolog

ion cycle protein

Cell divis

9%

34%

54%

Chain F

98Td
78¢1

6.2

L.23

S.2T1

5749
(4448
T¥CH
8€TV

1€T1

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3HYM

Page 8

*

TLEW

69¢€1

LSER

£aey

6%€d

L¥€H

avev

TeEER

£1€D

TIEW
01€1

80€X

00€A
66cd
86TN

96cd
S6TA
7621

26TA

88TS

98Tk

9991

£9%2
(454

09%Y

it
i

0SHN
6%TN

PA44)
9%bd

447!

(47444
TooA

@® 6E¥A

GEVI

Ll

9TH'1

247,

86V

b
1

S6€1

£6€b

06€4d
68€Y

98€1
G8EN

£8EN
T8EL
8LER

LLe3

829D

4]

€281

0TsH

8TSHW

078y

9081

9674
Y6TN

Cell d

TBYH

68%H

L8YR

08%S
6.7V

e Molecule 2

LL%D

99%a

ion cycle protein 16 homolog

1vis

8%

32%

55%

Chain H

9L€1

YLEL

TLET
TLEW

69¢€1

6GEL

SGeY

caed

LY€3

SveEv

TIEW

80€X

SOEA
YOEY

CTOEM

00EA
662d
86TN

962d
S6TA
621

i

26TA

T6TH

06%S
68%H

9L%d
YLy

6974

Ll

£9%3
[4i4

6971

LS

0S%N
677N

LYPT

5474728
Tvva
157478

6ETA

SEVI

621

12578

80%A
L0%E

Y0%A
€074

T0%a

LBEI

£6eb

T6€4d

8es

6230
8TSH

ion cycle protein 16 homolog

9TSA

€281

6191
8TSH
L1861
91GA
41488
v184
€181
218a

8081

9081

€0SH

6671

867V
LBPN

1vis

Cell d

e Molecule 2

2%

9%

5% o

43%

42%

Chain J

9.LTA

PALAS

S¥CO

1574

T9CH

6€cd
8€TY

SETA

(444

PSEN

Lyed
9vEA

vhed

[47433:5

0YER
6EEV

EEER
CTEEL
2258
0€ed
62ET

L

LTEL

sged
vees
€TET

0Zed
6TEV

9TEN
STEN

@ E1€D

00€A
662d
86T

96cd
S6CTA
%621

1621

68CH

L8C1

¥8CT

08TY
6.2
8.T1
L.23

0%vL
@ 6EvA

LETN

SEVI

12572

62%1
8THY

Sevd
447

L0%3

SO%W

9LET

TLET
TLEN
0.€d
69€1
89€H
L9€D

T9ED
65€L

8Ged
LGEX

gGeey

07154

9081
S0SY

€0SH
2084
TOSk
00Sa
66%A
867V
L6TN

Y6YN
£6%D
[ 435721

06%S
68%H
88%I
L8%R
98%H
98%I
asidl

4328
18%L
08%S
6L%V

SLYI
YLV
ELVA
LY

0L¥h
69%4

99%a

+

4344
1971

63974
8G%1

efel 0]
2578

3

0G%N

8%¥T

ia4ds)

6250d

1

e Molecule 2

€TSI

6191
8TSHW

ion cycle protein 16 homolog

1vis

Cell di

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 3HYM

Page 9

88TS

98Tk
98T4

(414

08gYH
6.2

9%

v.LTl

clLel
TLTH

69zd
8921
920
99TS

Y9CH

42%

L
c9cd

8GZN
Lsch
9gzA
S4TS

it
[4°14)

082D
6%CH

T¥CH

5

0gTN

45%

T9ED
69€L
8ggd
LSER

SGeY

E€GEY

8YES
LY€d

SYEV

LTEL

STeEN
vces

0zeY
6TIEY
8TE€H

STEN

£T€D

TTEN

60€X
80E€X
L0E€D

00€A
66Cd
86CN
L6TS

S6CL

ba4s)

Sevd
447
£THA

11441

8T¥M

€Tvd

0T%A

80%A

90%H
SO%W
T0vA

20%d
T0%a

L6EI

T6€d

L8EY

98N

T8EN
18€L

8LER
Lred

YLET

TLET
TLEN
0.€d

89€H

8BTS

9TSA
STSS

b164d

TOSA

6671

L8%R

S8%1
w8vY

42529
1871

8LFN
LL90
9Lbd
SLYI
YLV
ELVA
TLy1

09%%

9G%Y
el 0]
2517
E€97H

677N
8%%1

6250

LTSI

O

R LDWIDE
PROTEIN DATA BANK

W



Page 10 wwPDB X-ray Structure Validation Summary Report 3HYM
4 Data and refinement statistics (i)
Property Value Source
Space group P 63 Depositor
Cell constants 301.90A 301.90A 80.17A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 49.40 - 2.80 Depositor
Resolution (4) 49.41 — 2580 EDS
% Data completeness 98.3 (49.40-2.80) Depositor
(in resolution range) 98.7 (49.41-2.80) EDS
Rinerge 0.13 Depositor
Rsym 0.13 Depositor
<I/o(I)>" 3.13 (at 2.81A) Xtriage
Refinement program PHENIX (phenix.refine) Depositor
R R 0.188 , 0.220 Depositor
» hfree 0.195 , 0.221 DCC
Rfree test set 4998 reflections (4.86%) wwPDB-VP
Wilson B-factor (A?) 47.2 Xtriage
Anisotropy 0.288 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.33, 52.0 EDS
L-test for twinning” <|L] > =040, < L? > = 0.22 Xtriage
Estimated twinning fraction 0.459 for h,-h-k -1 Xtriage
F,.F. correlation 0.92 EDS
Total number of atoms 15517 wwPDB-VP
Average B, all atoms (A?) 61.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 8.22% 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.

O RLDWIDE
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5 Model quality (i)

5.1 Standard geometry (i)

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 | pyiay | 4171 S5 | RMSZ | #]2] >5
1 A 0.37 0/215 0.58 0/286

1 C 0.27 0/200 0.49 0/265

1 E 0.32 0/209 0.50 0/279

1 G 0.33 0/214 0.58 0/284

1 I 0.28 0/209 0.51 0/279

1 K 0.33 0/198 0.56 0/263

2 B 0.31 0/2401 0.47 0/3254

2 D 0.32 0/2405 0.48 0/3258

2 F 0.29 0/2413 0.46 0/3268

2 H 0.31 0/2402 0.46 0/3258

2 J 0.32 0/2403 0.49 0/3257

2 L 0.32 0/2384 0.49 0/3230

All All 0.31 | 0/15653 | 0.48 | 0/21181

There are no bond length outliers.
There are no bond angle outliers.
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 214 0 218 20 0
1 C 199 0 212 30 0
1 E 208 0 207 18 0
1 G 213 0 220 17 0

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 I 208 0 207 18 0
1 K 197 0 205 25 0
2 B 2344 0 2194 127 0
2 D 2348 0 2205 163 0
2 F 2356 0 2216 110 0
2 H 2345 0 2178 120 0
2 J 2346 0 2194 157 0
2 L 2328 0 2181 155 0
3 A 2 0 0 0 0
3 B 32 0 0 6 0
3 C 4 0 0 0 0
3 D 31 0 0 7 0
3 D) 5 0 0 0 0
3 F 19 0 0 1 0
3 G 4 0 0 0 0
3 H 48 0 0 6 0
3 I 1 0 0 0 0
3 J 29 0 0 6 0
3 K 3 0 0 2 0
3 L 33 0 0 6 0

All All 15517 0 14437 850 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 29.

The worst 5 of 850 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
2:J:489:HIS:HB2 | 2:J:498:ALA:HB2 1.42 1.00
1:C:17:GLU:HA | 1:C:20:GLU:HG3 1.46 0.98
2:D:445:GLU:H | 2:D:446:PRO:CD 1.79 0.95
2:B:445:GLU:H | 2:B:446:PRO:CD 1.78 0.95
2:D:445:GLU:H | 2:D:446:PRO:HD3 1.34 0.90

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 24/29 (83%) 21 (88%) 3 (12%) 0
1 C 21/29 (72%) 17 (81%) 4 (19%) 0
1 E 24/29 (83%) 21 (88%) 2 (8%) 1 (4%)
1 G 23/29 (79%) 21 (91%) 2 (9%) 0
1 I 24/29 (83%) 21 (88%) 3 (12%) 0
1 K 21/29 (72%) 17 (81%) 3 (14%) 1 (5%)
2 B 299/330 (91%) 255 (85%) 4 (11%) | 10 (3%
2 D 299/330 (91%) 260 (87%) 28 (9%) 11 (4%
2 F 299/330 (91%) 255 (85%) | 29 (10%) | 15 (5
2 H 300/330 (91%) 259 (86%) 28 (9%) 13 (4
2 J 299/330 (91%) 253 (85%) | 34 (11%) | 12 (4
2 L 295/330 (89%) 237 (80%) 5 (15%) | 13 (4%
All | ALl | 1928/2154 (90%) | 1637 (85%) | 215 (11%) | 76 (4%

5 of 76 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 433 LYS
2 B 435 ILE
2 B 438 GLU
2 B 445 GLU
2 B 447 LEU

5.3.2 Protein sidechains ()

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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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 22/28 (79%) 19 (86%) 3 (14%)
1 C 22/28 (79%) 17 (77%) 5 (23%)
1 E 21/28 (75%) 18 (86%) 3 (14%)
1 G 23/28 (82%) 20 (87%) 3 (13%)
1 I 21/28 (75%) 19 (90%) 2 (10%)
1 K 22/28 (79%) 19 (86%) 3 (14%)
2 B 238/270 (88%) 222 (93%) 16 (7%)
2 D 239/270 (88%) 227 (95%) 12 (5%) 24 56
2 F 240/270 (89%) 231 (96%) 9 (4%) 33 67
2 H 237/270 (88%) 224 (94%) 13 (6%) 21 52
2 J 238/270 (88%) 225 (94%) 13 (6%) 211 52
2 L 236/270 (87%) 224 (95%) 12 (5%) 24 55
All All 1559/1788 (87%) | 1465 (94%) | 94 (6%) 19 48

5 of 94 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
2 F 317 GLU
2 H 235 VAL
2 L 314 HIS
2 F 328 THR
2 F 509 ARG

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

sidechains are listed below:

Mol | Chain | Res | Type
2 F 468 HIS
2 H 503 HIS
2 L 477 GLN
2 H 279 ASN
2 J 282 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

5 of 38 such


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

Page 15 wwPDB X-ray Structure Validation Summary Report 3HYM

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)

There are no ligands in this entry.

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#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
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
1 A 25/29 (86%) 20.23 33,54, 78,119 | 0
1 C 22/29 (75%) 20.28 41, 53, 75, 80 0
1 B 25/29 (86%) -0.31 38, 54, 89, 119 0
1 G 24/29 (82%) -0.53 38, 56, 81, 119 0
1 I 25/29 (86%) 0.00 1 (4%) 38 28 36, 54, 81, 121 0
1 K 22/29 (75%) -0.43 0 §100§4100 36, 51, 71, 82 0
2 B 291/330 (88%) 0.02 27, 54, 96, 196 0
2 D 291/330 (88%) -0.10 ( 32, 56, 99, 141 0
2 F 291/330 (88%) -0.03 ( 24, 54, 98, 170 0
2 H 292/330 (88%) -0.12 0 36, 56, 99, 140 0
2 J 291/330 (88%) 0.05 | 6(2%) 63 54 |35 58 115,201 | 0
2 L 289/330 (87%) -0.04 3(1%) |82 77 35, 58, 106, 152 0

All All 1888/2154 (87%) -0.07 16 (0%) [ 86} 181 | 24, 56, 103, 201 0

The worst 5 of 16 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
439 | VAL 4.8
436 | GLY 4.0
442 | ASP 3.8
433 | LYS 3.8
434 | ALA 3.9

I TN
SR ve) N anl Reol

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

There are no non-standard protein/DNA /RNA residues 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
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6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

There are no ligands in this entry.

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