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The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4.02b-467
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
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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 3.19 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.

Ramachandran outliers NN

Sidechain outliers

Metric
Rfree N
Clashscore N

RSRZ outliers NN

RNA backbone IS

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

Value
sl 0.209
I 11
P 1.1%
M 10.8%
M 1.5%

i 0.66

Better

[l Percentile relative to X-ray structures of similar resolution

Metric Whole archive Similar resolution

(#Entries) (#Entries, resolution range(A))

Riree 130704 1467 (3.20-3.16)

Clashscore 141614 1599 (3.20-3.16)

Ramachandran outliers 138981 1574 (3.20-3.16)

Sidechain outliers 138945 1573 (3.20-3.16)

RSRZ outliers 127900 1423 (3.20-3.16)

RNA backbone 3102 1054 (3.50-2.86)

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 1046 d 59% 23% 14%
1 B 1046 d 56% 22% 18%
2 E 9 33% 44% 22%
2 F 9 22% 44% 33%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 14426 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 KpAGO.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 904 7225 4633 1201 1359 32 0 0 0
Total C N @) S
1 B 853 6809 4372 1127 1280 30 0 0 0

There are 2 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 206 SER - EXPRESSION TAG | UNP A7TTMA9
B 206 SER - EXPRESSION TAG | UNP A7TTMA9

e Molecule 2 is a RNA chain called RNA 5-R(P*UP*AP*AP*AP*AP*AP*AP*AP*A)-3".

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B | 9 | mamae | 0 | 0 |0
2 | P 9 | mame | 0 | 0 |0
e Molecule 3 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

3 A 20 Tgf)al 2(()) 0 0

3 E 1 Toltal (1) 0 0

3 B 12 T(l)tzal 1% 0 0

3 F 1 Toltal ? 0 0
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Stretches of 2 or more
14%

23%

59%

Full wwPDB X-ray Structure Validation Report

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).
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: KpAGO

3 Residue-property plots (i)

Page 4

[4:14')
1824

6,21

9.TL
S.T4

€Lcd

Ll

9921

€9z¢d
{4148

Ll

08%D
6.L%D
8L¥R
TLYA
89%0

{4529

8%vd
LYPY

4]
{527

SEVS

€EVd

LT%S

+

12%a

9THY

0T%L

90%L
SO%L

66€4

S6ex

88€I

S8EA
Y8EN

£99D
¢99Y
1991

LGST

SGSL

€69)
4=ty
T9SA

® 675k

8%SN

9%9d

¢%ad

8ESL

9€9d

vear

CESI

8T8V

¥CSH
5148

0TSI
6151

L1890
9TS
S191
1198
808N

705y

c0sa

96%L
S6%H

€6%I

88%A

S8%L

8ToN

€09KW

009V

694

®

@O - Nm __©
@ o o olllo
00 W WL
© &S H > B

L9SK

999%
%991

TELS

90.4

0€9T

€€8d

i

9281
S28d
i44:3)
ozsn
S181
CTTI8A
018S
L6LW
€6.d
T6LL

L8.LN

47X}

8LLD

PLLL

TLLE

L9/

BoLM

9G.L%

v4LD
LvL3
ovLd
SPLL
¥9LS
8ELA

€eLI

1€6b

Ll

ST6Y

LO6A

TO06A

8680
L68N

7684

988N

88d
€881

7884

L1871

.81

TL8d

6981

984

® 998L

8%0TA

9%01a
SP0TH

8€0Td

6C0TA

L

erduns
Y2OIN

€1073

0T07d

8007Ta

£007a

T00Td
00074

€664

2864

6.6d
8L6A

9L6L

L96d
9961

296X

+

0961

LG6)

L3

L%68

6E6)

CTE6R

Y6TTA

T671d

|

L8TTS

€8TTY

8114
08711

8L110

€L1TI

99118

0STTL

8YTIN

RLDWIDE

OYTTV

[4281)]
THTTI

LETTA

9TTTA

7411

CTTIN

LITTS

STTTA

E€TTTA
[Ag3%S

YOTIN

L60TY

G607Th

Y60TN

S80TA

S90TY

TS01a

0O
PROTEIN DATA BANK

erpBe

W


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

4F1IN

Full wwPDB X-ray Structure Validation Report
KpAGO

Page 5

F

0STTA

LYTTA

SYTTA

0%TTA

T€TTA
0ETTL

STTIN

11219

80CT4

F

002711
667111

e Molecule 1

%

18%

22%

56%

Chain B

6.21

LLTR
9lclL

€Lcd
oLeH
9921
voTy

€9¢d
414N

€ged
[4°14}

S¥e1

ZHeN
T7CL

Ll

8CCH
ozen
TTTh

j14an
1144

T8€d
0GeM
® 6%ed

oved
SPET
PPeL
£bed
Zhex
TvER
0%eT
6€€d

® 1eed

8ced

Gzed

£2eY

TTed
0TER

8T€I

or1ex
60€1

90€X

08%D

8L¥R

TLYA

89%0

3

ToPI

L¥PA

)
£7%A

SEVS

€EVL

LTYS

1

TZ%a

9THY

90%L
S0%L

66€X
S6EX
T6ER
06€1
68€L
88€I

Y8EN

998A
S98Y
7991
T98Y

0981

9G65a

® €89%

1

679K

SPaN

£%9S

L

8ESL

9€4d

YESR

TESI

8239V

YCSH
[X4°DS

0TsI
6751

L1780
9TSH
G191
188
808N

Y094

208a

96¥%L
S67H

€671

88%A

98%A
S8YL

681

TLSI

@ 695d
8994

0T.Ld

90,4

¥0LI

269

689d

1

%894

S.91

6990

3

199d
999A
9991
9oL
€991

8G9A

9Z81
9T8d
44538

TZ8A
0zZsN

CT8A

018S

SO8KH

€081

LBLH

£6.4d

T6LL

L8LN

8.4

8LLb

YLLL

TLLA

+

YOLM

89,3

9G.LY

¥S8Ld

PAZCS
ovLd
SYLL
Y¥LS

ThLA
THLA
0v.Lb

8ELA

E€ELI

TELS

LO6X

TOo6A

8680
L68N

7684

988N

¥88d
€881

3

8.L8N

T.8d

698L

1,984
998L

€€8d

L2811

STOTY
YTOTN

€1072

0707d

8007a

90071

£007a

100Td
00074

€661

2860

6.6d
8L6L

L96d

L

2963

0961

LS6)

L3

L%6S

[478)

6€6)

ZEBL
1€6d

+

ST6V

164

18714
08TTI

E€LITI

SOTTS

0STTL

8YTTY

OVTTV

[4431)]
%111

LETTA
9TTTA
¥CT1D
€2T11d
CTTTH

EITTA
[453%°S

SOTTY
YOTIN

T0TTI

L60TYH

Y60TN

S80TA

%80Td

LS0TA

18901Q

8Y0TA

9%01a
SY0TYH

6E0TL
8€0Td

6Z0TX

0GTTX

SYCTH

0%TTA

YETIN

TETTA
0E€TTL

STTIN
i4149)

11219

80TT4d

002711
66TTT

F

P6TTA

16T1d

|

€8TTYH

22%

44%

33%

RNA 5-R(P*UP*AP*AP*AP*AP*AP*AP*AP*A)-3’

e Molecule 2
Chain E:

D
=1

oy

ey

—
=]

O

R LDWIDE
PROTEIN DATA BANK

W



Page 6 Full wwPDB X-ray Structure Validation Report 4F1N

e Molecule 2: RNA 5-R(P*UP*AP*AP*AP*AP*AP*AP*AP*A)-3’

Chain F: 22% 24% 33%

= ™ 10 © N~ © O
=} < =< <<
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4 Data and refinement statistics (i)
Property Value Source
Space group P 32 Depositor
Cell constants 171.55A 171.55A 83.18A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 38.12 - 3.19 Depositor
Resolution (4) 4952 — 3.19 EDS
% Data completeness 99.5 (38.12-3.19) Depositor
(in resolution range) 95.8 (49.52-3.19) EDS
Rinerge 0.19 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.75 (at 3.19A) Xtriage
Refinement program PHENIX (phenix.refine: 1.7.3 928) Depositor
R R 0.168 , 0.216 Depositor
» Phfree 0.161 , 0.209 DCC
Rfree test set 1999 reflections (4.39%) wwPDB-VP
Wilson B-factor (A?) 43.0 Xtriage
Anisotropy 0.063 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.31, 55.5 EDS
L-test for twinning” <|L| > =049, < L? > =10.32 Xtriage
0.021 for -h,-k,1
Estimated twinning fraction 0.029 for h,-h-k,-1 Xtriage
0.017 for -k,-h,-1
F,,F. correlation 0.93 EDS
Total number of atoms 14426 wwPDB-VP
Average B, all atoms (A?) 52.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.88% 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)

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 | pyioy i 7155 | RMSZ | #(Z] >5
1 A 0.50 0/7382 0.67 | 2/9981 (0.0%)
1 B 0.51 0/6958 0.68 | 2/9413 (0.0%)
2 E 1.01 1/201 (0.5%) 1.16 1/310 (0.3%)
2 F 1.08 1/201 (0.5%) 1.22 4/310 (1.3%)
All All 0.52 | 2/14742 (0.0%) | 0.70 | 9/20014 (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 2

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 F 1 U OP3-P | -10.60 1.48 1.61
2 E 1 U OP3-P | -10.32 1.48 1.61

All (9) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 B 399 | LYS | CD-CE-NZ | 8.05 130.21 111.70
2 F 5) A N1-C6-N6 | 6.13 122.28 118.60
1 B 305 | LYS | CA-CB-CG | 6.01 126.63 113.40
2 E ) A N1-C6-N6 | 5.93 122.16 118.60
1 A 329 | ASN C-N-CA 5.32 133.47 122.30
2 F 6 A N1-C6-N6 | 5.18 121.71 118.60
1 A 305 | LYS | CA-CB-CG | 5.06 124.52 113.40
2 F 6 A C2-N3-C4 | -5.06 108.07 110.60
2 F 7 A N1-C6-N6 | 5.04 121.62 118.60
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There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 B 220 | ALA | Peptide
1 B 542 | PRO | Peptide

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 7225 0 7219 158 0
1 B 6809 0 6799 144 0
2 E 179 0 87 5 0
2 F 179 0 87 5 0
3 A 20 0 0 0 0
3 B 12 0 0 1 0
3 B 1 0 0 0 0
3 F 1 0 0 0 0
All All 14426 0 14192 303 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 11.

All (303) 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:B:1104:ASN:HB3 1:B:1112:GLU:HG3 1.60 0.84
1:A:447:LYS:HD3 1:A:488:VAL:HG11 1.61 0.82
1:A:1104:ASN:HB3 1:A:1112:GLU:HG3 1.64 0.80
1:A:1126:VAL:HG22 | 1:A:1141:ILE:HG12 1.64 0.79
1:B:447:LYS:HD3 1:B:488:VAL:HG11 1.64 0.77
1:A:874:ILE:HD12 1:B:871:PRO:HB3 1.68 0.75
1:A:301:SER:HB3 1:A:303:PRO:HG2 1.66 0.74
1:A:1195:TYR:OH 2:E:5:A:0P2 2.05 0.74
1:A:755:THR:0G1 1:A:756:LYS:N 2.20 0.74
1:B:738:VAL:HB 1:B:952:SER:HB3 1.70 0.74
1:B:755: THR:OG1 1:B:756:LYS:N 2.18 0.73

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

Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:552:GLU:OE1 1:A:647:LYS:NZ 2.22 0.73
1:B:1126:VAL:HG22 | 1:B:1141:1LE:HG12 1.71 0.72
1:A:320:TYR:CZ 1:A:323:ARG:NH1 2.57 0.72
1:B:472:VAL:HG12 1:B:485: THR:HG22 1.73 0.71
1:B:542:PRO:HA 1:B:543:SER:HB2 1.73 0.71
1:A:472:VAL:HG12 1:A:485:THR:HG22 1.73 0.70
1:B:1195:TYR:OH 2:F:5:A:0P2 2.10 0.70
1:A:217:ASP:OD1 1:A:218:THR:N 2.19 0.70
1:B:320: TYR:CZ 1:B:323:ARG:NH1 2.60 0.70
1:A:824:L.YS:HD2 1:A:825:PRO:HD2 1.75 0.68
1:A:958:LEU:HD13 1:A:1173:ILE:HG22 1.75 0.68
1:B:824:LYS:HD2 1:B:825:PRO:HD2 1.76 0.68
1:A:738:VAL:HB 1:A:952:SER:HB3 1.76 0.68
1:B:993: TYR:CD2 1:B:1028:ILE:HD11 2.28 0.68
1:B:958:LEU:HD13 1:B:1173:ILE:HG22 1.76 0.67
1:A:346:PHE:O 1:A:350: TRP:NE1 2.28 0.67
1:A:1003:ASP:0OD2 1:A:1025:ARG:NH2 2.21 0.66
1:A:688:ARG:NH2 1:A:1146:ALA:O 2.28 0.66
1:A:689:PRO:HG3 | 1:A:1150:THR:HG23 1.76 0.66
1:A:993:TYR:CD2 1:A:1028:ILE:HD11 2.30 0.66
1:B:346:PHE:O 1:B:350: TRP:NE1 2.29 0.66
1:B:1211:GLY:O 1:B:1215:ASN:ND2 2.28 0.66
1:A:1094:ASN:O 1:A:1097:ARG:NH2 2.30 0.65
1:A:1211:GLY:O 1:A:1215:ASN:ND2 2.30 0.65
1:A:826:ILE:HG21 1:A:879:LEU:HD11 1.78 0.64
1:B:1094:ASN:O 1:B:1097:ARG:NH2 2.31 0.64
1:A:1163:ASN:N 1:A:1163:ASN:OD1 2.31 0.62
1:B:453:ASN:N 1:B:453:ASN:OD1 2.25 0.62
1:A:453:ASN:OD1 1:A:453:ASN:N 2.27 0.62
1:A:642:LYS:N 1:A:661:GLU:OE1 2.29 0.62
1:B:1003:ASP:0OD2 1:B:1025:ARG:NH2 2.28 0.62
1:B:1183:ARG:HD3 1:B:1251:ILE:HD12 1.81 0.62
1:B:793:PRO:HG3 1:B:827:LEU:HD11 1.81 0.62
1:B:351:GLU:HG3 1:B:391:LYS:NZ 2.15 0.61
1:B:323:ARG:HE 1:B:435:SER:HB2 1.65 0.61
1:A:515:LEU:O 1:A:519:ILE:HG13 2.01 0.61
1:A:1013:GLU:O 1:A:1045:ARG:NH2 2.33 0.60
1:B:515:LEU:O 1:B:519:ILE:HG13 2.02 0.60
1:A:793:PRO:HG3 1:A:827:LEU:HD11 1.82 0.60
1:A:1190:VAL:HG23 | 1:A:1191:PRO:HD2 1.84 0.59
1:A:544:VAL:O 1:A:548:ASN:ND2 2.36 0.58

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

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:B:485: THR:HG21 1:B:704:ILE:HD11 1.84 0.58
1:B:1124:GLY:HA?2 1:B:1142:GLN:O 2.02 0.58
1:B:1013:GLU:O 1:B:1045:ARG:NH?2 2.37 0.57
1:B:658: VAL:N 3:B:1303:HOH:O 2.36 0.57
1:B:557:ILE:HA 1:B:560:LEU:HD23 1.86 0.57
1:A:1124:GLY:HA2 1:A:1142:GLN:O 2.05 0.57
1:A:301:SER:O 1:A:305:LYS:HD2 2.05 0.57
1:B:1086: THR:HG22 | 1:B:1163:ASN:OD1 2.04 0.57
1:B:341:GLU:HG3 1:B:350: TRP:CH2 2.39 0.57
1:A:1122:MET:O 1:A:1125:THR:OG1 2.22 0.56
1:B:1163:ASN:OD1 1:B:1163:ASN:N 2.38 0.56
1:A:302:LYS:HA 1:A:305:LYS:HG2 1.86 0.56
1:A:1148:LYS:HD3 2:E:6:A:C2 2.40 0.56
1:B:1122:MET:O 1:B:1125:THR:OG1 2.23 0.56
1:B:898:ASP:HB3 1:B:901:VAL:HB 1.87 0.56
1:B:957:LYS:O 1:B:962:LYS:NZ 2.34 0.56
1:B:1190:VAL:HG23 | 1:B:1191:PRO:HD2 1.88 0.56
1:A:565:LYS:HA 1:A:591:GLY:HA2 1.88 0.55
1:B:993:TYR:HD2 1:B:1028:ILE:HD11 1.69 0.55
1:B:349:CYS:O 1:B:390:LEU:N 2.34 0.55
1:B:253:PRO:O 1:B:256:LYS:HB2 2.06 0.55
1:B:1148:LYS:HD3 2:F:6:A:C2 2.42 0.55
1:B:515:LEU:HB2 1:B:663:LEU:O 2.06 0.55
1:A:435:SER:OG 1:A:435:SER:O 2.23 0.55
1:B:733:ILE:HD13 1:B:1122:MET:HB3 1.88 0.55
1:A:495:HIS:CE1 1:A:667:PRO:HB3 2.42 0.55
1:B:826:1LE:HG21 1:B:879:LEU:HD11 1.88 0.55
1:A:341:GLU:HG3 1:A:350: TRP:CH2 2.41 0.55
1:B:273:PHE:HB3 1:B:395:LYS:HE2 1.89 0.54
1:A:957:LYS:O 1:A:962:LYS:NZ 2.37 0.54
1:B:528: ALA:HA 1:B:534:TYR:HB3 1.90 0.54
2:E:8:A:02 2:E:9:A:0P1 2.22 0.54
1:A:993:TYR:HD2 1:A:1028:ILE:HD11 1.71 0.53
1:A:565:LYS:O 1:A:666:VAL:HG12 2.09 0.53
1:A:898:ASP:HB3 1:A:901:VAL:HB 1.91 0.53
1:A:883:ILE:HD12 1:A:884:PRO:HD2 1.91 0.53
1:A:1086: THR:HG22 | 1:A:1163:ASN:OD1 2.09 0.53
1:A:528:ALA:HA 1:A:534:TYR:HB3 1.90 0.52
1:A:787:ASN:ND2 1:A:793:PRO:HD3 2.25 0.52
1:B:981:LYS:HG3 1:B:982:ASP:H 1.74 0.52
1:A:281:PHE:O 1:A:282:LYS:HB2 2.09 0.52

Continued on next page...




Page 12

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:596: THR:0G1 1:A:648:LEU:HD12 2.09 0.52
1:A:939:LYS:NZ 2:E:3:A:0P1 2.42 0.52
1:B:909: THR:HG22 1:B:915:ALA:HB3 1.92 0.52
1:B:833:PRO:O 1:B:835:1LE:HG22 2.10 0.52
1:B:495:HIS:CE1 1:B:667:PRO:HB3 2.45 0.52
1:B:566:VAL:HG23 1:B:664: THR.:O 2.10 0.52
1:A:733:ILE:HD13 1:A:1122:MET:HB3 1.92 0.51
1:A:630:ILE:HG12 1:A:641:LEU:HD12 1.91 0.51
1:B:1024:ASN:O 1:B:1028:ILE:HG23 2.10 0.51
1:B:812:VAL:HB 1:B:937:VAL:HG11 1.92 0.51
1:A:508:ASN:HB3 1:A:511:GLU:HB2 1.93 0.51
1:B:565:LYS:O 1:B:666:VAL:HG12 2.11 0.51
1:A:1000:PHE:O 1:A:1250:TYR:OH 2.21 0.51
1:B:1029:TYR:CD2 1:B:1038:PRO:HD3 2.46 0.51
1:A:1183:ARG:HD3 | 1:A:1251:1LE:HD12 1.93 0.51
1:B:339:PRO:O 1:B:342:GLU:HG2 2.11 0.51
1:A:779:VAL:HA 1:A:886:ASN:OD1 2.11 0.50
1:B:731:SER:HB2 1:B:1125:THR:HG22 1.94 0.50
1:A:343:PHE:C 1:A:345:LEU:H 2.13 0.50
1:A:731:SER:HB2 1:A:1125:THR:HG22 1.94 0.50
1:A:981:LYS:HG3 1:A:982:ASP:H 1.75 0.50
1:A:502:ASP:0OD1 1:A:504:ARG:HD3 2.12 0.50
1:A:279:ILE:HG22 1:A:332:ASP:O 2.11 0.50
1:A:628:ASN:OD1 1:A:629: THR:N 2.44 0.50
1:B:508:ASN:HB3 1:B:511:GLU:HB2 1.93 0.50
1:A:812:VAL:HB 1:A:937:VAL:HG11 1.94 0.50
1:A:833:PRO:O 1:A:835:ILE:HG22 2.12 0.49
1:B:1200:LEU:HD13 | 1:B:1250:TYR:CD2 2.48 0.49
1:B:502:ASP:OD1 1:B:504:ARG:HD3 2.12 0.49
1:B:1046:ASP:HB2 1:B:1194:VAL:HG13 1.95 0.49
1:B:321:LYS:O 1:B:325:ARG:NH1 2.45 0.49
1:B:435:SER:OG 1:B:435:SER:O 2.23 0.49
1:B:779:VAL:HA 1:B:886:ASN:OD1 2.12 0.49
1:B:1000:PHE:O 1:B:1250: TYR:OH 2.22 0.49
1:A:535:ASN:ND2 1:A:538: THR:HG23 2.28 0.48
1:A:515:LEU:HB2 1:A:663:LEU:O 2.13 0.48
1:A: 567 TYR:HE1 1:A:589:SER:HB3 1.78 0.48
1:B:222:TYR:HB3 1:B:1057:-VAL:HG12 1.94 0.48
1:A:836:LYS:HA 1:A:866:THR:O 2.12 0.48
1:B:343:PHE:C 1:B:345:LEU:H 2.16 0.48
1:A:1195:TYR:O 1:A:1199:LEU:HG 2.13 0.48
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1200:LEU:HD13 | 1:A:1250:TYR:CD2 2.49 0.48
1:B:535:ASN:ND2 1:B:538: THR:HG23 2.29 0.48
1:B:787:ASN:ND2 1:B:793:PRO:HD3 2.28 0.48
1:A:597:ARG:HA 1:A:647:LYS:HE2 1.96 0.48
1:B:568:ARG:HA 1:B:569:PRO:HD3 1.56 0.48
1:B:1108:GLU:H 1:B:1108:GLU:HG3 1.43 0.48
1:B:516:MET:HA 1:B:519:ILE:HD12 1.95 0.48
1:A:1029:TYR:CD2 | 1:A:1038:PRO:HD3 2.49 0.47
1:A:253:PRO:O 1:A:256:LYS:HB2 2.13 0.47
1:B:1001:PRO:HG3 1:B:1028:ILE:CD1 2.45 0.47
1:B:883:ILE:HD12 1:B:884:PRO:HD2 1.95 0.47
1:A:909: THR:HG22 1:A:915:ALA:HB3 1.95 0.47
1:A:321:LYS:O 1:A:325:ARG:NH1 2.47 0.47
1:A:871:PRO:HG3 1:B:878:ASN:HD22 1.78 0.47
1:B:565:LYS:O 1:B:669:GLN:NE2 2.44 0.47
2:F:8:A:02 2:F:9:A:0P1 2.22 0.47
1:A:1024:ASN:O 1:A:1028:ILE:HG23 2.15 0.47
1:A:301:SER:C 1:A:305:LYS:HD2 2.35 0.47
1:A:600:ALA:O 1:A:629: THR:OG1 2.23 0.47
1:B:493:ILE:HD13 1:B:665:ILE:HG21 1.97 0.47
1:B:939:LYS:NZ 2:F:3:A:0P1 2.47 0.47
1:A:339:PRO:O 1:A:342:GLU:HG2 2.15 0.47
1:A:1046:ASP:HB2 | 1:A:1194:VAL:HG13 1.96 0.46
1:A:1108:GLU:H 1:A:1108:GLU:HG3 1.43 0.46
1:A:549:TYR:CE1 1:A:553:LYS:HB2 2.51 0.46
1:B:561:LEU:HA 1:B:564:LEU.HB2 1.97 0.46
1:A:426:LEU:HD12 1:A:426:LEU:HA 1.78 0.46
1:B:237:VAL:HG13 1:B:1105:ALA:HB2 1.98 0.46
1:B:966:LEU:HD12 1:B:966:LEU:HA 1.84 0.46
1:B:907:TYR:O 1:B:911:LEU:HB3 2.15 0.46
1:B:561:LEU:HB2 1:B:592:1LE:HD11 1.97 0.46
1:A:310:GLU:HG2 1:A:310:GLU:H 1.56 0.46
1:B:406: THR:HG23 1:B:478: TYR:OH 2.16 0.45
1:B:562:LYS:HA 1:B:562:LYS:HD2 1.83 0.45
1:B:549:TYR:CE1 1:B:553:LYS:HB2 2.51 0.45
1:A:947:SER:OG 1:A:998: THR:HG21 2.16 0.45
1:A:320:TYR:CE2 1:A:323:ARG:NH1 2.84 0.45
1:A:561:LEU:O 1:A:563:GLY:N 2.50 0.45
1:A:633:PHE:HB3 1:A:639:ILE:HG13 1.98 0.45
1:B:658:VAL:HG11 1:B:663:LEU:HD13 1.98 0.45
1:B:960:ILE:HD11 1:B:995:ASP:HB2 1.98 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:951:LEU:HD13 1:A:1180:ILE:HG23 1.98 0.45
1:B:564:LEU:O 1:B:592:1LE:HG23 2.17 0.45
1:A:978: TYR:HE1 1:A:1010:PRO:HB2 1.82 0.45
1:A:468:GLN:HG2 1:A:684:PHE:CZ 2.52 0.45
1:A:951:LEU:HA 1:A:951:LEU:HD12 1.55 0.45
1:B:836:LYS:HA 1:B:866: THR.:O 2.16 0.45
1:A:309:ILE:HD12 1:A:328:PHE:CG 2.52 0.45
1:A:517:ASP:HA 1:A:520:ILE:HD12 1.99 0.45
1:B:433:PHE:O 1:B:706:ARG:NH1 2.50 0.45
1:A:405: THR:HG22 | 1:A:416:ARG:HH22 1.82 0.45
1:A:273:PHE:HZ 1:A:399:LYS:HZ1 1.62 0.45
1:A:557:ILE:HG12 1:A:561:LEU:HD11 1.98 0.45
1:B:405:THR:HG22 | 1:B:416:ARG:HH22 1.82 0.45
1:A:1031:LYS:HE2 1:A:1031:LYS:HB2 1.50 0.44
1:A:960:ILE:HA 1:A:967:PRO:HA 1.99 0.44
1:B:688: ARG:NH?2 1:B:1146:ALA:O 2.50 0.44
1:A:300:LEU:HA 1:A:305:LYS:NZ 2.32 0.44
1:A:245:LEU:HD23 1:A:245.LEU:HA 1.91 0.44
1:A:523:TYR:CE2 1:A:542:PRO:HG3 2.52 0.44
1:B:566:VAL:CG2 1:B:663:LEU:HG 2.47 0.44
1:B:746:PHE:CD2 1:B:764:TRP:HB3 2.52 0.44
1:B:309:1ILE:HD12 1:B:328:PHE:CG 2.52 0.44
1:B:951:LEU:HD13 1:B:1180:ILE:HG23 1.98 0.44
1:A:758:GLU:HB2 1:A:1117:SER:HB2 1.99 0.44
1:A:746:PHE:CD2 1:A:764: TRP:HB3 2.51 0.44
1:B:947:SER:OG 1:B:998: THR:HG21 2.17 0.44
1:B:805:MET:HB3 1:B:821:VAL:HG21 2.00 0.44
1:A:516:MET:HG2 1:A:660:PRO:HB2 1.99 0.44
1:B:1181:PHE:CE2 1:B:1183:ARG:HG2 2.53 0.44
1:B:349:CYS:O 1:B:389: THR:HA 2.18 0.44
1:A:433:PHE:HD2 1:A:448:PHE:CE2 2.36 0.43
1:A:406: THR:HG23 1:A:478:TYR:OH 2.18 0.43
1:A:262:VAL:HA 1:A:263:PRO:HD3 1.75 0.43
1:A:405:THR:HB 1:A:479:GLY:HA2 2.00 0.43
1:B:262:VAL:HA 1:B:263:PRO:HD3 1.73 0.43
2:F:5:A:C6 2:F:6:A:N6 2.86 0.43
1:B:1101:ILE:HG21 1:B:1101:ILE:HD13 1.77 0.43
1:B:826:ILE:HD13 1:B:879:LEU:HD11 2.00 0.43
1:A:302:LYS:N 1:A:303:PRO:HD2 2.34 0.43
1:A:410: THR:O 1:A:414:GLU:HG3 2.19 0.43
1:A:249:GLY:HA3 1:A:405:THR:OG1 2.19 0.43
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Atom-1 Atom-2 distance (A) overlap (A)

1:A:270:LYS:O 1:A:399:LYS:HB3 2.18 0.43
1:A:771:PHE:CZ 1:A:815:LEU:HD13 2.54 0.43
1:B:351:GLU:HG3 1:B:391:LYS:HZ1 1.83 0.43
1:B:523: TYR:CE2 1:B:542:PRO:HG3 2.54 0.43
1:B:803:ILE:HA 1:B:803:ILE:HD13 1.91 0.43
1:A:778:GLN:CD 1:A:820:ASN:HB2 2.39 0.43
1:A:1028:ILE:HG21 1:A:1028:1ILE:HD13 1.75 0.43
1:B:320: TYR:CE2 1:B:323:ARG:NH1 2.87 0.43
1:B:978:TYR:HE1 1:B:1010:PRO:HB2 1.83 0.43
1:B:778:GLN:CD 1:B:820:ASN:HB2 2.39 0.43
1:A:516:MET:HA 1:A:519:ILE:HD12 2.00 0.43
1:A:273:PHE:HB3 1:A:395:LYS:HE2 2.01 0.42
1:A:564:LEU:O 1:A:592:ILE:HG23 2.19 0.42
1:B:979:PRO:HB2 1:B:1208:PHE:CD1 2.54 0.42
1:B:277:TYR:CE2 1:B:340:LEU:HG 2.54 0.42
1:B:493:ILE:CG1 1:B:669:GLN:HB2 2.49 0.42
1:A:907:TYR:O 1:A:911:LEU:HB3 2.19 0.42
1:B:516:MET:O 1:B:520:ILE:HG13 2.19 0.42
1:A:1001:PRO:HG3 1:A:1028:ILE:CD1 2.50 0.42
1:A:384:MET:C 1:A:386:SER:H 2.23 0.42
1:A:493:ILE:CG1 1:A:669:GLN:HB2 2.49 0.42
1:A:960:ILE:HD11 1:A:995:ASP:HB2 2.01 0.42
1:B:1251:ILE:HD13 1:B:1251:ILE:HA 1.74 0.42
1:B:279:ILE:HD11 1:B:388:1LE:HG22 2.01 0.42
1:A:385:VAL:O 1:A:388:ILE:HG13 2.20 0.42
1:B:1195:TYR:O 1:B:1199:LEU:HG 2.18 0.42
1:B:493:1LE:HG12 1:B:669:GLN:HB2 2.02 0.42
1:B:920:VAL:HG22 1:B:932:TYR:OH 2.20 0.42
1:A:433:PHE:O 1:A:706:ARG:NH1 2.53 0.42
1:A:648:LEU:HD13 1:A:657:VAL:CG1 2.50 0.42
1:B:426:.LEU:HA 1:B:426:LEU:HD12 1.77 0.42
1:B:912:LYS:HD3 1:B:912:LYS:HA 1.78 0.42
1:B:689:PRO:HG3 1:B:1150: THR:HG23 2.01 0.42
1:B:960:ILE:HA 1:B:967:PRO:HA 2.01 0.42
1:A:564:LEU:HD21 1:A:665:ILE:HG23 2.01 0.42
1:B:742:LYS:HB2 1:B:771:PHE:O 2.20 0.42
1:A:275:PHE:CZ 1:A:339:PRO:HG3 2.54 0.42
1:A:242:ASN:ND2 1:A:485: THR:O 2.41 0.42
1:A:650:ASN:HB3 1:A:657:VAL:HG22 2.02 0.42
1:B:824:LYS:HA 1:B:825:PRO:HD2 1.91 0.42
1:A:1178:CYS:O 1:A:1187:SER:HA 2.19 0.41
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Atom-1 Atom-2 distance (A) overlap (A)
1:B:1039: THR:O 1:B:1084:PRO:HD2 2.20 0.41
1:B:468:GLN:HG2 1:B:684:PHE:CZ 2.54 0.41
1:A:1181:PHE:CE2 1:A:1183:ARG:HG2 2.55 0.41
1:A:486:VAL:HG11 1:A:1095:GLN:HB3 2.02 0.41
1:A:519:ILE:H 1:A:519:ILE:HG13 1.60 0.41
1:A:835:ILE:HG21 1:A:835:ILE:HD13 1.71 0.41
1:B:517:ASP:HA 1:B:520:ILE:HD12 2.01 0.41
1:A:733:ILE:HD12 1:A:1115:VAL:HG12 2.02 0.41
1:A:871:PRO:HG3 1:B:878:ASN:ND2 2.35 0.41
1:B:252:VAL:HA 1:B:253:PRO:HD3 1.90 0.41
1:A:493:.ILE:HG12 1:A:669:GLN:HB2 2.03 0.41
1:A:544:VAL:HG13 1:A:646:MET:HG2 2.02 0.41
1:A:462:ILE:HD12 1:A:556:ASP:HB3 2.02 0.41
1:A:877:LEU:O 1:A:881:GLU:HG2 2.21 0.41
1:B:256:LYS:HA 1:B:256:LYS:HD2 1.83 0.41
1:B:443:VAL:HG12 1:B:444.GLN:HG3 2.03 0.41
1:B:242:ASN:ND2 1:B:485: THR.:O 2.46 0.41
1:B:493:ILE:HD12 1:B:493:ILE:O 2.21 0.41
2:E:5:A:C6 2:E:6:A:N6 2.88 0.41
1:A:641:LEU:HA 1:A:661:GLU:OFE1 2.21 0.41
1:B:524:HIS:HD?2 1:B:536:PRO:HB3 1.85 0.41
1:A:567:TYR:CE1 1:A:589:SER:HB3 2.55 0.41
1:B:767:LYS:HE3 1:B:767:LYS:HB2 1.58 0.41
1:B:835:ILE:HG21 1:B:835:ILE:HD13 1.74 0.41
1:A:1251:ILE:HA 1:A:1251:.1LE:HD13 1.84 0.41
1:A:306:TYR:O 1:A:310:GLU:HG2 2.21 0.41
1:A:345:LEU:HA 1:A:345:LEU:HD12 1.84 0.41
1:A:443:VAL:HG12 1:A:444:GLN:HG3 2.02 0.41
1:A:493:ILE:HD12 1:A:493:ILE:O 2.21 0.41
1:A:565:LYS:HE3 1:A:589:SER:OG 2.20 0.41
1:A:746:PHE:CE2 1:A:764: TRP:HB3 2.56 0.41
1:A:384:MET:HG2 1:A:384:MET:H 1.64 0.41
1:B:1006:LEU:HA 1:B:1006:LEU:HD12 1.91 0.41
1:B:524:HIS:CD2 1:B:536:PRO:HB3 2.56 0.41
1:A:979:PRO:HB2 1:A:1208:PHE:CD1 2.56 0.40
1:A:524:HIS:CD2 1:A:536:PRO:HB3 2.56 0.40
1:B:1031:LYS:HB2 1:B:1031:LYS:HE2 1.49 0.40
1:A:256:LYS:HA 1:A:256:LYS:HD2 1.80 0.40
1:B:740:GLN:HG3 1:B:741:PHE:O 2.21 0.40
1:B:1123:PRO:HA 1:B:1124:GLY:HA2 1.77 0.40
1:B:462:ILE:HD12 1:B:556:ASP:HB2 2.03 0.40
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Atom-1 Atom-2 distance (A) | overlap (A)
1:B:942:LEU:HA 1:B:942:LEU:HD23 1.88 0.40
1:A:976: THR:HG23 1:A:1201:CYS:HB3 2.04 0.40
1:A:920:VAL:HG22 1:A:932: TYR:OH 2.21 0.40
1:B:384:MET:HE3 1:B:384:MET:HB3 1.89 0.40
1:B:519:ILE:H 1:B:519:ILE:HG13 1.68 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

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 888/1046 (85%) | 804 (90%) | 74 (8%) | 10 (1%) 141 50
1 B 837/1046 (80%) | 758 (91%) | 70 (8%) 9 (1%) 141 50
All All 1725/2092 (82%) | 1562 (91%) | 144 (8%) | 19 (1%) 141 50

All (19) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 544 VAL
1 A 711 SER
1 B 221 ILE
1 B 981 LYS
1 A 480 GLY
1 A 562 LYS
1 A 981 LYS
1 B 480 GLY
1 B 557 ILE
1 A 551 VAL
1 A 754 GLY
1 A 1164 | GLN
1 B 754 GLY

Continued on next page...
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Mol | Chain | Res | Type
1 A 344 THR
1 B 331 GLU
1 B 344 THR
1 B 1234 ASN
1 A 535 ASN
1 B 535 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 812/929 (87%) | 721 (89%) | 91 (11%) 6| 24
1 B 765/929 (82%) 686 (90%) | 79 (10%) 27
All All 1577/1858 (85%) | 1407 (89%) | 170 (11%) 6] 25

All (170) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 226 ASN
1 A 228 HIS
1 A 237 VAL
1 A 241 THR
1 A 245 LEU
1 A 256 LYS
1 A 265 LEU
1 A 270 LYS
1 A 276 THR
1 A 305 LYS
1 A 306 TYR
1 A 310 GLU
1 A 318 ILE
1 A 386 SER
1 A 414 GLU
1 A 421 ASP
1 A 426 LEU
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Mol | Chain | Res | Type
1 A 427 SER
1 A 453 ASN
1 A 486 VAL
1 A 496 THR
1 A 532 ILE
1 A 546 ASP
1 A 555 THR
1 A 556 ASP
1 A 593 VAL
1 A 603 MET
1 A 629 THR
1 A 632 TYR
1 A 634 LYS
1 A 645 ASP
1 A 648 LEU
1 A 675 ILE
1 A 688 ARG
1 A 692 LYS
1 A 711 SER
1 A 744 SER
1 A 745 THR
1 A 47 GLU
1 A 755 THR
1 A 758 GLU
1 A 767 LYS
1 A 774 THR
1 A 779 VAL
1 A 782 ARG
1 A 791 THR
1 A 797 MET
1 A 810 SER
1 A 827 LEU
1 A 835 ILE
1 A 836 LYS
1 A 867 PHE
1 A 869 THR
1 A 879 LEU
1 A 894 ARG
1 A 897 ASN
1 A 909 THR
1 A 911 LEU
1 A 920 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 A 931 GLN
1 A 937 VAL
1 A 951 LEU
1 A 952 SER
1 A 958 LEU
1 A 966 LEU
1 A 995 ASP
1 A 998 THR
1 A 1008 ASP
1 A 1028 ILE
1 A 1031 LYS
1 A 1048 VAL
1 A 1051 ASP
1 A 1065 LYS
1 A 1085 VAL
1 A 1086 | THR
1 A 1108 GLU
1 A 1113 VAL
1 A 1125 | THR
1 A 1137 | PHE
1 A 1163 ASN
1 A 1164 | GLN
1 A 1165 SER
1 A 1190 VAL
1 A 1195 | TYR
1 A 1201 CYS
1 A 1230 | THR
1 A 1231 VAL
1 A 1240 VAL
1 A 1245 LYS
1 A 1247 VAL
1 A 1251 ILE
1 B 226 ASN
1 B 228 HIS
1 B 237 VAL
1 B 241 THR
1 B 245 LEU
1 B 256 LYS
1 B 264 LYS
1 B 265 LEU
1 B 270 LYS
1 B 276 THR

Continued on next page...
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Mol | Chain | Res | Type
1 B 305 LYS
1 B 306 TYR
1 B 310 GLU
1 B 318 ILE
1 B 421 ASP
1 B 426 LEU
1 B 427 SER
1 B 453 ASN
1 B 486 VAL
1 B 496 THR
1 B 532 ILE
1 B 545 LYS
1 B 561 LEU
1 B 571 ILE
1 B 675 ILE
1 B 688 ARG
1 B 692 LYS
1 B 710 ASP
1 B 744 SER
1 B 745 THR
1 B 747 GLU
1 B 755 THR
1 B 758 GLU
1 B 767 LYS
1 B 774 THR
1 B 779 VAL
1 B 782 ARG
1 B 791 THR
1 B 797 MET
1 B 810 SER
1 B 835 ILE
1 B 836 LYS
1 B 867 PHE
1 B 869 THR
1 B 879 LEU
1 B 894 ARG
1 B 897 ASN
1 B 909 THR
1 B 911 LEU
1 B 920 VAL
1 B 931 GLN
1 B 937 VAL

Continued on next page...



Page 22 Full wwPDB X-ray Structure Validation Report 4F1N

Continued from previous page...

Mol | Chain | Res | Type
1 B 951 LEU
1 B 952 SER
1 B 958 LEU
1 B 966 LEU
1 B 995 ASP
1 B 998 THR
1 B 1008 ASP
1 B 1028 ILE
1 B 1031 LYS
1 B 1048 VAL
1 B 1051 ASP
1 B 1085 VAL
1 B 1086 | THR
1 B 1108 GLU
1 B 1113 VAL
1 B 1125 | THR
1 B 1137 | PHE
1 B 1163 ASN
1 B 1165 SER
1 B 1190 VAL
1 B 1195 | TYR
1 B 1214 LEU
1 B 1230 | THR
1 B 1231 VAL
1 B 1240 VAL
1 B 1245 LYS
1 B 1251 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (5) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 548 ASN
1 A 780 ASN
1 A 820 ASN
1 B 878 ASN
1 B 882 ASN

5.3.3 RNA (D


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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Mol | Chain | Analysed | Backbone Outliers | Pucker Outliers
2 E 7/9 (77%) 1 (14%) 1 (14%)
2 F 7/9 (77%) 1 (14%) 1 (14%)
All All 14/18 (77%) 2 (14%) 2 (14%)

All (2) RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 E 8 A
2 F 8 A

All (2) RNA pucker outliers are listed below:

Mol | Chain | Res | Type
2 E 8 A
2 F 8 A

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 | 904/1046 (86%) | -0.34 |11 (1%) |79 67 | 11,44, 111,148 | 0
1 B | 853/1046 (81%) | -0.34 | 15 (1%) 68 55 | 8 44,108,150 | 0
2 B 9/9 (100%) -0.51 0 §100§4100 30, 35, 67, 175 0
2 F 9/9 (100%) -0.53 0 28, 35, 66, 178 0
All All 1775/2110 (84%) -0.34 26 (1%) 73 61 8, 44, 110, 178 0

All (26) RSRZ outliers are listed below:

<
)

Chain | Res | Type | RSRZ
331 | GLU 4.0
553 | LYS 3.7
552 | GLU 3.3
554 | ASN 3.0
569 | PRO 2.9
572 | ASN 2.8
220 | ALA 2.8
349 | CYS 2.8
655 | ASN 2.7
865 | PRO 2.7
866 | THR 2.6
389 | THR 2.5
658 | VAL 2.4
388 | ILE 2.4
316 | ASP 2.4
255 | GLU 2.3
636 | LYS 2.3
657 | VAL 2.2
349 | CYS 2.2
314 | ASP 2.1
390 | LEU 2.1

[y Y S Iy [y Sy Sy Uy Y Uy Y [y QY iy WY QY S e QS Sy -
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Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains
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Mol | Chain | Res | Type | RSRZ
1 A 589 | SER 2.1
1 A 531 | ASP 2.1
1 B 303 | PRO 2.0
1 B 391 | LYS 2.0
1 A 549 | TYR 2.0

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)

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