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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 wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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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 2.80 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 I I I 0273
Clashscore . 31
Ramachandran outliers I 3.9%
Sidechain outliers N | D 8.7%
RSRZ outliers ] W 6.3%
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))
Rree 91344 2393 (2.80-2.80)
Clashscore 102246 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)
RSRZ outliers 91569 2404 (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
8%
1 A 342 45% 44% 6%
%
1 B 342 51% 38% 6% 5%
2%
1 C 342 37% 51% 8%
%
1 D 342 52% 38% 6%
7%
1 E 342 54% 35% 7%
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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
3 PO4 B 11 - - X -
3 PO4 D 14 - - - X
3 PO4 D 15 - - X X
3 PO4 E 2 - - X X
3 PO4 E 3 - - X -
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2  Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 13297 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 TGF-beta receptor type-1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 328 ggtla%l 16050 41(\;9 4(;2 1S6 0 0 0
1 B 324 ggg%l 1GC36 41(\;3 4(;5 1S6 0 0 0
1 ¢ 330 ggt;él 16058 41;11 4(;4 IS6 0 0 0
1 b 330 ggt;él 16058 41;11 4(;4 IS6 0 0 0
L £ 330 ggt;g)l 16058 41;11 4C8)4 1S6 0 0 0

e Molecule 2 is 4-[3-(METHOXYMETHYL)PHENYL]-1,2-DIMETHYL-5-QUINOXALIN-6-
YL-1,2-DIHYDRO-3H-PYRAZOL-3-ONE (three-letter code: JZO) (formula: Cy;HooN4O5).

. \? N N cz3
- - O:-z :
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
2 A 1 27 21 4 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
e[ 1 [T 0 |
e [ e 0 |
I I
I I

e Molecule 3 is PHOSPHATE ION (three-letter code: PO4) (formula: O,4P).

PO4

03
02 (0- P O o1
P
04
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O P
3 A 1 5 11 0 0
Total O P
3 A 1 5 41 0 0
Total O P
3 A 1 5 41 0 0
Total O P
3 B 1 5 41 0 0
Total O P
3 B 1 5 41 0 0
Total O P
3 B 1 5 41 0 0
Total O P
3 C 1 5 41 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 D 1 TO;al i) Pl) 0 0
3 D 1 TO;al i) Pl) 0 0
3 D 1 TO;al i) Pl) 0 0
3 E 1 TO;al 2 Pl) 0 0
3 E 1 TO;al 2 Pl) 0 0
3 E 1 Togal 2 Pl) 0 0
e Molecule 4 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4| A 1 Toltal (1) 0 0

1 C 1 Toltal (1) 0 0

1| E 1 Toltal (1) 0 0
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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

3 Residue-property plots (i)

Page 7

n o~ -
—
<L = o
< o T
5= O
£ £
= B g
T E =
)
R
ST E
n wm o
[P <D] o
! 5321 £EEQ TTHY LRV 9%eY 0693
< W - oI | zeew 3528 wma | aved 687
o5 = TEEH | omvE bzt | 88yl
=) 1621 1 607M €L 18%¥
23 | oset | szev | sovd eL 9871
= o 2 6%Ck | Lged LOBA TLBH ) [ |
©“ A . 8%2T 9zeY 9091 0LpI ) gzs z8hY
B m S | e gzed | S0¥D 697 yeed |
< 3 = 2 abed o wzed HOU [ | N 6.%9
& © et ° | 997A © 8LN
1% L o [ eved o 00%a 5994 (349 |
LS8 e e messwl v e 250
» m = [ | ® 0Zel 86€Y £9%Y Lz | elpE
C o= wmmm 1 1 mm«m [ | [
. = LIEH a6€S zad) L0
v © - agzs 91€T | veed 635 [ | 0zeI 88€T [ |
o N g vezd STEH £6€d ° 244 6163 L8€S s9%4
2% ¥ | eear | | ol 4 -1 982d 7991
c 7 zeey TTES L8€S 99N 2 [ ] L1€H a8ea [ ]
Mw. n = R [ | 0TEY 99%d 2 L12D 1 [ | 6370
,m o N 62zA 60EL vapI | oted €161 zeed 8SoM
M S w < | sgea 80€ES z8ed £9HN gTeH | gien 188d [ |
| Q 1728 188d zehd T18S | osey 9g¥vd
L ..w | | osev 1974 1 6LEN |
= =S 1224 $0EY 6.LEH 0% LOET | 8iek 08%1
L a [ | 1 | slex a2 90z 1 1188 a2
e 1129 T0€D LL8Y ° 5021 £0E1 9.3 [ ]
1m < e ored | ooed 9.8 ° | wozL | | 17
= . . gred 66ZA GLEL ® 9% £02Y oogd zLEY [ |
»ic A b4 44z
m ) 26 SooA ot
Yl = — [ | L6TA zLE¥ wHoA — 1021 9624 | TwEn
I N 2 ) 6023 96zL [T P ) 0021 ovva
o = m | e g6zh 0LeN ° m I
mmb n 4 =y €02y o 6TH =y 2621 L98T 8evA
g/ 3 5 | 6o 871 5 L6TA | CE 1678
e ) o ® T6T1 L9ET o | 96TT 1828 99¢1 98%d
S o> g S 8610 1 o 9611 1 $9EL seva
Q = D + [ | a8gH g€%a + $67d fctact | goga $EDS
T r D w G671 823 $EDS w €671 | esgH T9EL £€vd
o = £82H £98a e cc£id 009D T8Th
a0 o ] ~°
[l 1% ) o 28Tk | ® zevh o 6673 ) < e 1615 €71
< ~ 2 e 1 8agH e 1e71 8670 [l o | 061D agey 0eva
E g mn 3 ¥ e 821 L8984 0g%a L6%D 3 6818 9T 1428
S o «® + 62YA 96%S + o 8819 zLzl
— Q [«D)
= 82 = R 987TL 9421 ® 8Zwk 8691 e 1818 | 1. 1980 L2vd
o ] 98Tl 9981 LThd 7650 ] 0LTN 0gev 921
=
.2 5 . K #8TH oLz 1 9zHT £6%S £ 88TL | ever
o O = aV% @) | 6920 0sev szvh 2671 @) | 8vED
T w &0 L1171 ¥ThA = 8LTN 8azN
= o o €270 | lseE [44%:
= ¥ X = X 9920 (447! 6893 = 9GzH [347:
D o ® m ® | goTy BHEN | TTEH 8851 e aszy HHEN 0251
m + H o < »9CV £HEN 02%I 1874 < B | weeT £7EN [ | T0SI
VEm E B | = e s | ewed L1791 | 008D
= o <7 0921 ° O m e zseh THEA 91%S 66%
[ .m < o 69¢1 ® LIFI $8HL < o 1921 | ove1 | g1%0 [ |
2L m o &) = 8azZN 6€€1 oI 1 [e) = I 6€€T YIvH a6%'1
—
= R > oo M .nha Phetact | M .nha | sgeN ETHY
— = & 99zH ggey PTHY 65D ;44 L83 TIHY
Ol < e &) | gge | veeT £T9Y 85N ° @) | uvea | | oses | ]

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

3KCF

wwPDB X-ray Structure Validation Summary Report

Page 8

TGF-beta receptor type-1

e Molecule 1

8%

51%

37%

12%

Chain C

8€TH
LETYH

veTd

TETH

6CTA

Lged

[X44)

j 144

81cH
L12D

£1¢H

1121

80zh

£0cH

1021

66TY4
861h
L6TA

9671

T61S

681S
@ 881D
® L8IS

Y8TH
€810

1811

eletas
%921
€8T
[4:t4 8
1SCL

6%Ck
8%CI
PA &S

Ll

15443

8LER

9LEN

TLEY

@ 69¢ed
89EV

99€d
SOET

¥ge1

T9€a
0SEY
6YEL
8¥E€D

LY%E

28hd
TS%Y
0891

e Molecule 1

8¥l

TGF-beta receptor type-1

6%

38%

3

52%

4%
-

Chain D

8ETH

9ETS
SETS
veTd

TETH
TETA

6CCTA

Lged

744,

L12H

STcH
414

802h

90CA
G021

£0cH

T0TI

66T
86Th
L6TA
96711
G611

T61S
067D

98TL
G8TL
Y8TH

T8TI

v62H

T6C1

ELTH

+

692d

L9z

cocd

6921

oszh

[$14729

9z¥'1
sTvh

£2%a

TCYH
021

91%S

2574

SveED

667
8670

i

T6%L
06%%

L8%Y4
98%1

8%y

€LvE
TLvY

69%%

S9%Y

£9%V
® To%d

6970
85vH
1894
959N

PSPI
€9PN

0891
67%Y
8¥vh

TGF-beta receptor type-1

SYPA
4478
574708
[444°)
TPPH
0v%a
® 6€%d
8EVA

9€¥%d
SEVA

£€vd

0€Ra

e Molecule 1

70/0

35%

54%

4%
E

Chain E

i

LETYH

veTd

TETH

62TA

744,

j144:§

91cd

414

T1CI

S0TI

£02H

1021
00zl
66T
861h
L6TA
96711

¥61d
€611
61D

067D
681S

G8TL
Y8IH

1811
0871

L
i
3

TLII

L0€1
90€V

€0€I
662CA
86CL
L62TA

v62H

T6e1

182S

G8CH
¥8cH

oLz

Loz

0921

88z

9GCTH

%921

08zl

8%CI

svea
44!

{444,

CTEVA

144729
£2%a

TCHH
0zTvI

L1%I
91%S
STH0
2572

£TPY
(4541

L6€Y

£6€4

T6ER

9LeN

TLEY

L9ET

poeL

8GEH
LGEY

1

0GeY

9%EL

TvEA

0%eT
6EET

LEEN

€eea

WO RLDWIDE
PROTEIN DATA BANK



3KCF

=
—_
@)
o
<
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
-
8]
=
=
+
<O
=
—
+—
N
=
D
>
as)
A
[al
E
=

Page 9

8%Y

6.%D

€L%3

TLYW

LIYH

S9%Y
v9%1

T9%0
09%S
6970
89YH

997N
S9%d
i)

695}
8%¥h
Lv%E

SYHA

1574728

(07478

LEYS
9€%d
SEYA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



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

4 Data and refinement statistics (i)

Property Value Source
Space group Cc2221 Depositor
Cell constants 174.03A  249.084 138.01A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
. 34.86 — 2.80 Depositor
Resolution (4) 4959 — 2.80 EDS
% Data completeness 99.6 (34.86-2.80) Depositor
(in resolution range) 99.7 (49.59-2.80) EDS
Rinerge 0.10 Depositor
Raym (Not available) Depositor
<IJo(l)>" 2.12 (at 2.81A) Xtriage
Refinement program CNX 2005 Depositor
R R 0.235 , 0.278 Depositor
» Phfree 0.232 ., 0.273 DCC
Rfree test set 3747 reflections (5.37%) DCC
Wilson B-factor (A?) 50.2 Xtriage
Anisotropy 0.249 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.36 , 65.8 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=049, < [?>=10.33| Xtriage
Outliers 0 of 73507 reflections Xtriage
F,,F. correlation 0.91 EDS
Total number of atoms 13297 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 2.45% 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: JZO,
PO4

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\ (57 #é\ >5 | RMSZ #1% >5
1 A 0.36 | 1/2668 (0.0%) | 0.58 | 0/3600
1 B 0.40 0/2640 0.65 | 0/3560
1 C 0.34 0/2682 0.61 | 0/3622
1 D 0.39 0/2682 0.60 | 0/3622
1 D 0.41 0/2682 0.67 | 0/3622
Al | ANl | 038 |1/13354 (0.0%) | 0.64 | 0/18026

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 D 0 1
1 E 0 1

All All 0 3

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 245 | GLU | N-CA | 5.55 1.57 1.46

There are no bond angle outliers.
There are no chirality outliers.

All (3) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 B 424 | TYR | Sidechain
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Group
1 D 424 | TYR | Sidechain
1 E 424 | TYR | Sidechain

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 2617 0 2618 170 0
1 B 2590 0 2595 119 0
1 C 2629 0 2631 251 0
1 D 2629 0 2631 151 0
1 E 2629 0 2631 132 0
2 A 27 0 20 1 0
2 B 27 0 20 0 0
2 C 27 0 20 3 0
2 D 27 0 20 3 0
2 E 27 0 20 1 0
3 A 15 0 0 0 0
3 B 15 0 0 4 0
3 C 3 0 0 1 0
3 D 15 0 0 2 0
3 E 15 0 0 4 0
4 A 1 0 0 1 0
4 C 1 0 0 0 0
4 B 1 0 0 0 0

All All 13297 0 13206 823 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 31.

The worst 5 of 823 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:E:216:PHE:HB3 | 1:E:238:GLU:HG2 1.22 1.10
1:A:443:LYS:HG2 | 1:A:448:GLN:HE21 1.19 1.08
1:C:461:CYS:HB2 | 1:C:464:LEU:HD23 1.35 1.05

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

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:367:ILE:HG13 | 1:D:369:PRO:HD3 1.40 1.04
1:E:253:MET:HB2 1:E:326:L.YS:HB3 1.41 1.01

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 | 324/342 (95%) | 262 (81%) | 44 (14%) | 18 (6%) |
1 B 318/342 (93%) 281 (88%) | 31 (10%) 6 (2%)
1 C 328/342 (96%) 251 (76%) | 61 (19%) | 16 (5%)
1 D 328/342 (96%) 276 (84%) | 38 (12%) | 14 (4%)
1 E 328/342 (96%) 291 (89%) 28 (8%) 9 (3%)

All All 1626,/1710 (95%) | 1361 (84%) | 202 (12%) | 63 (4%)

5 of 63 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 215 ARG
1 A 252 VAL
1 A 366 ASP
1 A 447 GLU
1 B 235 SER.

5.3.2 Protein sidechains (1)

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


http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
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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
A 281/294 (96% 264 (94%) 17 (6%) 24 56

1 )

1 B 278/294 (95%) | 252 (91%) | 26 (9%) | [11] 31
1 C 282/294 (96%) | 256 (91%) | 26 (9%) | [11| 32
1 D 282/294 (96%) | 255 (90%) | 27 (10%) | [10] 29
1 E 282/294 (96%) | 256 (91%) | 26 (9%) | [11] 32

All | Al | 1405/1470 (96%) | 1283 (91%) | 122 (9%) | |13] 35

5 of 122 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 296 THR
1 C 483 LEU
1 E 364 THR
1 C 297 VAL
1 C 379 MET

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 50 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 459 GLN
1 D 258 ASN
1 E 448 GLN
1 C 478 ASN
1 D 250 GLN

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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
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5.6 Ligand geometry (i)

18 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 | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
2 [ JzO | A 1 ~ [2530,30 | 1.49 | 6 (24%) | 35,4343 | 1.49 | 7 (20%)
3 | po4d | A | 21 | - 144 | 1.09 0 6,66 | 027 0
3 | pod | A | 22 | - 144 | 1.14 0 6,66 | 027 0
3 | pO4d | A 9 - 144 | 1.16 0 6,66 | 0.27 0
3 | P04 | B 1| - 144 | 113 0 6,66 | 027 0
3 | P04 | B 12 | - 144 | 1.19 0 6,66 | 027 0
2 [ Jz0 | B 2 ~ [ 25,30,30 | 1.47 | 6 (24%) | 35,4343 | 1.45 | 6 (17%)
3 | P04 | B 6 - 144 | 101 0 6,66 | 027 0
3 | pod | C 10 | - 144 | 1.07 0 6,66 | 027 0
2 [ JZz0 | C 3 ~ [25,30,30 | 1.43 | 5 (20%) | 35,4343 | 1.53 | 8 (22%)
3 | P04 | D 13 | - 144 | 113 0 6,66 | 027 0
3 | P04 | D 4 | - 144 | 121 0 6,66 | 027 0
3 | P04 | D 15 | - 144 | 127 0 6,66 | 027 0
2 [ JZz0 | D 4 ~ [ 25,30,30 | 1.54 | 7 (28%) | 35,4343 | 1.48 | 8 (22%)
3 | P04 | E 1 - 144 | 113 0 6,66 | 027 0
3 | P04 | E 2 - 144 | 1.18 0 6,66 | 027 0
3 | P04 | E 3 - 144 | 122 0 6,66 | 027 0
2 [JZz0 | E 5 ~ [ 25,30,30 | 1.49 | 5 (20%) | 35,4343 | 1.55 | 7 (20%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-” means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 JZ0 A 1 - - 0/11/11/11 | 0/4/4/4
3 PO4 A 21 - - 0/0/0/0 | 0/0/0/0
3 PO4 A 22 - - 0/0/0/0 | 0/0/0/0
3 PO4 A 9 - - 0/0/0/0 | 0/0/0/0
3 PO4 B 11 - - 0/0/0/0 | 0/0/0/0

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

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
3 PO4 B 12 - - 0/0/0/0 | 0/0/0/0
2 JZ0 B 2 - - 0/11/11/11 | 0/4/4/4
3 PO4 B 6 - - 0/0/0/0 | 0/0/0/0
3 PO4 C 10 - - 0/0/0/0 | 0/0/0/0
2 JZ0O C 3 - - 0/11/11/11 | 0/4/4/4
3 PO4 D 13 - - 0/0/0/0 | 0/0/0/0
3 PO4 D 14 - - 0/0/0/0 | 0/0/0/0
3 PO4 D 15 - - 0/0/0/0 | 0/0/0/0
2 JZ0 D 4 - - 0/11/11/11 | 0/4/4/4
3 PO4 E 1 - - 0/0/0/0 | 0/0/0/0
3 PO4 E 2 - - 0/0/0/0 1 0/0/0/0
3 PO4 E 3 - - 0/0/0/0 | 0/0/0/0
2 JZ0 E 5 - - 0/11/11/11 | 0/4/4/4

The worst 5 of 29 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 D 4 JZ0 C6-C5 | 2.01 1.43 1.38
2 B 2 JZ0 | C19-C18 | 2.04 1.43 1.39
2 A 1 JZ0 C6-C7 | 2.04 1.43 1.38
2 C 3 JZ0O | C24-N25 | 2.05 1.36 1.32
2 C 3 JZ0O | C19-C18 | 2.06 1.43 1.39

The worst 5 of 36 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
2 D) ) JZ0 | C15-N14-C16 | -3.76 124.52 129.59
2 C 3 JZ0O | C15-N14-C16 | -3.67 124.65 129.59
2 A 1 JZ0 | C15-N14-C16 | -3.51 124.86 129.59
2 B 2 JZ0O | C15-N14-C16 | -3.46 124.94 129.59
2 D 4 JZO | C15-N14-C16 | -2.93 125.65 129.59

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

12 monomers are involved in 19 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 1 J70 1 0
3 B 11 PO4 2 0
3 B 12 | PO4 1 0
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 B 6 PO4 1 0
3 C 10 | PO4 1 0
2 C 3 JZ0O 3 0
3 D 14 | PO4 1 0
3 D 15 | PO4 2 0
2 D 4 J7Z0 3 0
3 E 2 PO4 2 0
3 E 3 PO4 3 0
2 E 5 JZ0O 1 0

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

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 328/342 (95%) 0.48 29 (8%) | 12 E 23, 67, 105, 113 0
1 B 324/342 (94%) -0.04 6 (1%) 70 59 17, 38, 68, 98 0
1 C 330/342 (96%) 0.64 40 (12%) | 6 | 21, 71, 100, 110 0
1 D 330/342 (96%) 0.09 15 (4%) 37 20, 43, 82, 93 0
1 E 330/342 (96%) 0.01 13 (3%) 43 18, 37, 76, 93 0
All | ALl | 1642/1710 (96%) 0.24 103 (6%) 23 17, 47, 96, 113 0

The worst 5 of 103 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 A 324 | GLN 6.0
1 C 252 | VAL 5.9
1 C 497 | GLN 5.4
1 D 323 | THR 9.4
1 E 370 | ASN 4.9

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
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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
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
3 PO4 D 15 5/5 0.94 0.34 4.43 2,7,8,8 5
3 PO4 D 14 5/5 0.95 0.32 4.23 21,21,21,22 5)
3 PO4 E 2 5/5 0.98 0.23 2.58 7,8,10,11 5
3 PO4 B 12 5/5 0.98 0.20 1.76 15,16,16,18 5
3 PO4 E 3 5/5 0.98 0.25 1.58 1,1,2,3 5
2 JZ0 E 5 27/27 0.97 0.19 0.90 25,28,32,32 0
2 JZ0O A 1 27/27 0.98 0.21 0.84 26,30,34,39 0
2 JZ0O D 4 27/27 0.97 0.20 0.81 25,28,35,39 0
3 PO4 B 11 5/5 0.97 0.24 0.76 1,2,6,6 5
2 J7Z.0 C 3 27/27 0.96 0.21 0.64 41,47,49,50 0
2 J7Z0 B 2 27/27 0.98 0.17 | -0.04 17,22,26,30 0
3 | PO4 | A 92 | 5/5 093 | 023 | -0.25 | 19,20,22,23 5
3 PO4 A 21 5/5 0.94 0.22 -0.41 35,36,36,37 5
3 PO4 D 13 5/5 0.97 0.14 | -0.75 54,54,55,56 0
3 PO4 B 6 5/5 0.95 0.15 -1.03 37,37,38,40 0
3 PO4 E 1 5/5 0.97 0.15 -1.03 44,44.46,46 0
3 PO4 A 9 5/5 0.94 0.16 -1.05 69,70,70,71 0
3 PO4 C 10 5/5 0.89 0.18 -1.50 61,61,63,63 0

6.5 Other polymers (i)

There are no such residues in this entry.
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