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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 3.90 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

Metric

Rfree

Clashscore

Sidechain outliers

RSRZ outliers

Worse

Percentile Ranks

[

0 Percentile relative to all X-ray structures

Value

TN 0.293
. 37
W 0.5%
TN 36.8%
W 8.9%

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

Better

Whole archive

Similar resolution

Metric (#Entries) (#Entries, resolution range(A))
Rfree 100719 1007 (4.20-3.60)
Clashscore 112137 1103 (4.20-3.60)
Ramachandran outliers 110173 1062 (4.20-3.60)
Sidechain outliers 110143 1053 (4.20-3.60)
RSRZ outliers 101464 1020 (4.20-3.60)

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 499 34% 36% 19% . 8%
5%
h EEE——
1 B 499 29% 38% 18% e 11%
10%
1 C 499 34% 36% 19% . 8%
7%
_ I —
1 D 499 30% 36% 19% e 11%
8%
1 E 499 34% 36% 19% . 8%
8%
_ R ——
1 F 499 30% 38% 18% . 10%
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 21460 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 FtsH.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 458 gg%l 2225 62]9 622 183 0 0 0
L B 446 ggtlil 22%6 614\111 6(5)1 183 0 0 0
L ¢ 458 ggg?’)l 22(317 61219 6((34 183 0 0 0
L b 445 ggg?’)l 22%0 611\110 6(5)0 183 0 0 ¥
L . 458 rl?:gg 22047 6?9 6%)4 183 0 0 0
L s 450 ggg;l 22023 614\58 6(;5 183 0 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 399 LEU GLY | ENGINEERED | UNP Q9LCZ4
B 399 LEU GLY | ENGINEERED | UNP Q9LCZ4
C 399 LEU GLY | ENGINEERED | UNP Q9LCZ4
D 399 LEU GLY | ENGINEERED | UNP Q9LCZ4
E 399 LEU GLY | ENGINEERED | UNP Q9LCZ4
F 399 LEU GLY | ENGINEERED | UNP Q9LCZ4

e Molecule 2 is ADENOSINE-5-DIPHOSPHATE (three-letter code:
Ci0H15N5010P2).

ADP) (formula:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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N,
[
S .
Peem,OH
*0 Lm
” O|_°|
HO pas)
001
HO
OH
g
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
2 A 1 27 10 5 10 2 0 0
Total C N O P
2 B 1 27 10 5 10 2 0 0
Total C N O P
2 C 1 27 10 5 10 2 0 0
Total C N O P
2 D 1 27 10 5 10 2 0 0
Total C N O P
2 2 1 27 10 5 10 2 0 0
Total C N O P
2 F 1 27 10 5 10 2 0 0
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34%

8%

Chain A: -

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.

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

3 Residue-property plots (i)

Page 5

1

TBTA
T61D
067X

C8TH

08TH

8.L1d

TLIA

*

8911
1973

7oTV

@® 6S1V

pAshAcs
9GTH

YSTL

LYTT
VI

3

8¥eN

oved

7ve1
£ved

AR
9EEY

veer
eeed

Teed

v1ed

60ed
80€d
L0€T
90€I

voed
€0€Y

TOEL

662V
86CH
LBTA

1820

6.T71

9,23

5'

S9€T

T9EA

89€ed

igish
L1

(441

0zsy

665d

£639D

%953

2951
17961

6G5)
8GSA
LGSY

S9GSA
ssh
€994

¥¥sa

e Molecule 1: FtsH

11%

18%

38%

29%

9%

Chain B:

S81D
78TH

1814
08TH

8.1d
LLIN

vLTd
€L1d
TLIN
TLTI

691X

9974

® S91d

2914

091D
6SGTV
8STA
1810
98T

3

TSI

® 8Vl

R LDWIDE

O
PROTEIN DATA BANK

W

erbDeBe


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

2DHR

112D

602A

+—
—
)
o
Q
~
>
—
<
g
g
j=}
9p]
=
.S
=
g
G
>
<&}
—
=
-
]
=
—
+—
[9p]
=
D
>
/M
A
ol
E
=

902y

€0CL

00z
661D

L67d

Page 6

gved
(47455

8EEH

9EEY
SEET

62e1

S0€a

982N

28C1
1820

621
8.T1

3

STHL

*

60%d

SO0%1

00%d
66€T

1

S9%T

e 29%Y
T9%S

6SVH

® 2S¥d

0S¥

(0428
6EVL

L€S93

esh
£ESY

T€SA

825D
® /291

€254

0TSy
6154

LTSA

STSD
A5 ES

80SM

TOSY

66S9d
@® 865V
® .L6Sd

265

06SA
6834
8850

9894
9891
v83gv
€891

0853
6.5Y

LLST

*

TLSA
TLSY

89SGA

Y95H

1951

6551

LS5S4

GSSA

[4si=xc

0SST

LYSA

E€¥SI

0%SY

8€5H

FtsH

e Molecule 1

X

@

.

X

)]

-

ES

©

[%2)

X

<

™
X
o
—

=

o=

<

o

8.1d

+

CTLIA

LA

93T

PAAN

€9¢d

® €¥vil

e Tvad

9zgTh

i

ozey
6TCL

L7124

L02Yd

Y0CH

[4oas
T0ZD
00ZA

S6TA

9ved

el
£ved

1

8EEH

LEET

Teed

SCEY

L1€4

v1ed

€0€Y

TOEL

662V
86CH

L1

1820

6.2T71

9.z3

[as4s
T17a
0THY

80%S

® SO¥%1

® 20%d

@ S6gd

i

® L88ed

[}
5
=

S8€L
¥8€I

i

S9€T

69€D
89ed
LSEL
95¢eY
® §sex

2SeT
TGEV

67€d

6.7

8S¥T

04748
6EVL

EEVA
cEYY
@ TEVH
@ O0E¥vd

LTYH
9Thy
SThY

€ThY

LIVK

TvSH
0%SY

8€SdT

9€SS
SESA

CTESA

0€SX

i

GTSL

[44:ts

(414

€151

TOSV

8671

v6vd
€67

067y
687D
88%L
L8¥L

0093
@® 665d
8635V
L6549
9651

£69D

T6SA

6854

18G4

.94

CTLSA

0,83

S95%
7953

2991
1961

6GS)
8GSA
LGSY

O

R LDWIDE
PROTEIN DATA BANK

W



2DHR

wwPDB X-ray Structure Validation Summary Report

Page 7

FtsH

e Molecule 1

7%

11%

19%

36%

30%

Chain D

88TI
L8TYH

S8T1D

1814
08TYH

8.1d
® LLIN

e V.4

eL1d
@ CTLIA
e TLI

69T

9974

@® <t

€924

i

1821
® 992¢d
G520

€9cd
TSTA

® 082D
6¥cd

LYCH

Svex

o00000 o0
™
I
I
%

1

STCA
14
11544

T12D

‘
L
it

60CA

00zA
661D

L61d

8VEA

e el
€ved

8EEH

- 0 ©
o g(‘)
IIgé’IIIIII.-I 2 II

62eN

TCEL

L1€4

v1ed

(4259

90€1

S0€Q

TOEL
00€Y

® 86T

® 96CA

1820

+
i

28T1
1820

8.TL

(84S
60%d

S0%1T

00%d
66€T

LBEW

8.e4

t

0LEN
69€T1
89€T

S9€T

€9eY
29€D
T9eEA

89€d

SGeN

€5€T

TGEV

@ 6%ed

871
08%d

8LYY

T9%S

6SVH

® Sv¥d

0%SY

8€5d

9€SS

EI

@ /,2S1

¥esa
€253

0TSy

STSD

6674
8671

967D
S6%H
Y674

[ 45728
1673

687D
88¥L
L8¥1

€874

665d
865V
1,659

17961

6G5)

SGSA

0SGT

LYSA

¥¥sa
€%SI

FtsH

e Molecule 1

8%

19%

+

36%

34%

8%

Chain E

S6TA
V611

T6TA
161D

:

C8TH

08TH

8.1d

CTLIA

+

1973

2241

1

65TV

L81Q
9S8

YeTL
€STA
ST

PAAN
VI

£92%
192D
09zZA
652y

LSTI

S5ca
¥SCI

T8I
0520
6%¢d

EVCL

wed
0721
6€2a

9gTY

prascy
92CTA

Tees
ozey
6121

STCA
jar4
€12y

orey
60CA

3

Y0CH

[dva)
102D

i
b
H

86Td
L6Td

vve1
£ved

1

8EEH

0€ED

® STEV

0zeD

60€d

90€I

voed
£0€Y

662V

L6TA

G621

68C4

98TH

1820

6.L271

80¥%S

S0¥%T

® ToWd

LBEW

§I

68€T

L8€N

S8€L
78€1

08€D
6.L€4

9.LeY
SLET

TLEY

S9€T
79ea

29€D
T9EA

65€D
85ed
LSEL
feleion
il obt

[4sions

TSEV

@ 8¥eEA

oved

O

R LDWIDE
PROTEIN DATA BANK

W



2DHR

wwPDB X-ray Structure Validation Summary Report

Page 8

8S%1

95¥a
isics

€574

6¥vd
8¥¥D
LYYT
VvV

(04748
6EVL

CEVY

0EYH

LTYH

Sevy
vev1

LIVA

STVl

[aa:s
1190
(872

9€SS
SESA

L]
CESA

S2SL

eracic
[44°1:s

0TSy

€154

TOSV

9670

Y674

8%

6.%3

665d
8635V
1,654
9651

€699

T6SA

6834

18G4

Ll

TLSY

9994
%994

T9S1

6G5%
8GSA
LGSY

SGSA
7SS0

[4cisics
T6SI
0681

4

SvSE

1572508
0%SV

8E€5d

FtsH

e Molecule 1

10%

18%

38%

30%

8%

Chain F

® €671

88TI

S81D

2914

® 69TV
8STA
1510
98T

3

¢STA

PAAN!

254

T12D

802V

00ZA

L6Td

vveT
eved
(42438

8EEH

9€eY
SGEET

62eN
8CEA

® TCEl

6T€Y

L1€4

v1ed

(459

90€I
S0€a

00€Y

86T

962A
S6C1

1820
982N

T8¢1
1820

6.T71
8.T1L

3

@® <l

617d
8TVH
LIVA
154

78ET

99€d
S9€T

1

T9EA

8G€d

SGEN

€9€T

TSEV

6ved
8YEN
Lvea

871
08va
6.7
8LYY

SL¥D
YLVY
€LVT

TLYA
0L%Y

8970

99%1
S9%1

® 2S¥%d

0S¥
67vd

® Sv¥d

TEVY

0€vd

LTVH
9ThY

CTYH

TSI

LEST
9€SS

€ESY

1TST

vesa
£€¢S3

0ZsY

815V
LISA

ST1SD
AEES

80SM

S6%Y
674

TETN

687D
88¥L
L8¥L

€874

669d
@® 865V
1,659

2694

06SA
6894
885b

9853
S894
83y
€851

0854
6,54

LLS7T

*

CTLSA
TL9Y

89GA

SGSA

[4cisics

0891

LYSA

€751

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9 wwPDB X-ray Structure Validation Summary Report 2DHR
4 Data and refinement statistics (i)
Property Value Source
Space group P3121 Depositor
Cell constants 146.15A  146.15A  349.06A .
Depositor
a, b, c, a, B, 90.00° 90.00°  120.00°
. 15.00 - 3.90 Depositor
Resolution (4) 73.08 — 3.0 EDS
% Data completeness (Not available) (15.00-3.90) Depositor
(in resolution range) 97.4 (73.08-3.90) EDS
Rinerge 0.08 Depositor
Reym (Not available) Depositor
<I/o(I)>" 7.79 (at 3.89A) Xtriage
Refinement program REFMAC Depositor
R R 0.299 , 0.342 Depositor
7 Phfree 0.292 , 0.293 DCC
Rree test set 1960 reflections (5.24%) DCC
Wilson B-factor (A?) 97.6 Xtriage
Anisotropy 0.265 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.29 ,-17.6 EDS
L-test for twinning? <|L|>=027,<L?>=0.11 Xtriage
Estimated twinning fraction 0.247 for -h,-k,1 Xtriage
F,F. correlation 0.71 EDS
Total number of atoms 21460 wwPDB-VP
Average B, all atoms (A?) 22.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.76% 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)

Bond lengths and bond angles in the following residue types are not validated in this section:
ADP

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 | py/q7 #4|Z| >5 RMSZ 4 Z| >5
1 A 0.78 4/3637 (0.1%) 0.96 14/4908 (0.3%)
1 B 0.77 4/3568 (0.1%) 0.98 18/4815 (0.4%)
1 C 0.78 4/3641 (0.1%) 0.97 19/4913 (0.4%)
1 D 0.79 | 2/3560 (0.1%) | 0.99 | 22/4304 (0.5%)
1 E 0.74 2/3641 (0.1%) 0.95 20/4913 (0.4%)
1 F 0.77 4/3596 (0.1%) 0.97 18/4853 (0.4%)
All [ Al | 0.77 |20/21643 (0.1%) | 0.97 | 111,/29206 (0.4%)

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 A 0 3
1 B 0 4
1 C 0 3
1 D 0 4
1 E 0 2
1 F 0 6
All All 0 22

The worst 5 of 20 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 E 549 | ARG | NE-CZ | 7.12 1.42 1.33
1 C 553 | GLU | CD-OE1 | 6.86 1.33 1.25
1 D 549 | ARG | NE-CZ | 6.80 1.41 1.33
1 C 537 | GLU | CD-OE1 | 6.61 1.32 1.25
1 E 537 | GLU | CD-OE1 | 6.42 1.32 1.25
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The worst 5 of 111 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 B 549 | ARG | NE-CZ-NH1 | 11.19 125.89 120.30
1 C 493 | ASP | CB-CG-OD2 | 8.24 125.72 118.30
1 E 493 | ASP | CB-CG-OD2 | 7.17 124.75 118.30
1 F 549 | ARG | NE-CZ-NH1 | 7.17 123.88 120.30
1 C 548 | ARG | NE-CZ-NH1 | 6.88 123.74 120.30

There are no chirality outliers.

5 of 22 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 490 | ALA | Peptide
1 A 511 | HIS | Peptide
1 A 512 | PRO | Peptide
1 B 457 | MET | Peptide
1 B 505 | ILE | 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 3579 0 3624 251 0
1 B 3511 0 3556 321 0
1 C 3583 0 3628 252 0
1 D 3503 0 3545 314 0
1 E 3583 0 3628 240 0
1 F 3539 0 3585 318 0
2 A 27 0 12 2 0
2 B 27 0 12 6 0
2 C 27 0 12 1 0
2 D 27 0 12 7 0
2 E 27 0 12 1 0
2 F 27 0 12 4 0

All All 21460 0 21638 1596 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 37.

WO RLDWIDE
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The worst 5 of 1596 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Atom-1

Atom-2

Interatomic
distance (A)

Clash

overlap (A)

1:D:502:ARG:CD | 1:D:533:ARG:HH22 1.54 1.20
1:E:510:MET:O 1:E:512:PRO:HD2 1.41 1.17
1:F:502:ARG:CD | 1:F:533:ARG:HH22 1.56 1.17
1:C:428:PHE:CD1 | 1:C:432:ALA:HB1 1.81 1.15
1:E:428:PHE:CD1 | 1:E:432:ALA:HB1 1.81 1.15

There are no symmetry-related clashes.

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 456,/499 (91%) 311 (68%) | 102 (22%) | 43 (9%)
1 B 442 /499 (89%) 320 (72%) | 79 (18%) | 43 (10%)
1 C 456/499 (91%) 319 (70%) | 100 (22%) | 37 (8%)
1 D 441/499 (88%) 314 (71%) | 80 (18%) | 47 (11%)
1 E 456/499 (91%) 320 (70%) | 98 (22%) 38 (8%)
1 F 446,/499 (89%) 315 (71%) | 83 (19%) | 48 (11%)
All All 2697/2994 (90%) | 1899 (70%) | 542 (20%) | 256 (10%)

5 of 256 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 150 ALA
1 A 401 ALA
1 A 442 PRO
1 A 457 MET
1 A ATT7 ALA
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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 365/397 (92%) | 234 (64%) | 131 (36%)
1 B 361/397 (91%) | 228 (63%) | 133 (37%)
1 C 366/397 (92%) | 232 (63%) | 134 (37%)
1 D 360/397 (91%) | 226 (63%) | 134 (37%)
1 E 366/397 (92%) | 230 (63%) | 136 (37%)
1 F 363/397 (91%) | 228 (63%) | 135 (37%)

(37%)

All | ALl | 2181/2382 (92%) | 1378 (63%) | 803 (37%

5 of 803 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 506 THR
1 D 368 LEU
1 F 436 HIS
1 C 532 VAL
1 D 205 LEU

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 22 such
sidechains are listed below:

Mol | Chain | Res | Type
1 C 338 HIS
1 C 554 GLN
1 F 338 HIS
1 C 370 ASN
1 C 468 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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)

6 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 CountsBoanl\/IISIZlgt;S\Z | > 2 CountsBOIfli(li/[nglglj;Z | > 2
9 | ADP | A | 1001 | - 252929 1.13 | 2 (8%) |244545| 1.98 | 2 (8%)
2 |ADP | B |2001| - [252929] 114 | 2(8%) |244545| 214 | 2 (8%)
o | ADP | C [3001| - 252929 1.08 | 2(8%) |244545| 2.14 | 2 (8%)
9 | ADP | D | 4001 | - [252929] 1.13 | 2(8%) |24.4545| 2.08 | 2 (8%)
2 ADP E 5001 - 25,29,29 | 1.12 2 (8%) | 24,4545 | 2.10 1 (4%)
2 | ADP | F | 6001 | - |252929| 112 | 2(8%) |244545| 2.06 | 1 (4%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 ADP A 1001 - - 0/12/32/32 | 0/3/3/3
2 ADP B 2001 - - 0/12/32/32 | 0/3/3/3
2 ADP C 3001 - - 0/12/32/32 | 0/3/3/3
2 ADP D 4001 - - 0/12/32/32 | 0/3/3/3
2 ADP E 5001 - - 0/12/32/32 [ 0/3/3/3
2 ADP F 6001 - - 0/12/32/32 [ 0/3/3/3

The worst 5 of 12 bond length outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK

]

means
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 D 4001 | ADP | C2-N1 | 2.16 1.38 1.33
2 C 3001 | ADP | C2-N1 | 2.40 1.38 1.33
2 E 5001 | ADP | C2-N1 | 2.46 1.38 1.33
2 A 1001 | ADP | C2-N1 | 2.49 1.38 1.33
2 F 6001 | ADP | C2-N1 | 2.52 1.38 1.33

The worst 5 of 10 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
2 B 2001 | ADP | N3-C2-N1 | -10.04 120.11 128.86
2 C 3001 | ADP | N3-C2-N1 | -9.68 120.43 128.86
2 F 6001 | ADP | N3-C2-N1 | -9.62 120.48 128.86
2 E 5001 | ADP | N3-C2-N1 | -9.54 120.55 128.86
2 D 4001 | ADP | N3-C2-N1 | -9.47 120.61 128.86

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

6 monomers are involved in 21 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 1001 | ADP 2 0
2 B 2001 | ADP 6 0
2 C 3001 | ADP 1 0
2 D 4001 | ADP 7 0
2 E 5001 | ADP 1 0
2 F 6001 | ADP 4 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 458 /499 (91%) 054 | 38 (3%) 2, 19, 55, 80 0

1 B 446 /499 (89%) 0.58 43 (9%) 2, 19, 50, 97 0

1 C 458 /499 (91%) 0.68 48 (10%) 2, 20, 57, 84 0

1 D 445 /499 (89%) 053 |35 (7%) | 13 2, 18, 50, 97 0

1 E 458 /499 (91%) 0.59 40 (8%) 2, 21, 55, 82 0

1 F 450/499 (90%) 0.62 | 38 (3%) 2,19, 51, 94 0
All | ALl | 2715/2994 (90%) 059 | 242 (8%) 2, 19, 54, 97 0

The worst 5 of 242 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
271 | GLY 7.6
144 | ALA 7.4
403 | LYS 6.9
272 | ASN 6.5
269 | GLY 5.7

—| = =] = =
== Q= O

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.
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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. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
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
5 | ADP | A | 1001 | 27/27 | 088 | 026 | -0.30 | 14,15,17,18 0
2 ADP C 3001 | 27/27 0.86 0.27 | -0.64 18,18,19,19 0
2 ADP D 4001 | 27/27 0.92 0.25 -0.85 2,2,8,8 0
2 | ADP | E | 5001 | 27/27 | 085 | 0.27 | -1.01 14,17,18,18 0
2 ADP F 6001 | 27/27 0.88 0.22 -1.04 11,15,15,18 0
2 ADP B 2001 | 27/27 0.85 0.21 | -1.08 9,9,13,13 0

6.5 Other polymers (i)

There are no such residues in this entry.
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