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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) : NOT EXECUTED
EDS : NOT EXECUTED
Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
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 3.10 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
Clashscore 0 I 32
Ramachandran outliers 0 A 2 3%
Sidechain outliers NN | I 5.6%
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))
Clashscore 102246 1222 (3.14-3.06)
Ramachandran outliers 100387 1174 (3.14-3.06)
Sidechain outliers 100360 1174 (3.14-3.06)

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.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 728 44% 51% 5%
1 B 728 46% 49%
1 C 728 46% 49% 5%
1 D 728 47% 48% 5%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 24275 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 Dipeptidyl peptidase 4 (EC 3.4.14.5) (Dipeptidyl peptidase
IV) (DPP 1V) (T-cell activation antigen CD26) (TP103) (Adenosine deaminase complexing
protein 2) (ADABP) (Dipeptidyl peptidase 4 soluble form) (Dipeptidyl peptidase IV soluble

form).
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 798 Total C N O S 0 0 0

0965 3828 982 1129 26

Total C N O S
1 B 28 5965 3828 982 1129 26 0 0 0

Total C N O S
1 C 28 5965 3828 982 1129 26 0 0 0

Total C N O S
1 D 28 5965 3828 982 1129 26 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 39 THR - EXPRESSION TAG | UNP P27487
B 39 THR - EXPRESSION TAG | UNP P27487
C 39 THR - EXPRESSION TAG | UNP P27487
D 39 THR - EXPRESSION TAG | UNP P27487

o Molecule 2 is 2-[(2-{(25,49)-2-[(R)-(5-TERT-BUTYL-1,3,4-OXADIAZOL-2-YL)(HYDROX
Y)METHYL]-4-FLUOROPYRROLIDIN-1-YL}-2-OXOETHYL)AMINOJ-2-METHYLPRO
PAN-1-OL (three-letter code: 13Z) (formula: Ci7Ha9FN4Oy).


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C F N O
2 A 1 26 17 1 4 4 0 0
Total C F N O
2 B 1 26 17 1 4 4 0 0
Total C F N O
2 C 1 26 17 1 4 4 0 0
Total C F N O
2 D 1 26 17 1 4 4 0 0
e Molecule 3 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
3 A 81 31 31 0 0
Total O
3 B 72 7 79 0 0
Total O
3 C 66 66 66 0 0
Total O
3 D 92 99 99 0 0
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

44%

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

outlier: green = 0, yellow
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: Dipeptidyl peptidase 4 (EC 3.4.14.5) (Dipeptidyl peptidase IV) (DPP IV) (T-

cell activation antigen CD26) (TP103) (Adenosine deaminase complexing protein 2) (ADABP)

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
(Dipeptidyl peptidase 4 soluble form) (Dipeptidyl peptidase IV soluble form)

3 Residue-property plots (i)
Note EDS was not executed.

Page 5
Chain A:

T

89%
93
99H
S9a
%9s

TOM

091

8GL

6EL

YPIL
€Y1

0%TH
6ETY
8ETN
LETT
9€Ta
SETA
YETI
€E€1a
CETR

Lg18
9CTH
LAy
YTIM

TN
9111

ST11
Y11l

99T
99¢d
j°4
€92y

0geH
6%Cd
8¥CL

9%C1

j444°S

{4743

ovcd

9€TI
S€TT
vecd
EETA

T€TL
ogza
622N
8zzd
Lzeh

STTA
{1448
81cd

L1e8
9TCTH

¥1CT

TIes
T12h
0TV
60CS
8024

S0zd

€0TA
cocA

66TL

96TN
S6TA
¥6TI
€671
c61a
1612

LBTH
98TL

15270
0%eT
6€€D

9Eed

vees
€EES

LTEL
9zea
qTEN
ozed

8T€Y
LT€Y

STEM
1l
€1e1
TTES

0T€Y

80€h

c0ea

S6C1

£62TH

06zd

88CL

982l
9821

182N
082ZL
6.2A

¥Lea
€LcL

69cd
89zd
L9y
99zZA
S9TL
%92d
g9cn
(4148
19Ty
092H

892N

66EN

76€D

T6€M

TG9I
089D
6%90
9791
%98
0%91

SEIN
YEIR

TEOR

LzgoM
9291

oI
£C9Y
[44°)S

0zoa

9TOH
STO%
198
€194

T194
019V

L091

2093
7094

665D

L69Y

C6SH

889Q
189D

T894
089D
6.90

L1188

L83
04SL
6955

L9981
99G4

oSy

*

€944

LSLH

SGLW

€9LL

TSLI

6%.Lb

v9LS

ThLI
THLD

6€L0
8ELH

9ELL

TELD
0€Ld

RLDWIDE

0O
PROTEIN DATA BANK

erDe

W


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

wwPDB X-ray Structure Validation Summary Report 2QKY

Page 6

tidyl peptidase IV) (DPP IV) (T-

1pep

dyl peptidase 4 (EC 3.4.14.5) (D
cell activation antigen CD26) (TP103) (Adenosine deaminase complexing protein 2) (ADABP)

(Dipeptidyl peptidase 4 soluble form) (Dipeptidyl peptidase IV soluble form)

Dipepti

e Molecule 1

49%

46%

o
©
|

Chain B

LOTI
901§
SOTX
70Ta

00TH

864

960
S64

€68
[ 4
163

o8N
78D
€84
283
8Y

6.4

LLT

TLY

€91
(41}
Tod

88K

o < mmN © o o 0 ~
< & < & 0 0 0 0
Bl a s 5 3 | |

6EL

8L1d

0LTN
691N
89TH
L9TA

€914

09TA
691d
8G1S
LGTH
9GTL
SGTA
YATM

TaTL
TSN

€92
TSTA
TGTL
05Ty

8%TA

9%2¢'1

v¥ca

t4443

90¢H

bocH

00za
66TL

96TN

Y611

061X

L8THM
98TL

787d

T81d
0871

£veY

0%veT

o€y

zeed

62Ed

9zea

TTEN

61€1
814
L1€Y
91€1
STEM
23]
€1e1

0oTed
60€"
80€D

€0€A
20ea
TOED

66CK

£62H

062d
68TV

G8T1

+

£8TL

782N
08zl

Llts

224

L

89¢4d

£9CN

ToCyY

892

ov¥S
SYH1
vPP0

96€4

¥6€0

T6EN

68€1

.L8€4d
98€R
S8€0

6.€3

€LeN

0Les
69EN

09€s
6G€ed
89¢Y

99ey
gged

PAokS

ved

i34cics

6791
8181
LTSI
9784
S18a
7191
€194

808b
LOSA
908N
g0sb
081

T0Sa
0081

76%1

T6%Y

06%D
68%Y
88%0

98%A

€8%H

08%L

8L%d
LLYT
9L¥D
S.vd
2574

0L¥%1T
6970

LO%A

S9%Y
vova

09%S
6G%A

99¥%A
SS%0
$9%D
€974
[4:igcd

6%%1
8vva
L¥%0

669D
8691

9694

¥691

989K

€84S

089D
6.9a

9.8V

PLSI

L9ST

S9SL

€9SM

{47441

0%Sx

8E€9Y
LESS
9E€9N
S€9a
veqd
€E€SH
2€49d
1€4d
0€9T

829K
prasli}
9ZSk
GZSH
$zgd
£29N

999k
S99A
%995

CT99k

£€9D

TE9X
0€9S
6291

LTOM
9291
SOV
%ToI
€294

TTON
0zZ9da
6191
8194

9TOH
ST9%
%198

[42]]
1T9Y

8093

€097
2093
1094

0SLH
6%L0

SYLS
YvLS

LD
0%LH
6€La
8€.d
LELA

SELR

EELN

8TLA

9TLA

LY

8TLY

9TLS

80.La

99.d
S9LT
%9LS
€944

T9L0
09434

SGLN

TSLI

tidyl peptidase IV) (DPP IV) (T-

1pep

dyl peptidase 4 (EC 3.4.14.5) (D
cell activation antigen CD26) (TP103) (Adenosine deaminase complexing protein 2) (ADABP)

(Dipeptidyl peptidase 4 soluble form) (Dipeptidyl peptidase IV soluble form)

Dipepti

e Molecule 1

—
5%

49%

46%

Chain C

LOTI

SOTX

00TH

684
88A
L8S
98S
ga8N
78D

283
8Y
08N
6.4

0 © I~ ©
[
2 Ha>

€L3
(1]

0Lk
691
89%

S9a

II!n II
©
=1

98
091

8GL

98y
941
At

TSN
083
671
SPT

v
ovY

SLTH
YLIA
ELIR

TL1Q
691N
89TH
LOTA
€9TH

6G1d
8G1S

YaTH

0ETY

8CTTX
LTS
9CTH

HTIM
€TTh

TCIA

6TTN

L1173

STT1
432}

(434}

0oT1a
60Td

g9¢d
j4°4

6%Cd
8YCR

9%C'T

hazecs

cves

RLDWIDE

SPDB

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 2QKY

Page 7

1
9%€I
SYEH

£bey

8T€Y
L1€Y
91€1
STEM

€1€1
TIES
TIEI
0T€eY
60€d
80€b

SOEM

€0€A
20ea

00€1

Ll

vlca
€LTL
TLTN

0LTA

9T¥vd

0THN

8T¥%I

9THR

145729
£1%a

TIPL

80%3

YO%A

TOPL

86€L

L6EI
96€4

v6€0

68€1

L8€4

E£8EH

LS€d

g9€ed
paea

9794

€T
(4558

0TSd
605
80sh
LOSA

§08b

1080

S6%d

3
5

1671

88%a
L8N
98%A

E€8%H
28%1

8L%d
LLYT

SL%d
¥.L9D

TL9Y

89%%
LO%R

¥ovE

09%S
697A
88%S
LSYA

o 4 10 © N 0o
™ MmMmMmmMm0$
el 010 10 10 19 1) 10
[ EANX®KX >

fefei i}
9%

6791
8%va

ov¥S

9EP'T

beVI
EEVY

0EPN

T6SH

6893

7894
089D
6,90
9.8V
€8I

898V

S9SL

CT9SN
71991

6994
8G9A

agi
€980

199D
0894
679D
8¥9V
L¥GR
9%GA
Svsa
w991
ev91
(449!

0€81
LTS0
£29)
1283
0ZsN

6T9T
8TSI

SL9L
¥L9d

0L9%
6994
8993
L99L

059D
6%90

9%9A

w998

0%91

YEX
£€9D

TE9X
0€9S

Ll

i44°20
€294
{4428

0zoa

ST9%
%198

[42<l]
1794

8093
§09a
c09d

1094
009L

8691
L69Y
9694

LYLY

SYLS
¥PLS
EYLY
LI
THLD

8€.d
LeLa
9ELL
SELR

9TLA

YTLA

TTLY

0TLs
6TLI

91.LS

1Lh

TTLA

804a

S0LD
Y0LH

T0oLT
T0LT

6693

S694

69V

L89L

7894

CT89H

0891

9.9d

tidyl peptidase IV) (DPP IV) (T-

1pep

Dipeptidyl peptidase 4 (EC 3.4.14.5) (D
cell activation antigen CD26) (TP103) (Adenosine deaminase complexing protein 2) (ADABP)

(Dipeptidyl peptidase 4 soluble form) (Dipeptidyl peptidase IV soluble form)

e Molecule 1

5%

48%

47%

Chain D

807S
LOTI

SOTXA
COTI
O00TH
66D
864
964

TN

061
684

L8S

SG8N

™
@0
>

8Y

8LA
LLT
9LI
SLN
BLN
€L3
cLh

89%
L93

S9a

g
3

TOH

o
©
]

©
0
>

<+
Ire)
~

TSN
09X

8vL
Lva

ovyd
6EL

ELTR

L1

PSTH

TSTN

8¥TI

PAAYS
ovTa

3

(4251
770
0vTY
6ETY

9€Ta
SETL
PeTI
€€Ta
6CTL
9CTH

i74

TCIA
0TTA

8TTA

9111

o%C1

gvea
Tves
157228
ovcd

Leza
9€TI
S€T1

6zTN
8zzd
Lzeh
Ty

£2T1
ceed

c1es

60TS
80cd

feloracy

6LTN

9LTI
SLTH
i ZAY

0EER
62ed

9zed

ween
€TES

TZEN

61€1

L7€4
91€1
aTEM
ieh
£1€1

0T€Y

80€l
LOEL
90€V

T0€D
00€1

€62

06cd

98zh

8¢S

08TL

8.TS

vica
€.LTL

0LTA

89cd
L9y
99zA
S99zl

(St 4
86z
LS9Td

962d

€462y

6%cd
8¥Ck

86€L

Lved

7Hed

T0Sa

9671

T6%1

3

98%A

v8%S
€8%H
28%'1
T8%L

9L%D
GL7%d
PL¥D

99%)

vovH
€99
29%S
T9%4

6S%A

99¥A
9670

T9%d

6791
8vva

SPP1

(474728

PEVI
€EPN

LT¥D

i4470]

(44729

QTH1
145729

LOPI
90%D

v0¥A
£0%H

66€)

9694

651

9830
G89A

T894
LLSS
€L81
TLSN
TLGF

L9971
998X

€9SH
T9SN
T98T
LSSL

T4§ss
TGSD

6%9D
8%3Y

9%GA

wPa1

T¥4d

€ESH
¢ead
T€Sd
0€81

Lzsb
[e14<)

€ead
2esel
Teed
0T8N

L18I
9184
4q18a
7191
€18y

608K
908N

sosb
%09

LL9E

6994
8994

999X

7998
£99a
CT99K
TO9K
0993

84994
L89S
9G9A
49469d

059D
6%90

RLDWIDE

L%94

c19d

1194

S09a

2093
T094

8691
L6954

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 2QKY

Page 8

S9.7T

£€9.4

09.%
69LI

SGLW

3

TSLI

6%Lb

g¥.LS
vPLS
EVLY

TvLD
O%LH
6€La

LELA
YELM
EELN
TELY
YTLA
T
0TLs
6T.LI

STLD

TTLA

60.a
80.La

YOLH
€041

6693
8691

6891

S89N

€891
C89H

6.L9N

99.d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 9 wwPDB X-ray Structure Validation Summary Report 2QKY

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section will therefore be incomplete.

Property Value Source
Space group P1 Depositor
Cell constants 73.18A 106.11A 132.05A .
Depositor
a, b, c,a, 3,7 76.30°  78.62° 80.11°
Resolution (A) 20.00 - 3.10 Depositor
7 Data completencss 86.7 (20.00-3.10) Depositor
(in resolution range)
Rinerge 0.12 Depositor
Raym (Not available) Depositor
Refinement program CNS Depositor
R, Rree 0.214 , 0.293 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 24275 wwPDB-VP
Average B, all atoms (A2) 33.0 wwPDB-VP



http://wwpdb.org/validation/2016/XrayValidationReportHelp#data_stats
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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:
137

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\1q7 #é\ >5 | RMSZ #é\ >5
1 A 0.56 0/6137 0.76 0/8346
1 B 0.56 0/6137 0.75 2/8346 (0.0%)
1 C 0.56 0/6137 0.73 2/8346 (0.0%)
1 D 0.56 0/6137 0.75 0/8346
All All 0.56 | 0/24548 | 0.75 | 4/33384 (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 A 0 2
1 B 0 1
1 C 0 1
1 D 0 1
All All 0 5

There are no bond length outliers.

All (4) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 C 214 | LEU | CA-CB-CG | 5.77 128.56 115.30
1 B 415 | LEU N-CA-C -5.60 95.89 111.00
1 C 388 | GLN N-CA-C -5.33 96.60 111.00
1 B 388 | GLN N-CA-C -5.11 97.20 111.00

There are no chirality outliers.

All (5) planarity outliers are listed below:


http://wwpdb.org/validation/2016/XrayValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/XrayValidationReportHelp#standard_geometry
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Mol | Chain | Res | Type | Group
1 A 183 | TYR | Sidechain
1 A 700 | TYR | Sidechain
1 B 128 | TYR | Sidechain
1 C 83 | TYR | Sidechain
1 D 752 | 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 5965 0 2686 385 0
1 B 5965 0 0686 389 0
1 C 5965 0 5686 364 0
1 D 5965 0 5686 383 0
2 A 26 0 28 2 0
2 B 26 0 28 2 0
2 C 26 0 28 1 0
2 D 26 0 28 3 0
3 A 81 0 0 2 0
3 B 72 0 0 5 0
3 C 66 0 0 2 0
3 D 92 0 0 9 0

All All 24275 0 22856 1490 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 32.

The worst 5 of 1490 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:D:173:TYR:HE2 | 1:D:184:ARG:HG2 1.07 1.12
1:D:173:TYR:CE2 | 1:D:184:ARG:HG2 1.89 1.06
1:A:253:ARG:HH21 | 1:B:253:ARG:NH1 1.55 1.05
1:A:175:LYS:HG3 1:A:182:SER:HB3 1.41 1.03
1:A:154:TRP:CZ3 | 1:A:214:LEU:HD21 1.95 1.02

There are no symmetry-related clashes.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#close_contacts
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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 726/728 (100%) 593 (82%) | 112 (15%) (3%) 6] 29
1 B 726/728 (100%) | 622 (86%) 4 (12%) | 20 (3%) 6] 30
1 C 726/728 (100%) | 620 (85%) 6 (12%) | 20 (3%) 6] 30
1 D 726/728 (100%) | 634 (87%) 3 (10%) | 19 (3%) 32
All All 2904/2912 (100%) | 2469 (85%) | 355 (12%) | 80 (3%) 6] 30

5 of 80 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 243 ASP
1 A 320 GLN
1 A 439 TYR
1 B 137 LEU
1 B 320 GLN

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 653/653 (100%) 610 (93%) 3 (%) 21 56
1 B 653/653 (100%) 624 (96%) | 29 (4%) 35 71
1 C 653/653 (100%) 616 (94%) | 37 (6%) 25 62
1 D 653/653 (100%) 616 (94%) | 37 (6%) 25 62
All All 2612/2612 (100%) | 2466 (94%) | 146 (6%) 26 62



http://wwpdb.org/validation/2016/XrayValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_backbone
http://wwpdb.org/validation/2016/XrayValidationReportHelp#protein_sidechains
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5 of 146 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 B 546 VAL
1 C 215 TRP
1 D 301 THR
1 B 606 GLN
1 C 118 TYR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 67 such
sidechains are listed below:

Mol | Chain | Res | Type
1 B 712 HIS
1 C 126 HIS
1 D 595 ASN
1 B 731 GLN
1 C 75 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

There are no non-standard protein/DNA/RNA residues in this entry.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

4 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).


http://wwpdb.org/validation/2016/XrayValidationReportHelp#rna
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
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Mol | Type | Chain | Res | Link CountsBonPill\/Ilglzlgtzés\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
2 137 A 767 1 22,2727 | 1.68 6 (27%) | 24,4141 | 2.36 4 (16%)

2 137 B 767 1 22,2727 | 1.48 4 (18%) | 24,4141 | 224 | 4 (16%)

2 137 C 767 1 22,2727 | 1.73 3 (13%) | 24,4141 | 1.96 2 (8%)

2 137 D 767 1 22,2727 | 1.44 5 (22%) | 24,41,41 | 2.23 3 (12%)

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
2 137 A 767 1 - 0/20/39/39 | 0/1/2/2
2 137 B 767 1 - 0/20/39/39 | 0/1/2/2
2 137 C 767 1 - 0/20/39/39 | 0/1/2/2
2 137 D 767 1 - 0/20/39/39 | 0/1/2/2
The worst 5 of 18 bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 C 767 | 13%Z F1-C3 | -2.99 1.33 1.41
2 D 767 | 13Z | C8-N2 | -2.94 1.30 1.33
2 A 767 | 13%Z F1-C3 | -2.83 1.34 1.41
2 D 767 | 13%Z F1-C3 | -2.78 1.34 1.41
2 B 767 | 13%Z F1-C3 | -2.69 1.34 1.41
The worst 5 of 13 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
2 B 767 | 13Z | 02-C7-C8 | -2.33 104.54 109.78
2 D 767 | 13Z | 02-C7-C8 | -2.07 105.13 109.78
2 A 767 | 13Z | C2-C1-N1 | 2.02 104.77 101.68
2 B 767 | 137Z | C6-N4-C11 | 2.45 122.69 117.68
2 A 767 | 13Z | C6-N4-C11 | 2.46 122.72 117.68
There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
4 monomers are involved in 8 short contacts:
sPrpe

means
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 767 | 13%Z 2 0
2 B 767 | 13%Z 2 0
2 C 767 | 13%Z 1 0
2 D 767 | 13%Z 3 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.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#nonstandard_residues_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#polymer_linkage

Page 16 wwPDB X-ray Structure Validation Summary Report 2QKY

6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_model_data
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_protein_na_chains
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands
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