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

We welcome your comments at validation@mail. wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http: //www.wwpdb.org/validation /2017 /FAQs# types.

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD as543be (2022)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 3.00 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 | -l 9
Ramachandran outliers | T 1.0%
Sidechain outliers I [[— 29
Worse Better
I Percentile relative to all X-ray structures
I Percentile relative to X-ray structures of similar resolution
Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 190562 2977 (3.00-3.00)
Ramachandran outliers 187476 2877 (3.00-3.00)
Sidechain outliers 187428 2880 (3.00-3.00)

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 of 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 542 63% 33% o
1 B 542 64% 32% .
1 C 542 65% 32% .

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
2 NAG C 379 X - - -
6 PLM A 11 - - X _
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2 Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 12967 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 Liver carboxylesterase 1.

Mol

Chain

Residues Atoms ZeroOcc | AltConf | Trace
1 A 532 Z(ig%l 26C62 62]5 723 2S() 0 0 0
1 B 532 Z(ig%l 26%2 615\515 723 28() 0 0 0
1 ¢ 532 Z‘ig%l 26062 62]5 7((33 280 0 0 0

There are 3 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
A ? - GLN deletion UNP P23141
B ? - GLN deletion UNP P23141
C ? - GLN deletion UNP P23141

e Molecule 2 is 2-acetamido-2-deoxy-beta-D-glucopyranose (CCD ID: NAG) (formula:

CSH15N06) .
NAG
06
OH
o1 05 J
HO O A
“cim  osm)
C2R)  C4(S)
e 533( R]’
H OH
- 04
C7) OH
o ~0 o
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O

2 A 1 14 S 1 5 0 0
Total C N O

2 B 1 14 S 1 5 0 0
Total C N O

2 C 1 14 s 1 5 0 0

e Molecule 3 is N-acetyl-alpha-neuraminic acid (CCD ID: SIA) (formula: C;;H;19NOy).

SIA
o7 OB
OH HO_ oo
OQH O b H l CI:EII;I C2l\|;..|! O H o2
OH NP
08 H T
1 OH
CH‘./ ’ h 001004
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
) N 1 21 11 1 9 0 0
Total C N O
3 B 1 21 11 1 9 0 0
Total C N O
3 C 1 21 11 1 9 0 0

e Molecule 4 is SULFATE ION (CCD ID: SO4) (formula: O4S).
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S04
Of1
03 O Qo4
S
02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
4 A 1 5 11 0 0
Total O S
4 A 1 5 11 0 0
Total O S
4 A 1 5 41 0 0
Total O S
4 B 1 5 i1 0 0
Total O S
4 C 1 5 i1 0 0
Total O S
4 C 1 5 i1 0 0

e Molecule 5 is CHOLIC ACID (CCD ID: CHD) (formula: Cy4Hy0O3).
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_Ho

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O

5 A 1 99 91 5 0 0
Total C O

5 B 1 99 91 5 0 0
Total C O

5 C 1 99 o1 5 0 0

e Molecule 6 is PALMITIC ACID (CCD ID: PLM) (formula: Ci6H3202).

PLM
oH
%
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
0 A 1 18 16 2 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
6 B 1 18 6 2 0 0
Total C O
6 C 1 18 6 2 0 0

e Molecule 7 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
7 A T 0 0
7 | B 87 ol o 0 0
7 C 106 Tiootgl 1(0)6 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The first

graphic for a chain summarises the proportions of the various outlier classes displayed in the second
graphic. The second graphic shows the sequence view annotated by issues in geometry. 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. 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.

Note EDS was not executed.
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33%

63%

Chain A:

0CTIN
61111

L1171

v111d

(45329}

80TTI

SOTTH
Y0114

COTTL
66073
S60T0

2601

0607
680TH
880TL
L80TD
980T
€80T

6LOTN
8LOTH

9074

650Td

2S0TD

9%0Td

+

LEOTA

ve0T1

0E0TH

Legota
920TA
STOTA
¥201d
€20Td

seeTa

€2TTH

1eers
0geTa

81CTd

v1218

21eTd
TTIZIN
0TZ1D

L0218
90CTV
S0CTI

TOCTA

LBTTY

76110

06TTD
68TTM

+

2811d

08TTL
6L11S
|
9LT1D
]
L9TTL
]
€9TTA
]
8GTTV
|
CSTTA
|
1749970
|
[4743%)
]
6ETTI
8ETTIM
|
¥eT1d
e
CETTY

¥er1d

0ZETD

LT€Td
9TETH

E€TETY
CIETd

60ETH

90€TT
SO0ETS
70€T1
€0E€Td

TOETH

L6TTL

S62T1

€62Td

06CTL
68CTH
88ZTh
18214

¥8CTH
€8CTA

6.2TS
CLTTV
Y9211
€92Td
29TTA
T9TTA
LSTTH
vseia

€GCTS
2SCTL

-

15%442:

6€CTT

9ETTV

TECTA

6CCTA

LeTTA

ETVIA

€0%TA

00%T1

86€Td

8zSTh
€TSTH
LISTM
PIST1
80STN
€0ST4
86713
S67 T
Cians
€6V1S
06%TI
98%1S
08714
6.%1d
8LYTY
LLYTD

99%1D

vovIA

T971d
09%T%

9S¥1S

[41744S

LYVTA

(447424

977444

8EVTY

SEVTYH

CEVTI

8THTIA

STYIN

TevTI
0Z%11

9T¥T1

€5STH
CSSTY
TSST4
ommﬂq
h¢ﬂa3
vPeTA
€VSTa
7s1a
0vSTH

€ESTL

e Molecule 1: Liver carboxylesterase 1

32%

64%

Chain B:

6€1CI
8ETTM
|
veTed
[ eerel |
cETTYH
[ reren |
0€TTH
|
veied
|
0ZTZN
61121
|

S112d

€112S
21iT1

F

S0TeH
vo1cy

cotTeL
6602d
S602h
26023
T60Cd
0602d
880CL
18020
980CN
6.L02N
7902y
9%02d

Tv02d

6€£02S

L€024

€021

Lzoza
920TA
ST0TA
vcocd
£€202d

15444

L

6€TTT

9€TTY

TETTA

62CCA

LTTTA

Seeed
¥eeed
[Xad43)

Teees
0zeea

81¢cd

TTCCN
0122H

,022s
902TY
§S022I

zozeh
T102CA

L6712V

¢Jﬁwa
0672D
68TCM

S81¢S

6.L12CS

9L12D

19721

€9TCA

8312V

CSTCA

L%12D

SYIT

0%1CH

0oveTN
6EETYH

veecd
€EETT

Te€ETL
0EETH

€CEeTI

£1eTYH
z1eed

90€TT

€0€TA

RLDWIDE

TOETH
00€TH

L6221
£622d
0622L
6822
882zh
1,8tcy

¥8¢cH
€8TTA

6.2TS

c.LTTY

0.L221

99223

%9221
£9zed
29T

LSTTH

S62TT

€82S
[4[4AN

e

SPDB

PROTEIN DATA BANK

W


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

Full wwPDB X-ray Structure Validation Report 2DQY

Page 9

0.Lg2a

89€T1
L9€2d

v9gT
€9€T1

09€2d

§9€Td

€5eTh
6%€TD

E€VETL

Tveed

T9S524
058521

L¥STh

vvsca
Pcrac
evseH
Tvsea
0¥SeH

€e92L
2eqeN
|
8z5Th
|
€gSeH
|
LTSCH
|
v1521
|
€05¢4d
|
86%CH
i
S6YCI
| veved
€672
|
L8%cd
|
6.¥2d
8.L¥CY
LL¥TD
i
89VCH
L9%2a
[ ooren |
S9¥CI
voveA
i
T9%2d
09¥eH
i
98%2s
|
[4c174"
|
LYYCA
|
[44%414
wwwen
(%474
[ eevea |
8€YCYH

SeEYCYH

€99¢H
¢ssey

Liver carboxylesterase 1

e Molecule 1

32%

65%

Chain C

CSTER

SYTEN

6ETET
8ETEM

YETEd

CETEY

vered

0ZTEN
6TTET

LTTET
[A55°9!
60T€d
907€d
SOTEN
70T€Yd
20TEL
260€X
880€EL
180€D
980EN
6L0EN
890€d
€90€71

650€d
850€d

Sv0ed

L€0€4

ve0e1

L20€a
9COEA
SToEA

¥scen
€5CES
2SeeL

8%CED

oveed

i

T¥CEH

6€CET

9ETEY

TETEA

62TEN

LTTEN

geeed
¥zeed
€2TED

0zeed

8Tzed

TTZEN
012€D

90TEY
S0TET

T0ZEA

LBTEY

761€D

06TED
68TEM

6LTES
9.1€D
L9T€L
€9TEA

8STEV

6eeeY

L

veeed
€EEET

TeEEEL
0ogeeN
62€ET
€CTEET

8TEET

€Teey
creed

90€ET

70eeT
€0ged
20EEN
TOEEN
00geN

L6TEL

S62€T

e£6ced

062€L
68TeN
88zeb
L8t¢ed

¥8CEH
€8TEA

6.LTES
8LTEL
LLTEL

S.L2eN

CLTEY

€92ed

[4°745')

PASIA]

8TYEA

SCTHEN

€2hed

Tevel
0ZveT

9TVET

vIved
eTven

v0%eT

Y9LEN
€9€€T
TOEEN

LGEEM

§5€€d

€seed
6¥eED
EVEEL

0beEN

vrsen
£vSed

TvSed
0vSEN

€ESEL

ferdsisii]

£eseen

LTGEM

Y18€T
€TS€D

L0SED

S0S€Yd

€0S€d
86%EN
S6VEN
veved
€67€S
06%€1
98%€S
08ved
6.ved
8LYEY
LLYED
L9%ed
ToveEA
€9VEL
29veEN
Toved
csehed
LY%ER

THHEV

OvPeEY

8eVEY

SeEVEY

CEVET

0SS€ET

LVSEM

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 10 Full wwPDB X-ray Structure Validation Report 2DQY

4 Data and refinement statistics (i)

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

Property Value Source
Space group P 212121 Depositor
Cell constants 55.20A  179.88A 201.32A .
Depositor
a, b, c,a, B,y 90.00°  90.00° 90.00°
Resolution (A) 19.93 — 3.00 Depositor
/0 Data completencss 93.0 (19.93-3.00) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Reym 0.11 Depositor
Refinement program CNS 1.1 Depositor
R, Rfree 0.226 , 0.271 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 12967 wwPDB-VP
Average B, all atoms (A?) 31.0 wwPDB-VP
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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: SIA,
CHD, PLM, NAG, SO4

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 | prigy7 1 47155 | RMSZ #4|Z| >5
1 A 0.53 0/4236 0.92 7/5754 (0.1%)
1 B 0.51 0/4236 0.91 7/5754 (0.1%)
1 C 0.52 1/4236 (0.0%) | 0.89 4/5754 (0.1%)
All All 0.52 | 1/12708 (0.0%) | 0.90 | 18/17262 (0.1%)

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 C 3359 | ILE | CA-CB | -5.02 1.51 1.54

All (18) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 1318 | LEU | N-CA-C | 12.59 124.31 108.45
1 A 1319 | LEU | N-CA-C | -10.06 90.40 107.80
1 B 2316 | GLN | CA-C-N 7.84 129.64 119.84
1 B 2316 | GLN | C-N-CA 7.84 129.64 119.84
1 C 3316 | GLN | CA-C-N 7.17 126.42 118.97
1 C 3316 | GLN | C-N-CA 7.17 126.42 118.97
1 A 1305 | SER | N-CA-C | 6.19 119.18 109.96
1 A 1552 | ALA | N-CA-C | -5.60 106.48 113.15
1 B 2359 | ILE | CB-CA-C | -5.59 108.39 113.70
1 C 3366 | TYR | CA-C-N 5.46 126.66 119.84
1 C 3366 | TYR | C-N-CA 0.46 126.66 119.84
1 B 2366 | TYR | CA-C-N 5.39 126.10 120.12
1 B 2366 | TYR | C-N-CA 2.39 126.10 120.12
1 A 1366 | TYR | CA-C-N 5.34 126.52 119.84
1 A 1366 | TYR | C-N-CA 5.34 126.52 119.84
1 B 2114 | GLU | N-CA-C | -5.11 106.31 112.54
1 B 2552 | ALA | N-CA-C | -5.09 107.36 113.21

Continued on next page...


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#model_quality
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#standard_geometry

Page 12 Full wwPDB X-ray Structure Validation Report 2DQY

Continued from previous page...
Mol | Chain | Res | Type
1 A 1221 | SER

Atoms Z
CB-CA-C | -5.07

Observed(°)
110.33

Ideal(°)
117.23

There are no chirality outliers.

There are no planarity outliers.

5.2 Too-close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogen
atoms added and optimized by MolProbity. The Clashes column lists the number of clashes within
the asymmetric unit, whereas Symm-Clashes lists symmetry-related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 4130 0 4131 170 0
1 B 4130 0 4131 155 0
1 C 4130 0 4131 161 0
2 A 14 0 13 0 0
2 B 14 0 13 0 0
2 C 14 0 13 2 0
3 A 21 0 18 3 0
3 B 21 0 18 2 0
3 C 21 0 18 6 0
4 A 15 0 0 0 0
4 B 5 0 0 0 0
4 C 10 0 0 0 0
5 A 29 0 39 2 0
5 B 29 0 39 0 0
) C 29 0 39 7 0
6 A 18 0 31 9 0
6 B 18 0 31 2 0
6 C 18 0 31 7 0
7 A 108 0 0 14 0
7 B 87 0 0 11 0
7 C 106 0 0 22 0

All All 12967 0 12696 492 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 19.

All (492) close contacts within the same asymmetric unit are listed below, sorted by their clash
magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:2317:PRO:HG3 1:B:2387:PRO:HB2 1.29 1.06
1:A:1199:ARG:HH11 | 1:A:1199:ARG:HB3 1.28 0.97
1:C:3199:ARG:HH11 | 1:C:3199:ARG:HB3 1.31 0.95
1:B:2199:ARG:HH11 | 1:B:2199:ARG:HB3 1.26 0.95
1:B:2105:LYS:HE2 1:B:2106:GLU:HG2 1.51 0.93
1:A:1105:LYS:HE2 1:A:1106:GLU:HG2 1.54 0.89
1:B:2363:LEU:HD13 6:B:12:PLM:H72 1.56 0.87
1:C:3134:PRO:HG2 | 1:C:3163:VAL:HG12 1.56 0.87
1:C:3105:LYS:HE2 1:C:3106:GLU:HG2 1.56 0.86
1:A:1134:PRO:HG2 | 1:A:1163:VAL:HG12 1.56 0.86
1:B:2134:PRO:HG2 | 1:B:2163:VAL:HG12 1.56 0.86
1:B:2343: THR:HA 7:B:7069:HOH:O 1.79 0.82
1:B:2338:GLU:HG2 1:B:2340:ASN:H 1.45 0.81
1:A:1257:-LYS:HE2 1:A:1320:GLY:H 1.45 0.81
1:A:1338:GLU:HG2 1:A:1340:ASN:H 1.47 0.80
1:B:2199:ARG:HB3 1:B:2199:ARG:NH1 1.96 0.79
3:C:382:STA:H4 3:C:382:STA:H113 1.64 0.79
1:A:1359:1ILE:HB 1:A:1360:PRO:HD3 1.66 0.78
1:A:1199:ARG:HB3 | 1:A:1199:ARG:NH1 1.98 0.78
1:A:1052:GLY:O 3:A:182:STA:H92 1.84 0.77
1:B:2461:PRO:HG2 | 1:B:2464:VAL:HG23 1.67 0.77
1:B:2318:LEU:HD12 1:B:2318:LEU:O 1.85 0.77
1:C:3343: THR:HA 7:C:7090:HOH:O 1.84 0.77
1:A:1428:VAL:HG13 1:A:1544:VAL:HA 1.67 0.76
1:A:1262:LYS:NZ 3:C:382:STA:H112 2.00 0.76
1:B:2428:VAL:HG13 1:B:2544:VAL:HA 1.68 0.76
1:C:3338:GLU:HG2 1:C:3340:ASN:H 1.48 0.76
1:A:1252: THR:HG22 | 1:A:1254:VAL:HG12 1.69 0.75
1:C:3368:LEU:HB2 5:C:3:CHD:H192 1.68 0.75
1:B:2452:ARG:HB2 1:B:2465:ILE:HG12 1.68 0.74
1:A:1375:GLN:HE21 1:A:1413:LYS:NZ 1.85 0.74
1:C:3199:ARG:HB3 | 1:C:3199:ARG:NH1 2.02 0.74
1:C:3241:HIS:O 1:C:3242:ARG:HG3 1.89 0.73
1:C:3428:VAL:HG13 1:C:3544:VAL:HA 1.70 0.73
1:C:3025:VAL:HG22 | 1:C:3034:LEU:HD23 1.71 0.72
1:C:3538:LYS:HD2 7:C:7156:HOH:O 1.89 0.72
1:A:1339:ARG:HG3 1:A:1440:ALA:HA 1.72 0.72
1:B:2202:GLN:HB3 7:B:7029:HOH:O 1.88 0.72
1:B:2343: THR:HB 1:B:2442:ALA:HB2 1.71 0.71
1:C:3343: THR:HB 1:C:3442:ALA:HB2 1.71 0.71
1:A:1341:PHE:HB3 7:A:7206:HOH:O 1.89 0.71
1:A:1343: THR:HA 7:A:7012:HOH:O 1.90 0.71

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

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

1:C:3339:ARG:HG3 1:C:3440:ALA:HA 1.72 0.70
1:A:1343: THR:HB 1:A:1442:ALA:HB2 1.72 0.70
1:B:2339:ARG:HG3 1:B:2440:ALA:HA 1.73 0.70
1:A:1105:LYS:HG3 1:A:1106:GLU:H 1.54 0.70
1:B:2290: THR:OG1 1:B:2293:GLU:HG3 1.90 0.70
1:A:1421:1LE:HG22 | 1:A:1425:MET:HE2 1.74 0.69
1:B:2025:VAL:HG22 | 1:B:2034:LEU:HD23 1.74 0.69
1:B:2105:LYS:HG3 1:B:2106:GLU:H 1.55 0.69
1:C:3105:LYS:HG3 1:C:3106:GLU:H 1.57 0.69
1:B:2024:PRO:HG3 1:B:2037:PHE:CZ 2.27 0.69
1:B:2130:LYS:HD3 7:B:7190:HOH:O 1.91 0.69
1:A:1333:GLU:H 1:A:1333:GLU:CD 2.01 0.68
1:A:1398:GLU:HB2 7:A:7100:HOH:O 1.94 0.68
1:B:2331: THR:0G1 1:B:2334:GLU:HG3 1.93 0.68
1:B:2333:GLU:H 1:B:2333:GLU:CD 2.01 0.68
1:A:1241:HIS:O 1:A:1242:ARG:HG3 1.93 0.67
1:A:1396:1LE:HB 1:A:1397:PRO:HD3 1.76 0.67
1:C:3414:LYS:NZ 5:C:3:CHD:H42 2.09 0.67
1:A:1025:VAL:HG22 | 1:A:1034:LEU:HD23 1.73 0.67
1:B:2421:ILE:HG22 1:B:2425:MET:-HE2 1.74 0.67
1:B:2262:LYS:HB3 1:B:2263:PRO:HD3 1.77 0.67
1:C:3304:LEU:HD13 6:C:13:PLM:H91 1.76 0.67
1:C:3290: THR:OG1 | 1:C:3293:GLU:HG3 1.95 0.67
1:A:1262:LYS:HB3 1:A:1263:PRO:HD3 1.77 0.66
1:C:3331:THR:OG1 | 1:C:3334:GLU:HG3 1.96 0.66
1:C:3333:GLU:H 1:C:3333:GLU:CD 2.03 0.66
1:C:3262:LYS:HB3 1:C:3263:PRO:HD3 1.77 0.66
1:C:3421:1ILE:HG22 | 1:C:3425:MET:HE2 1.76 0.66
1:A:1304:LEU:HB2 6:A:11:PLM:HB1 1.77 0.66
1:B:2241:HIS:O 1:B:2242:ARG:HG3 1.95 0.65
1:A:1355:PHE:CE1 1:A:1360:PRO:HG3 2.31 0.65
1:A:1024:PRO:HG3 1:A:1037:PHE:CZ 2.32 0.65
1:A:1078:LYS:HG3 3:A:182:STA:O1B 1.96 0.65
1:A:1290:THR:OG1 | 1:A:1293:GLU:HG3 1.97 0.65
1:A:1331:THR:OG1 | 1:A:1334:GLU:HG3 1.97 0.65
3:B:282:SIA:H6 3:B:282:STA:H113 1.79 0.65
1:C:3363:LEU:HD13 6:C:13:PLM:H81 1.77 0.65
1:A:1403:TYR:O 1:A:1416:LEU:HD13 1.98 0.64
1:B:2370:GLU:HB3 1:B:2372: GLN:NE2 2.12 0.64
1:B:2341:PHE:HB3 7:B:7221:HOH:O 1.99 0.63
1:C:3396:1LE:HB 1:C:3397:PRO:HD3 1.79 0.63
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:C:3403:TYR:O 1:C:3416:LEU:HD13 1.99 0.63
1:A:1538:LYS:HB3 1:A:1541:ASP:HB2 1.80 0.63
1:B:2252:THR:HG22 | 1:B:2254:VAL:HG12 1.81 0.63
1:B:2396:ILE:HB 1:B:2397:PRO:HD3 1.80 0.62
1:B:2551:PHE:C 1:B:2553:LYS:H 2.07 0.62
1:C:3236:ALA:HA 1:C:3239:LEU:HD12 1.80 0.62
1:A:1375:GLN:HG2 1:A:1413:LYS:HE3 1.80 0.62
1:B:2254:VAL:HG21 | 1:B:2388:LEU:HD23 1.81 0.62
1:A:1306:LEU:HD22 | 1:A:1366:TYR:CE1 2.35 0.62
1:B:2363:LEU:HB3 6:B:12:PLM:HA1 1.81 0.62
1:A:1262:LYS:HZ1 3:C:382:STA:H112 1.62 0.62
1:B:2538:LYS:HB3 1:B:2541:ASP:HB2 1.81 0.62
1:C:3145:-MET:HE2 1:C:3303:PHE:CD1 2.35 0.61
1:A:1079:ASN:HB2 3:A:182:STA:O2 2.01 0.61
1:B:2498:LYS:HB3 1:B:2514:LEU:HD11 1.81 0.61
1:C:3300:LYS:O 1:C:3302:LYS:HG3 2.00 0.61
1:C:3498:LYS:HB3 1:C:3514:LEU:HD11 1.82 0.61
5:C:3:CHD:H7 7:C:7166:HOH:O 2.01 0.61
1:C:3199:ARG:HD2 7:C:7172:HOH:O 2.00 0.61
1:B:2227:VAL:O 1:B:2231:VAL:HG23 2.00 0.61
1:C:3538:LYS:HB3 1:C:3541:ASP:HB2 1.81 0.61
1:B:2403:TYR:O 1:B:2416:LEU:HD13 2.01 0.60
1:C:3304:LEU:HD22 6:C:13:PLM:H71 1.83 0.60
1:B:2225:GLU:O 1:B:2229:VAL:HG23 2.02 0.60
1:A:1297:THR:O 1:A:1301:MET:HG2 2.01 0.60
1:A:1304:LEU:HB2 6:A:11:PLM:CB 2.32 0.60
1:B:2236:ALA:HA 1:B:2239:LEU:HD12 1.83 0.60
1:A:1498:LYS:HB3 | 1:A:1514:LEU:HD11 1.84 0.60
1:A:1306:LEU:HD22 1:A:1366:TYR:CZ 2.37 0.60
1:C:3024:PRO:HG3 1:C:3037:PHE:CZ 2.37 0.60
1:A:1254:VAL:O 1:A:1318:LEU:HD13 2.02 0.60
1:C:3414:LYS:HZ1 5:C:3:CHD:H42 1.65 0.59
1:A:1428:VAL:O 1:A:1432:1ILE:HG13 2.03 0.59
1:B:2390:CYS:HB2 7:B:7140:HOH:O 2.03 0.59
1:A:1375:GLN:HE21 1:A:1413:LYS:HZ1 1.50 0.59
1:A:1452:ARG:HB2 1:A:1465:1LE:HG12 1.85 0.58
1:A:1227:VAL:O 1:A:1231:VAL:HG23 2.03 0.58
1:A:1225:GLU:O 1:A:1229:VAL:HG23 2.04 0.58
1:A:1370:GLU:HB3 1:A:1372:GLN:NE2 2.17 0.58
1:C:3428:VAL:O 1:C:3432:1LE:HG13 2.03 0.58
1:B:2428:VAL:O 1:B:2432:ILE:HG13 2.03 0.58
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:1312:PRO:HG2 1:A:1383: TRP:CD1 2.39 0.57
1:C:3297:-THR:O 1:C:3301:MET:HG2 2.04 0.57
1:B:2386: TYR:N 1:B:2387:PRO:HD2 2.19 0.57
1:A:1318:LEU:HD12 | 1:A:1320:GLY:HA3 1.86 0.57
1:B:2461:PRO:HG2 1:B:2464:VAL:CG2 2.34 0.57
1:C:3370:GLU:HB3 1:C:3372:GLN:NE2 2.18 0.57
1:A:1386:TYR:N 1:A:1387:PRO:HD2 2.20 0.56
1:B:2255:LEU:HD23 | 1:B:2318:LEU:HD11 1.86 0.56
1:A:1236:ALA:HA 1:A:1239:LEU:HD12 1.85 0.56
1:A:1355:PHE:CZ 1:A:1360:PRO:HG3 2.41 0.56
1:C:3225:GLU:O 1:C:3229:VAL:HG23 2.04 0.56
1:B:2242:ARG:HG2 | 1:B:2242:ARG:HH11 1.69 0.56
1:B:2359:ILE:HB 1:B:2360:PRO:HD3 1.86 0.56
1:B:2086:MET:HG3 | 1:B:2112:LEU:HD23 1.88 0.56
1:C:3227:VAL:O 1:C:3231:VAL:HG23 2.06 0.56
1:C:3242:ARG:NH2 7:C:7118:HOH:O 2.39 0.56
1:A:1540:LYS:O 1:A:1544:VAL:HG23 2.06 0.56
1:C:3359:ILE:HB 1:C:3360:PRO:HD3 1.87 0.56
1:C:3386:TYR:N 1:C:3387:PRO:HD2 2.20 0.56
1:B:2242:ARG:HH11 | 1:B:2242:ARG:CG 2.19 0.56
1:A:1086:MET:HG3 | 1:A:1112:LEU:HD23 1.88 0.56
1:A:1252: THR:HG22 | 1:A:1254:VAL:CG1 2.35 0.56
1:B:2102: THR:OG1 1:B:2104:ARG:HG2 2.06 0.56
1:B:2317:PRO:HG3 1:B:2387:PRO:CB 2.20 0.55
1:A:1102: THR:OG1 | 1:A:1104:ARG:HG2 2.06 0.55
2:C:379:NAG:H5 7:C:7208:HOH:O 2.05 0.55
1:A:1393:LYS:HA 1:A:1396:1ILE:HG12 1.89 0.55
1:C:3312:PRO:HG2 1:C:3383:TRP:CD1 2.41 0.55
1:C:3241:HIS:C 1:C:3242:ARG:HG3 2.30 0.55
1:A:1428:VAL:HG12 | 1:A:1432:ILE:HD11 1.89 0.55
1:C:3242:ARG:HG2 | 1:C:3242:ARG:HH11 1.72 0.55
1:B:2403: TYR:CG 1:B:2420:LEU:HD23 2.42 0.55
1:C:3393:LYS:HA 1:C:3396:1LE:HG12 1.89 0.55
1:C:3540:LYS:O 1:C:3544:VAL:HG23 2.07 0.55
1:A:1304:LEU:HD13 6:A:11:PLM:HA2 1.89 0.54
1:A:1375:GLN:HE21 1:A:1413:LYS:HZ2 1.55 0.54
1:C:3275:LYS:HD3 7:C:7176:HOH:O 2.06 0.54
1:A:1318:LEU:HG 1:A:1319:LEU:N 2.18 0.54
1:B:2313:ARG:HG2 1:B:2386:TYR:CE2 2.42 0.54
1:A:1456:SER:HB3 1:A:1460:LYS:HD3 1.88 0.54
1:C:3313:ARG:HG2 | 1:C:3386:TYR:CE2 2.43 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:2540:LYS:O 1:B:2544:VAL:HG23 2.08 0.54
1:C:3086:MET:HG3 | 1:C:3112:LEU:HD23 1.89 0.54
1:B:2312:PRO:HG2 1:B:2383: TRP:CD1 2.42 0.54
1:A:1242:ARG:HG2 | 1:A:1242:ARG:HH11 1.73 0.54
1:A:1272:ALA:O 1:A:1289:LYS:HE3 2.08 0.54
1:C:3102:THR:OG1 | 1:C:3104:ARG:HG2 2.07 0.54
1:C:3316:GLN:HA 1:C:3316:GLN:NE2 2.23 0.53
3:C:382:STA:H111 7:C:7211:HOH:O 2.07 0.53
1:C:3505:ARG:HB3 7:C:7115:HOH:O 2.08 0.53
1:A:1403:TYR:CG 1:A:1420:LEU:HD23 2.42 0.53
1:B:2338:GLU:CG 1:B:2340:ASN:H 2.20 0.53
1:B:2105:LYS:HE2 1:B:2106:GLU:CG 2.33 0.53
1:A:1242:ARG:HH11 | 1:A:1242:ARG:CG 2.21 0.53
1:C:3357:-TRP:CH2 | 1:C:3361:MET:HE2 2.44 0.53
1:B:2393:LYS:HA 1:B:2396:ILE:HG12 1.91 0.53
1:B:2495:-MET:HE1 1:B:2533: THR:OG1 2.09 0.53
1:A:1284:HIS:O 1:A:1288:GLN:HG2 2.09 0.52
1:B:2284:HIS:O 1:B:2288:GLN:HG2 2.08 0.52
1:A:1420:LEU:HD22 | 1:A:1547:TRP:HZ2 1.75 0.52
1:A:1105:LYS:HE2 1:A:1106:GLU:CG 2.35 0.52
1:A:1313:ARG:HG2 | 1:A:1386:TYR:CE2 2.44 0.52
1:A:1551:PHE:C 1:A:1553:LYS:H 2.15 0.52
1:C:3316:GLN:HA 1:C:3316:GLN:HE21 1.75 0.52
1:B:2241:HIS:C 1:B:2242:ARG:HG3 2.34 0.52
1:B:2447'TYR:HB3 1:B:2517:TRP:CZ2 2.45 0.52
1:A:1460:LYS:HD2 7:A:7083:HOH:O 2.09 0.52
1:C:3132:ARG:HB3 1:C:3211:ASN:HB2 1.92 0.52
1:A:1261:VAL:HG22 7:A:7108:HOH:O 2.08 0.52
1:B:2355:PHE:CE1 1:B:2360:PRO:HG3 2.45 0.52
1:C:3063:LEU:HD11 7:C:7196:HOH:O 2.09 0.52
1:A:1461:PRO:HD3 5:A:1:CHD:012 2.10 0.51
1:C:3242:ARG:HH11 1:C:3242:ARG:CG 2.23 0.51
1:B:2420:LEU:HD22 1:B:2547: TRP:HZ2 1.75 0.51
1:C:3139:ILE:HG22 1:C:3223:GLY:HA2 1.91 0.51
1:A:1283:VAL:O 1:A:1287:ARG:HG3 2.10 0.51
1:A:1316:GLN:HA 1:A:1316:GLN:NE2 2.25 0.51
1:B:2306:LEU:HB2 1:B:2364:MET:HE2 1.92 0.51
1:B:2428:VAL:HG12 | 1:B:2432:ILE:HD11 1.91 0.51
1:A:1241:HIS:C 1:A:1242:ARG:HG3 2.34 0.51
1:A:1316:GLN:HA 1:A:1316:GLN:HE21 1.75 0.51
1:A:1338:GLU:CG 1:A:1340:ASN:H 2.21 0.51
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:1349:GLY:HA3 1:A:1447:TYR:CE1 2.46 0.51
1:A:1452:ARG:HG2 | 1:A:1452:ARG:HH11 1.75 0.51
1:C:3079:ASN:HB2 3:C:382:STA:02 2.10 0.51
1:A:1478:ALA:N 1:A:1479:PRO:CD 2.74 0.51
1:B:2318:LEU:O 1:B:2319:LEU:C 2.53 0.51
1:C:3403:TYR:CG 1:C:3420:LEU:HD23 2.45 0.51
1:A:1304:LEU:HB2 6:A:11:PLM:HA2 1.93 0.51
1:B:2487:GLU:N 7:B:7191:HOH:O 2.39 0.51
1:C:3338:GLU:CG 1:C:3340:ASN:H 2.23 0.51
1:C:3452:ARG:HG2 | 1:C:3452:ARG:HH11 1.76 0.51
1:A:1316:GLN:OE1 | 1:A:1318:LEU:HD23 2.11 0.51
1:C:3021:SER:N 7:C:7235:HOH:O 2.44 0.51
1:A:1317:PRO:HB3 1:A:1387:PRO:HB2 1.93 0.50
1:B:2452:ARG:HG2 | 1:B:2452:ARG:HH11 1.76 0.50
1:A:1302:LYS:HA 6:A:11:PLM:HG1 1.94 0.50
1:B:2024:PRO:HG3 1:B:2037:PHE:CE1 2.46 0.50
1:A:1024:PRO:HG3 1:A:1037:PHE:CE1 2.47 0.50
1:A:1087:CYS:HB3 7:A:7048:HOH:O 2.11 0.50
1:C:3284:HIS:O 1:C:3288:GLN:HG2 2.12 0.50
1:C:3428:VAL:HG12 | 1:C:3432:ILE:HD11 1.92 0.50
1:A:1095:GLN:O 1:A:1099:GLU:HG3 2.12 0.49
1:C:3447:-TYR:HB3 1:C:3517: TRP:CZ2 2.47 0.49
1:B:2242:ARG:CG 1:B:2242:ARG:NH1 2.76 0.49
1:C:3152:TYR:CD1 1:C:3152:TYR:N 2.80 0.49
1:C:3398:GLU:HB2 7:C:7244:HOH:O 2.12 0.49
1:C:3477:GLY:HA2 1:C:3493:SER:OG 2.13 0.49
1:C:3119:LEU:HD12 1:C:3119:LEU:C 2.37 0.49
1:A:1369:SER:HA 5:A:1:CHD:H191 1.95 0.49
1:B:2543:GLU:OE2 1:B:2543:GLU:N 2.37 0.49
1:C:3257:LYS:HE2 1:C:3318:LEU:O 2.13 0.49
1:C:3423:ASP:HA 7:C:7003:HOH:O 2.13 0.49
1:A:1132:ARG:HB3 1:A:1211:ASN:HB2 1.95 0.49
1:A:1206:ALA:HA 1:A:1210:GLY:O 2.12 0.49
1:B:2132:ARG:HB3 1:B:2211:ASN:HB2 1.95 0.49
1:C:3206:ALA:HA 1:C:3210:GLY:O 2.13 0.49
1:B:2152: TYR:CD1 1:B:2152: TYR:N 2.80 0.49
1:C:3068:PRO:HA 7:C:7201:HOH:O 2.13 0.49
1:A:1152: TYR:N 1:A:1152:TYR:CD1 2.80 0.49
1:A:1354:GLU:HG2 7:A:7101:HOH:O 2.13 0.49
1:C:3543:GLU:OE2 1:C:3543:GLU:N 2.38 0.49
1:A:1142:GLY:HA2 6:A:11:PLM:H62 1.94 0.49
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:1447:-TYR:HB3 1:A:1517:TRP:CZ2 2.48 0.49
1:B:2283:VAL:O 1:B:2287:ARG:HG3 2.11 0.49
1:C:3290: THR:HG23 | 1:C:3293:GLU:OE2 2.13 0.48
1:C:3339:ARG:CG 1:C:3440:ALA:HA 2.42 0.48
1:A:1357:TRP:CH2 | 1:A:1361:MET:HE2 2.48 0.48
1:B:2206:ALA:HA 1:B:2210:GLY:O 2.14 0.48
1:B:2478:ALA:N 1:B:2479:PRO:CD 2.76 0.48
1:C:3045:GLN:HA 7:C:7111:HOH:O 2.13 0.48
1:A:1477:GLY:HA2 1:A:1493:SER:OG 2.12 0.48
1:C:3026:VAL:HG12 1:C:3027:ASP:N 2.29 0.48
1:C:3363:LEU:HB3 6:C:13:PLM:HA1 1.95 0.48
1:B:2358:LEU:HD22 1:B:2468:HIS:O 2.13 0.48
1:C:3252:THR:HG22 | 1:C:3254:VAL:HG12 1.94 0.48
1:C:3283:VAL:HG12 | 1:C:3287:ARG:NH1 2.28 0.48
1:C:3303:PHE:CD2 1:C:3318:LEU:HA 2.49 0.48
1:B:2435:ARG:O 1:B:2438:ARG:HB3 2.14 0.48
1:C:3224:GLY:HA3 7:C:7279:HOH:O 2.14 0.48
1:A:1034:LEU:HD13 1:A:1034:LEU:C 2.39 0.48
1:C:3109:PRO:HA 7:C:7068:HOH:O 2.13 0.48
1:C:3357: TRP:O 1:C:3360:PRO:HD2 2.14 0.48
1:C:3420:LEU:HD22 | 1:C:3547:TRP:HZ2 1.79 0.48
1:A:1138: TRP:HH2 1:A:1220:GLU:HB2 1.79 0.47
1:A:1317:PRO:HG2 | 1:A:1318:LEU:HD22 1.95 0.47
1:C:3254:VAL:HG21 | 1:C:3388:LEU:HD23 1.96 0.47
1:C:3353:GLN:OE1 | 1:C:3464:VAL:HG13 2.14 0.47
1:A:1375:GLN:HG2 1:A:1413:LYS:CE 2.44 0.47
1:A:1312:PRO:HG2 1:A:1383:TRP:NE1 2.29 0.47
1:A:1495:MET:HE1 | 1:A:1533:THR:OG1 2.14 0.47
1:B:2456:SER:HB3 1:B:2460:LYS:HD3 1.96 0.47
1:C:3138:TRP:HH2 1:C:3220:GLU:HB2 1.79 0.47
1:C:3034:LEU:HD13 1:C:3034:LEU:C 2.38 0.47
1:A:1119:LEU:HD12 1:A:1119:LEU:C 2.40 0.47
1:B:2026:VAL:HG12 1:B:2027:ASP:N 2.29 0.47
1:B:2064:ARG:NH2 | 1:B:2114:GLU:OE2 2.47 0.47
1:B:2087:CYS:0O 1:B:2088:THR:C 2.58 0.47
1:C:3087:CYS:0O 1:C:3088:THR:C 2.57 0.47
1:A:1353:GLN:OE1 | 1:A:1464:VAL:HG13 2.15 0.47
1:B:2316:GLN:HA 1:B:2316:GLN:NE2 2.29 0.47
1:C:3368:LEU:O 5:C:3:CHD:H62 2.15 0.47
1:A:1543:GLU:OE2 1:A:1543:GLU:N 2.40 0.47
1:B:2395:LEU:HD22 | 1:B:2550:LEU:CD1 2.45 0.47
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:A:1139:ILE:HG22 1:A:1223:GLY:HA2 1.95 0.47
1:B:2421:ILE:CG2 1:B:2425:-MET:HE2 2.43 0.47
1:C:3268:ILE:HG12 1:C:3301:MET:HE2 1.97 0.47
1:B:2138: TRP:HH2 1:B:2220:GLU:HB2 1.79 0.46
1:B:2339:ARG:CG 1:B:2440:ALA:HA 2.43 0.46
1:C:3312:PRO:HG2 1:C:3383: TRP:NE1 2.29 0.46
1:C:3197:ALA:O 1:C:3201:VAL:HG23 2.14 0.46
1:A:1353:GLN:OE1 1:A:1464:VAL:HA 2.16 0.46
1:A:1391:1LE:HB 7:A:7219:HOH:O 2.15 0.46
1:C:3478:ALA:N 1:C:3479:PRO:CD 2.78 0.46
1:A:1359:ILE:HB 1:A:1360:PRO:CD 2.43 0.46
1:B:2134:PRO:CG 1:B:2163:VAL:HG12 2.38 0.46
1:B:2395:LEU:HD22 | 1:B:2550:LEU:HD12 1.97 0.46
1:C:3395:LEU:HD22 | 1:C:3550:LEU:CD1 2.45 0.46
1:B:2221:SER:O 1:B:2224:GLY:N 2.47 0.46
1:B:2316:GLN:HA 1:B:2316:GLN:HE21 1.80 0.46
1:C:3242:ARG:CG 1:C:3242:ARG:NH1 2.78 0.46
1:C:3304:LEU:HB3 6:C:13:PLM:H91 1.97 0.46
1:C:3495:MET:HE1 | 1:C:3533:THR:0G1 2.16 0.46
1:A:1030:HIS:HD2 7:A:7089:HOH:O 1.99 0.46
1:B:2139:ILE:HG22 1:B:2223:GLY:HA2 1.97 0.46
1:B:2272:ALA:O 1:B:2289:LYS:HE3 2.16 0.46
1:C:3223:GLY:O 1:C:3227:VAL:HG23 2.16 0.46
1:C:3349:GLY:HA3 1:C:3447:'TYR:CE1 2.50 0.46
1:A:1242:ARG:CG 1:A:1242:ARG:NH1 2.78 0.46
1:B:2262:LYS:HE3 1:B:2279:SER:OG 2.15 0.46
1:C:3024:PRO:HG3 1:C:3037:PHE:CE1 2.51 0.46
1:A:1318:LEU:HD23 1:A:1318:LEU:H 1.81 0.46
1:B:2266:GLU:O 1:B:2270:ILE:HG13 2.16 0.46
1:C:3105:LYS:HE2 1:C:3106:GLU:CG 2.38 0.46
1:C:3414:LYS:HZ2 5:C:3:CHD:H42 1.81 0.46
1:A:1421:ILE:CG2 1:A:1425:MET:HE2 2.44 0.45
1:C:3304:LEU:HD22 6:C:13:PLM:H91 1.98 0.45
1:A:1395:LEU:HD22 | 1:A:1550:LEU:CD1 2.46 0.45
1:B:2370:GLU:HB3 | 1:B:2372:GLN:HE21 1.81 0.45
1:C:3283:VAL:O 1:C:3287:ARG:HG3 2.16 0.45
1:A:1351:ASN:HB3 1:A:1466:GLY:O 2.17 0.45
1:B:2312:PRO:HG2 1:B:2383: TRP:NE1 2.32 0.45
1:C:3486:SER:O 1:C:3490:1LE:HG13 2.16 0.45
1:A:1026:VAL:CG1 1:A:1207:SER:HB3 2.46 0.45
1:A:1242:ARG:HD3 1:A:1503:PHE:O 2.17 0.45

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:2034:LEU:HD13 1:B:2034:LEU:C 2.42 0.45
1:A:1090:ASP:0OD1 1:A:1090:ASP:C 2.60 0.45
1:B:2477:GLY:HA2 1:B:2493:SER:OG 2.17 0.45
1:C:3538:LYS:HE2 7:C:7024:HOH:O 2.16 0.45
1:A:1059:PRO:HD3 | 1:A:1117:LEU:HD12 1.98 0.45
1:B:2542:LYS:HD3 7:B:7073:HOH:O 2.16 0.45
1:A:1339:ARG:CG 1:A:1440:ALA:HA 2.42 0.45
1:B:2306:LEU:HD22 | 1:B:2366:TYR:CE1 2.52 0.45
1:C:3395:LEU:HD22 | 1:C:3550:LEU:HD12 1.97 0.45
1:B:2026:VAL:CG1 1:B:2207:SER:HB3 2.47 0.44
1:C:3262:LYS:HE3 1:C:3279:SER:OG 2.17 0.44
1:A:1120:ASN:HB2 1:A:1167:THR:OG1 2.18 0.44
1:A:1370:GLU:HB3 | 1:A:1372:GLN:HE21 1.82 0.44
1:B:2039:SER:OG 1:B:2046:PRO:HB3 2.17 0.44
1:B:2095:GLN:O 1:B:2099:GLU:HG3 2.18 0.44
1:B:2242:ARG:HD3 1:B:2503:PHE:O 2.16 0.44
1:B:2364:MET:SD 1:B:2388:LEU:HD11 2.58 0.44
1:C:3272:ALA:O 1:C:3289:LYS:HE3 2.17 0.44
1:A:1088: THR:HG22 | 1:A:1295:LEU:HD13 1.99 0.44
1:C:3088: THR:HG22 | 1:C:3295:LEU:HD13 2.00 0.44
1:B:2283:VAL:HG12 | 1:B:2287:ARG:NH1 2.31 0.44
1:B:2349:GLY:HA3 1:B:2447:TYR:CE1 2.52 0.44
1:C:3120:ASN:HB2 1:C:3167:THR:OG1 2.18 0.44
1:C:3205:1ILE:HD12 1:C:3205:1LE:HA 1.88 0.44
1:C:3266:GLU:O 1:C:3270:1ILE:HG13 2.16 0.44
1:C:3355:PHE:CE1 1:C:3360:PRO:HG3 2.52 0.44
1:A:1262:LYS:HE3 1:A:1279:SER:OG 2.18 0.44
1:B:2355:PHE:CD1 1:B:2360:PRO:HG3 2.53 0.44
1:C:3421:ILE:CG2 1:C:3425:MET:HE2 2.46 0.44
1:A:1026:VAL:HG12 1:A:1027:ASP:N 2.33 0.44
1:A:1435:ARG:O 1:A:1438:ARG:HB3 2.18 0.44
1:B:2323:ILE:HG21 1:B:2330:LYS:HA 1.99 0.44
1:C:3357:TRP:HA 5:C:3:CHD:H22 1.99 0.44
1:A:1508:ASN:HB3 7:A:7128:HOH:O 2.16 0.44
1:C:3025:VAL:HG22 | 1:C:3034:LEU:CD2 2.44 0.44
1:C:3246:GLU:HG2 1:C:3447:TYR:OH 2.18 0.44
1:C:3353:GLN:O 1:C:3467:ASP:HA 2.18 0.44
1:A:1395:LEU:HD22 | 1:A:1550:LEU:HD12 1.98 0.44
1:C:3364:MET:HE2 | 1:C:3364:MET:HB3 1.94 0.44
1:B:2119:LEU:HD12 1:B:2119:LEU:C 2.43 0.43
1:C:3041:GLU:O 1:C:3041:GLU:HG3 2.18 0.43

Continued on next page...




Page 22

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:A:1304:LEU:HB2 6:A:11:PLM:HD2 2.00 0.43
1:C:3353:GLN:OE1 1:C:3464:VAL:HA 2.18 0.43
1:A:1197:ALA:O 1:A:1201:VAL:HG23 2.18 0.43
1:A:1283:VAL:HG12 | 1:A:1287:ARG:NH1 2.34 0.43
1:C:3304:LEU:HD22 6:C:13:PLM:C7 2.49 0.43
1:C:3329:LEU:HD23 7:C:7174:-HOH:O 2.19 0.43
1:C:3357:TRP:C 1:C:3360:PRO:HD2 2.43 0.43
1:B:2330:LYS:HB2 1:B:2334:GLU:OE2 2.18 0.43
1:C:3059:PRO:HD3 | 1:C:3117:LEU:HD12 2.00 0.43
1:A:1025:VAL:HG22 | 1:A:1034:LEU:CD2 2.46 0.43
1:A:1041:GLU:O 1:A:1041:GLU:HG3 2.18 0.43
1:A:1124:PRO:HD3 1:A:1158:ALA:HB1 2.00 0.43
1:B:2379:-MET:HG2 | 1:B:2400:THR:OG1 2.17 0.43
1:B:2528:GLN:O 1:B:2533: THR:HA 2.19 0.43
1:C:3330:LYS:HB2 1:C:3334:GLU:OE2 2.18 0.43
1:A:1105:LYS:HG3 1:A:1106:GLU:N 2.30 0.43
1:A:1330:LYS:HB2 1:A:1334:GLU:OE2 2.19 0.43
1:C:3023:PRO:HB2 | 1:C:3034:LEU:HD21 2.01 0.43
1:A:1190:GLY:O 1:A:1194:GLN:HG3 2.18 0.43
1:B:2120:ASN:HB2 1:B:2167:THR:OG1 2.19 0.43
1:B:2253:SER:O 1:B:2255:LEU:N 2.51 0.43
3:B:282:SIA:H6 3:B:282:STA:C11 2.48 0.43
1:A:1023:PRO:HA 1:A:1024:PRO:HD3 1.81 0.42
1:A:1304:LEU:HD11 | 1:A:1363:LEU:HB3 2.01 0.42
1:A:1318:LEU:HD23 1:A:1318:LEU:N 2.33 0.42
1:B:2113:SER:HB2 | 1:C:3277:-THR:HG21 2.01 0.42
1:B:2246:GLU:HG2 1:B:2447:'TYR:OH 2.20 0.42
1:A:1176:GLY:HA2 1:A:1189: TRP:HB2 2.01 0.42
1:B:2366: TYR:HA 1:B:2367:PRO:HD3 1.78 0.42
1:C:3306:LEU:HD22 | 1:C:3366:TYR:CE1 2.54 0.42
1:C:3452:ARG:NE 1:C:3462:LYS:HA 2.33 0.42
1:C:3495:-MET:O 1:C:3498:LYS:HB2 2.19 0.42
1:A:1304:LEU:HB2 6:A:11:PLM:CA 2.49 0.42
1:A:1349:GLY:HA3 1:A:1447:-TYR:CZ 2.54 0.42
1:C:3058:PRO:HA 1:C:3059:PRO:HD2 1.98 0.42
1:C:3242:ARG:HD3 1:C:3503:PHE:O 2.19 0.42
1:C:3248:GLY:HA3 7:C:7279:HOH:O 2.18 0.42
1:C:3323:ILE:HG21 1:C:3330:LYS:HA 2.02 0.42
1:A:1023:PRO:HB2 | 1:A:1034:LEU:HD21 2.02 0.42
1:A:1214:SER:HA 7:A:7017:HOH:O 2.19 0.42
1:A:1301:MET:HE3 | 1:A:1301:MET:HB3 1.92 0.42

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:B:2290: THR:HG23 | 1:B:2293:GLU:OE2 2.19 0.42
1:C:3513:GLY:N 7:C:7182:HOH:O 2.52 0.42
1:B:2140:HIS:CE1 1:B:2147:GLY:HA3 2.55 0.42
1:B:2190:GLY:O 1:B:2194:GLN:HG3 2.19 0.42
1:B:2220:GLU:HB3 7:B:7149:HOH:O 2.20 0.42
1:B:2318:LEU:C 1:B:2319:LEU:O 2.62 0.42
1:B:2532:ASN:HB3 7:B:7015:HOH:O 2.19 0.42
1:A:1379:MET:HG2 | 1:A:1400:THR:OG1 2.19 0.42
1:B:2023:PRO:HB2 | 1:B:2034:LEU:HD21 2.02 0.42
1:C:3379:-MET:HG2 | 1:C:3400:THR:OG1 2.20 0.42
1:A:1180:THR:OG1 1:A:1182:ASP:0D2 2.35 0.42
1:B:2064:ARG:CZ 7:B:7253:HOH:O 2.68 0.42
1:A:1257:LYS:HE3 1:A:1322:VAL:CG1 2.50 0.42
1:B:2318:LEU:O 1:B:2319:LEU:O 2.38 0.42
1:B:2404:LEU:HD22 1:B:2413:LYS:O 2.20 0.42
1:C:3370:GLU:HB3 | 1:C:3372:GLN:HE21 1.83 0.42
1:A:1352:LYS:HB3 1:A:1465:1LE:O 2.20 0.42
1:A:1383: TRP:CZ3 1:A:1393:LYS:HB2 2.54 0.42
1:B:2551:PHE:C 1:B:2553:LYS:N 2.75 0.42
1:C:3176:GLY:HA2 1:C:3189: TRP:HB2 2.01 0.42
1:B:2197:ALA:O 1:B:2201:VAL:HG23 2.20 0.41
1:B:2205:ILE:HD12 1:B:2205:ILE:HA 1.87 0.41
1:C:3124:PRO:HD3 1:C:3158:ALA:HB1 2.02 0.41
1:A:1046:PRO:HA 7:A:7027:-HOH:O 2.20 0.41
1:B:2353:GLN:O 1:B:2467:ASP:HA 2.20 0.41
1:B:2385:SER:O 1:B:2389:VAL:HG22 2.20 0.41
1:C:3503:PHE:O 1:C:3507:GLY:N 2.49 0.41
1:B:2257:LYS:HA 1:B:2257:LYS:HD3 1.92 0.41
1:B:2297: THR:HA 1:B:2300:LYS:HE3 2.02 0.41
1:B:2025:VAL:HG22 | 1:B:2034:LEU:CD2 2.46 0.41
1:C:3435:ARG:O 1:C:3438:ARG:HB3 2.21 0.41
1:A:1179:SER:HA 1:A:1185:SER:O 2.21 0.41
1:B:2367:PRO:C 1:B:2369:SER:H 2.29 0.41
1:C:3264:LEU:O 1:C:3268:1LE:HG13 2.19 0.41
2:C:379:NAG:H3 2:C:379:NAG:HR&3 2.02 0.41
3:C:382:STA:H4 3:C:382:STA:C11 2.34 0.41
1:C:3179:SER:HA 1:C:3185:SER:O 2.20 0.41
1:C:3190:GLY:O 1:C:3194:GLN:HG3 2.20 0.41
1:C:3528:GLN:O 1:C:3533: THR:HA 2.20 0.41
1:A:1465:1LE:HD11 7:A:7255:HOH:O 2.21 0.41
1:B:2034:LEU:HB3 1:B:2079:ASN:HA 2.03 0.41

Continued on next page...




Page 24

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

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

1:B:2124:PRO:HD3 1:B:2158:ALA:HB1 2.03 0.41
1:B:2317:PRO:HD2 7:B:7164:HOH:O 2.20 0.41
1:C:3134:PRO:CG 1:C:3163:VAL:HG12 2.39 0.41
1:A:1064:ARG:NH2 1:A:1114:GLU:OE2 2.54 0.41
1:A:1205:ILE:HD12 1:A:1205:1ILE:HA 1.90 0.41
1:A:1309:GLN:CB 7:A:7065:HOH:O 2.69 0.41
1:A:1480:PHE:HZ 1:A:1494:LYS:HG3 1.86 0.41
1:B:2023:PRO:HA 1:B:2024:PRO:HD3 1.82 0.41
1:B:2254:VAL:CG2 | 1:B:2388:LEU:HD23 2.50 0.41
1:C:3304:LEU:O 1:C:3364:MET:HA 2.21 0.41
1:C:3349:GLY:HA3 1:C:3447:TYR:CZ 2.55 0.41
1:A:1528:GLN:O 1:A:1533: THR:HA 2.20 0.41
1:B:2115:ASP:0OD2 1:C:3278: THR:OG1 2.33 0.41
1:B:2383: TRP:CZ3 1:B:2393:LYS:HB2 2.56 0.41
1:B:2447:TYR:CD2 1:B:2447:TYR:C 2.98 0.41
1:B:2301:MET:HE3 1:B:2301:MET:HB3 2.00 0.41
1:B:2364:MET:HE1 | 1:B:2388:LEU:HD11 2.03 0.41
1:B:2176:GLY:HA2 1:B:2189: TRP:HB2 2.04 0.40
1:B:2252: THR:O 1:B:2253:SER:C 2.64 0.40
1:C:3063:LEU:HB3 7:C:7053:HOH:O 2.20 0.40
1:C:3461:PRO:HG2 | 1:C:3464:VAL:HG23 2.02 0.40
1:A:1087:CYS:O 1:A:1089:GLN:HG2 2.21 0.40
1:A:1318:LEU:CG 1:A:1319:LEU:N 2.77 0.40
1:A:1331:THR:HB 1:A:1333:GLU:OE1 2.21 0.40
1:A:1486:SER:O 1:A:1490:1ILE:HG13 2.22 0.40
1:B:2145:-MET:HE2 1:B:2303:PHE:HB2 2.03 0.40
1:B:2331:THR:HB 1:B:2333:GLU:OE1 2.20 0.40
1:B:2495:-MET:O 1:B:2498:LYS:HB2 2.21 0.40
1:C:3480:PHE:HZ 1:C:3494:LYS:HG3 1.85 0.40
1:A:1083:TYR:CD2 1:A:1108:ILE:HG21 2.57 0.40
1:A:1145:MET:HE2 1:A:1303:PHE:CD1 2.56 0.40
1:B:2090:ASP:HA 1:B:2091:PRO:HD2 1.92 0.40
1:B:2223:GLY:O 1:B:2227:VAL:HG23 2.21 0.40
1:C:3195:VAL:HG13 | 1:C:3239:LEU:CD1 2.51 0.40
1:A:1211:ASN:HA 1:A:1212:PRO:HD2 1.99 0.40
1:A:1304:LEU:HD11 1:A:1363:LEU:C 2.47 0.40
1:B:2179:SER:HA 1:B:2185:SER:O 2.22 0.40
1:C:3257:LYS:CE 1:C:3316:GLN:OE1 2.70 0.40
1:C:3404:LEU:HD22 1:C:3413:LYS:O 2.22 0.40
1:A:1304:LEU:CB 6:A:11:PLM:HD2 2.51 0.40

There are no symmetry-related clashes.
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5.3 Torsion angles (i)
5.3.1 Protein backbone (i)

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

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 530/542 (98%) 481 (91%) | 45 (8%) 4 (1%) 16| 50
1 B 343/542 (63%) 309 (90%) | 27 (8%) 7 (2%) E 28
1 C 530/542 (98%) 484 (91%) | 43 (8%) 3 (1%) 21 56
All All 1403/1626 (86%) | 1274 (91%) | 115 (8%) | 14 (1%) 12 45

All (14) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 1185 SER
1 B 2319 LEU
1 B 2369 SER
1 C 3185 SER
1 A 1538 LYS
1 B 2538 LYS
1 C 3538 LYS
1 A 1253 SER
1 B 2254 VAL
1 B 2358 LEU
1 B 2368 LEU
1 A 1302 LYS
1 C 3253 SER
1 B 2317 | PRO

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.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#torsion_angles
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_backbone
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#protein_sidechains
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

1 A 448 /457 (98%) | 438 (98%) | 10 (2%) | 45 74
1 B 448/457 (98%) | 437 (98%) | 11 (2%) | 42 72
1 C 448 /457 (98%) | 439 (98%) | 9 (2%) 48 176

All | ALl | 1344/1371 (98%) | 1314 (98%) | 30 (2%) | 45 74

All (30) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 1041 GLU
1 A 1092 LYS
1 A 1106 GLU
1 A 1199 | ARG
1 A 1218 PHE
1 A 1242 | ARG
1 A 1264 LEU
1 A 1338 GLU
1 A 1465 ILE
1 A 1523 LYS
1 B 2041 GLU
1 B 2092 LYS
1 B 2106 GLU
1 B 2199 | ARG
1 B 2218 PHE
1 B 2242 | ARG
1 B 2264 LEU
1 B 2318 LEU
1 B 2338 GLU
1 B 2366 TYR
1 B 2523 LYS
1 C 3041 GLU
1 C 3092 LYS
1 C 3199 | ARG
1 C 3218 PHE
1 C 3242 | ARG
1 C 3264 LEU
1 C 3338 GLU
1 C 3463 THR
1 C 3523 LYS

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (27)
such sidechains are listed below:
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Mol | Chain | Res | Type
1 A 1030 HIS
1 A 1045 GLN
1 A 1069 GLN
1 A 1162 ASN
1 A 1238 ASN
1 A 1316 GLN
1 A 1372 GLN
1 A 1375 GLN
1 A 1450 GLN
1 A 1549 ASN
1 B 2045 GLN
1 B 2069 GLN
1 B 2162 ASN
1 B 2184 HIS
1 B 2316 GLN
1 B 2372 GLN
1 B 2375 GLN
1 B 2450 GLN
1 B 2549 ASN
1 C 3030 HIS
1 C 3045 GLN
1 C 3069 GLN
1 C 3131 ASN
1 C 3162 ASN
1 C 3372 GLN
1 C 3516 HIS
1 C 3549 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 oligosaccharides in this entry.


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#nonstandard_residues_and_ligands
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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 MRS
3 | SIA A 182 | - [21,2121] 097 | 1(4%) |243131] 1.06 | 3 (12%)
3 SIA C 382 - 21,21,21 0.99 2 (9%) 24,31,31 1.28 3 (12%)
5 CHD C 3 - 32,32,32 | 2.29 17 (53%) | 51,51,51 | 1.37 8 (15%)
4 SO4 A 184 - 4,44 0.41 0 6,6,6 0.08 0
5 CHD B 2 - 32,32,32 | 2.36 18 (56%) | 51,51,51 | 1.39 7 (13%)
2 NAG B 279 1 14,14,15 | 0.54 0 17,19,21 1.05 1 (5%)
4 SO4 A 285 - 4,44 0.41 0 6,6,6 0.10 0
4 SO4 A 185 - 4,44 0.41 0 6,6,6 0.10 0
4 SO4 B 284 - 4,44 0.37 0 6,6,6 0.15 0
5 |CHD | A 1 - [32,3232] 224 | 18 (56%) | 51,5151 | 1.36 | 8 (15%)
6 PLM C 13 - 17,17,17 | 0.69 0 17,17,17 | 0.58 0
6 PLM B 12 - 17,1717 | 0.69 0 17,1717 | 0.64 0
4 SO4 C 385 - 4,44 0.42 0 6,6,6 0.12 0
2 NAG A 179 1 14,14,15 | 0.80 0 17,19,21 1.15 2 (11%)
2 NAG C 379 1 14,14,15 | 0.63 0 17,19,21 1.13 2 (11%)
6 PLM A 11 - 17,17,17 | 0.63 0 17,17,17 | 0.63 0
3 SIA B 282 - 21,21,21 | 0.86 0 24,31,31 | 1.26 4 (16%)
4 SO4 C 384 - 4,44 0.39 0 6,6,6 0.15 0

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
3 STA A 182 - - 9/20/38/38 | 0/1/1/1
3 STA C 382 - - 14/20/38/38 | 0/1/1/1
5 CHD C 3 - - 5/9/74/74 | 0/4/4/4
5 CHD B 2 - - 5/9/74/74 | 0/4/4/4
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Mol | Type | Chain | Res | Link | Chirals Torsions Rings
2 NAG B 279 1 - 2/6/23/26 0/1/1/1
5 | CHD | A e - 3/9/74/74 | 0/4/4/4
6 PLM C 13 - - 11/15/15/15 -

6 |PLM| B | 12 | - - 9/15/15/15 -

2 NAG A 179 1 - 3/6/23/26 0/1/1/1

2 | NAG C 379 1 1/1/5/7 | 3/6/23/26 |0/1/1/1

6 PLM A 11 - - 13/15/15/15 -

3 | SIA | B |28 - - 6/20/38/38 | 0/1/1/1
All (56) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
5 C 3 CHD | C20-C17 | 4.85 1.62 1.54
) C 3 CHD | 025-C24 | 4.04 1.35 1.22
5 B 2 CHD | C11-C12 | 4.03 1.59 1.53
5 B 2 | CHD | C10-C9 | 3.92 1.62 1.56
) B 2 CHD | 025-C24 | 3.80 1.34 1.22
5 C 3 CHD | C11-C12 | 3.76 1.59 1.53
) A 1 CHD | C11-C12 | 3.74 1.59 1.53
5 A 1 CHD | 025-C24 | 3.63 1.34 1.22
) C 3 CHD | C11-C9 | 3.61 1.59 1.53
) B 2 CHD | C20-C17 | 3.49 1.60 1.54
) A 1 CHD | C20-C17 | 3.47 1.60 1.54
5 B 2 CHD | C11-C9 | 3.46 1.59 1.53
5 C 3 CHD | C18-C13 | 3.40 1.59 1.54
5 B 2 CHD C4-Cbh 3.25 1.59 1.53
) A 1 CHD | C18-C13 | 3.14 1.59 1.54
5 A 1 | CHD | C11-C9 | 3.05 1.58 1.53
5 A 1 | CHD | C6-C5 | 3.04 1.58 1.53
) C 3 CHD | C10-C9 | 3.04 1.61 1.56
5 B 2 CHD | C18-C13 | 3.01 1.59 1.54
5 A 1 CHD C4-Cd 2.89 1.58 1.53
5 C 3 CHD C8-C9 | 2.83 1.59 1.53
) B 2 CHD C6-Cd 2.81 1.58 1.53
) A 1 CHD | 026-C24 | -2.80 1.21 1.30
5 A 1 | CHD | C8C9 | 2.78 1.59 1.53
) A 1 CHD | C10-C5 | 2.73 1.59 1.55
5 C 3 CHD | 026-C24 | -2.64 1.22 1.30
5 A 1 CHD | C10-C9 | 2.59 1.60 1.56
5 B 2 CHD | C10-C5 | 2.58 1.59 1.55

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
) B 2 CHD | C8-C9 | 2.56 1.58 1.53
) C 3 CHD | C10-C5 | 2.54 1.59 1.55
) C 3 CHD | C6-C5 | 2.50 1.57 1.53
5 B 2 CHD | 026-C24 | -2.48 1.22 1.30
) A 1 CHD | C13-C17 | 2.43 1.59 1.55
) B 2 CHD | C8-C14 | 241 1.58 1.53
) B 2 CHD | C1-C2 | 2.40 1.58 1.53
3 A 182 | SIA C3-C2 2.39 1.55 1.51
) C 3 CHD | C23-C24 | 2.37 1.56 1.50
) B 2 CHD | C8-C7 | 2.35 1.57 1.53
) B 2 CHD | C13-C17 | 2.35 1.59 1.55
5 B 2 CHD C2-C3 2.35 1.57 1.51
) C 3 CHD | C13-C12 | 2.31 1.58 1.54
5 A 1 CHD | C2-C3 | 2.29 1.56 1.51
) C 3 CHD C2-C3 2.29 1.56 1.51
3 C 382 | SIA C7-C6 | 2.26 1.55 1.52
) C 3 CHD | C6-C7 | 2.23 1.57 1.52
5 A 1 CHD C4-C3 2.19 1.55 1.52
) A 1 CHD | C8-C7 | 2.18 1.57 1.53
3 C 382 | SIA 06-C2 | 2.17 1.45 1.43
) B 2 CHD C4-C3 2.15 1.55 1.52
5 A 1 CHD C1-C2 2.13 1.57 1.53
5 B 2 CHD C6-C7 | 2.13 1.56 1.52
) C 3 CHD | C8-C7 | 2.05 1.57 1.53
) C 3 CHD | C13-C17 | 2.03 1.58 1.55
5 C 3 CHD | C8-C14 | 2.02 1.57 1.53
5 A 1 CHD | C13-C12 | 2.01 1.57 1.54
) A 1 CHD | C8-C14 | 2.01 1.57 1.53

All (38) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
) B 2 CHD | C17-C13-C14 | -4.20 95.90 100.11
) C 3 CHD | C19-C10-C1 | -3.87 102.16 108.31
2 B 279 | NAG C2-N2-C7 | -3.71 117.92 122.90
) A 1 CHD | C17-C13-C14 | -3.32 96.79 100.11
3 C 382 | SIA O1A-C1-C2 | -3.26 118.42 123.85
5 A 1 CHD | C9-C11-C12 | -3.21 110.09 114.29
2 C 379 | NAG C4-C3-C2 3.21 115.72 111.02
3 B 282 | SIA O1A-C1-C2 | -2.95 118.93 123.85
5 B 2 CHD | C9-C11-C12 | -2.88 110.52 114.29
3 A 182 | SIA O1A-C1-C2 | -2.88 119.05 123.85
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
5 B 2 CHD | C19-C10-C1 | -2.86 103.75 108.31
5 A 1 CHD | C19-C10-C1 |-2.74 103.95 108.31
3 C 382 | SIA C9-C8-C7 -2.60 106.88 112.17
) A 1 CHD | C16-C17-C20 | -2.58 108.28 112.18
3 B 282 | SIA C3-C4-Cbh 2.53 113.63 109.72
) C 3 CHD | C9-C11-C12 | -2.45 111.08 114.29
2 A 179 | NAG C2-N2-C7 -2.43 119.64 122.90
5 C 3 CHD | C21-C20-C22 | -2.43 106.57 110.34
5 B 2 CHD | C16-C17-C20 | -2.42 108.51 112.18
2 A 179 | NAG C3-C4-Ch 241 114.61 110.23
) C 3 CHD | C16-C15-C14 | -2.40 100.44 105.14
) A 1 CHD | C14-C13-C12 | -2.40 105.22 107.42
5 C 3 CHD C1-C2-C3 -2.34 107.38 110.48
5 B 2 CHD | C14-C13-C12 | -2.33 105.28 107.42
5 B 2 CHD C6-Ch-C10 | -2.32 110.19 112.66
5 C 3 CHD | C18-C13-C12 | 2.29 111.35 109.06
3 B 282 | SIA 06-C6-C7 | 2.29 110.23 106.65
3 A 182 | SIA C9-C8-C7 -2.23 107.62 112.17
) C 3 CHD | 026-C24-C23 | 2.23 121.04 114.00
3 A 182 | SIA 06-C6-C7 2.23 110.13 106.65
5 B 2 CHD | 026-C24-C23 | 2.22 121.01 114.00
5 A 1 CHD | C16-C15-C14 | -2.20 100.84 105.14
) A 1 CHD | 026-C24-C23 | 2.15 120.81 114.00
3 C 382 | SIA 06-C6-C7 | 2.14 110.00 106.65
3 C 3 CHD | C17-C13-C14 | -2.14 97.97 100.11
2 C 379 | NAG C2-N2-C7 -2.08 120.11 122.90
3 B 282 | SIA C9-C8-C7 -2.02 108.06 112.17
5 A 1 CHD C6-C5-C10 | -2.00 110.53 112.66

All (1) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom

2 C 379 | NAG C1
All (83) torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
2 C 379 | NAG C3-C2-N2-C7
2 C 379 | NAG C8-C7-N2-C2
2 C 379 | NAG O7-C7-N2-C2
3 A 182 | SIA 0O1A-C1-C2-02
3 A 182 | SIA 01B-C1-C2-02

Continued on next page...
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Mol | Chain | Res | Type Atoms

3 A 182 | SIA 01B-C1-C2-06
3 A 182 | SIA 06-C6-C7-07

3 A 182 | SIA C11-C10-N5-C5H
3 A 182 | SIA 010-C10-N5-Ch
3 B 282 | SIA (C4-Ch-N5-C10

3 B 282 | SIA C11-C10-N5-C5
3 B 282 | SIA 010-C10-N5-Cb
3 C 382 | SIA ChH-C6-C7-C8

3 C 382 | SIA C5-C6-C7-07

3 C 382 | SIA 06-C6-C7-C8

3 C 382 | SIA 06-C6-C7-07

3 C 382 | SIA C11-C10-N5-C5
3 C 382 | SIA 010-C10-N5-Ch
2 B 279 | NAG C8-C7-N2-C2

2 B 279 | NAG O7-C7-N2-C2

2 A 179 | NAG C8-C7-N2-C2

5 C 3 CHD | C17-C20-C22-C23
5 C 3 CHD | C21-C20-C22-C23
5 B 2 CHD | C20-C22-C23-C24
2 A 179 | NAG O7-C7-N2-C2

5 C 3 CHD | C20-C22-C23-C24
6 C 13 | PLM | CB-CC-CD-CE
6 B 12 | PLM C4-Ch-C6-C7

6 A 11 | PLM C4-Ch-C6-C7

5 A 1 CHD | C20-C22-C23-C24
6 B 12 | PLM ChH-C6-CT7-C8

6 C 13 | PLM C9-CA-CB-CC

6 A 11 | PLM | CA-CB-CC-CD
6 B 12 | PLM CC-CD-CE-CF
6 A 11 | PLM | CB-CC-CD-CE
6 B 12 | PLM C9-CA-CB-CC

6 C 13 | PLM C5-C6-CT7-C8

6 A 11 | PLM CC-CD-CE-CF
6 A 11 | PLM C7-C8-C9-CA

6 A 11 | PLM C2-C3-C4-C5H

6 A 11 | PLM C1-C2-C3-C4

6 C 13 | PLM C3-C4-ChH-C6

3 C 382 | SIA O7-C7-C8-08

6 A 11 | PLM (C3-C4-ChH-C6

3 C 382 | SIA C6-C5-N5-C10
6 C 13 | PLM C2-C3-C4-C5H

6 A 11 | PLM ChH-C6-CT7-C8

Continued on next page...
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Mol | Chain | Res | Type Atoms
6 C 13 | PLM C6-C7-C8-C9
6 B 12 | PLM | CB-CC-CD-CE
6 C 13 | PLM | CD-CE-CF-CG
6 B 12 | PLM C6-C7-C8-C9
6 A 11 | PLM | CD-CE-CF-CG
6 B 12 | PLM (C3-C4-ChH-C6
3 C 382 | SIA 07-C7-C8-C9
2 A 179 | NAG 05-ChH-C6-06
6 C 13 | PLM C4-C5-C6-C7
3 C 382 | SIA 0O1A-C1-C2-C3
3 C 382 | SIA 0O1B-C1-C2-C3
6 C 13 | PLM | CA-CB-CC-CD
3 A 182 | SIA 0O1A-C1-C2-06
3 B 282 | SIA 01A-C1-C2-02
3 B 282 | SIA 01A-C1-C2-06
6 A 11 | PLM C6-C7-C8-C9
3 C 382 | SIA C6-C7-C8-08
5 B 2 CHD | C21-C20-C22-C23
3 C 382 | SIA (C4-C5-N5-C10
6 A 11 | PLM 02-C1-C2-C3
6 A 11 | PLM 01-C1-C2-C3
6 C 13 | PLM 01-C1-C2-C3
3 A 182 | SIA C5-C6-C7-07
5 B 2 CHD | C22-C23-C24-026
5 A 1 CHD | C22-C23-C24-026
5 C 3 CHD | C22-C23-C24-026
6 C 13 | PLM 02-C1-C2-C3
6 B 12 | PLM 02-C1-C2-C3
3 C 382 | SIA 01B-C1-C2-02
5 B CHD | C22-C23-C24-025
5 A 1 CHD | C22-C23-C24-025
6 B 12 | PLM 01-C1-C2-C3
5 C 3 CHD | C22-C23-C24-025
5 B 2 CHD | C17-C20-C22-C23
3 A 182 | SIA 01B-C1-C2-C3
3 B 282 | SIA C6-C5-N5-C10

There are no ring outliers.

9 monomers are involved in 40 short contacts:

Mol

Chain

Res

Type

Clashes | Symm-Clashes

3

A

182

SIA

3 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 C 382 | SIA 6 0
5 C 3 CHD 0
5 A 1 CHD 2 0
6 C 13 | PLM 7 0
6 B 12 | PLM 2 0
2 C 379 | NAG 2 0
6 A 11 | PLM 9 0
3 B 282 | SIA 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand SIA C 382
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Ligand CHD B 2
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Ligand SIA B 282

Torsions Rings

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#polymer_linkage
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.


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