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Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 2.80 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Clashscore IR | I 19
Ramachandran outliers NN I I 0.7%
Sidechain outliers NN | I 0.0%
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 2827 (2.80-2.80)
Ramachandran outliers 100387 2782 (2.80-2.80)
Sidechain outliers 100360 2784 (2.80-2.80)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. A
grey segment represents the fraction of residues that are not modelled. The numeric value for each
fraction is indicated below the corresponding segment, with a dot representing fractions <=5%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 879 71% 23%
1 B 879 61% 30% 6% -
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 13538 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 YEAST GLYCOGEN PHOSPHORYLASE.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 858 6744 4331 1140 1253 20 0 0 0
Total C N @) S
1 B 858 6744 4331 1140 1253 20 0 0 0

There are 16 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
A 8 LEU LYS CONFLICT | UNP P06738
A 50 VAL ALA | CONFLICT | UNP P06738
A 115 LEU GLY | CONFLICT | UNP P06738
A 254 LEU PHE | CONFLICT | UNP P06738
A 255 ASN ALA | CONFLICT | UNP P06738
A 267 ALA PRO | CONFLICT | UNP P06738
A 412 GLU GLN | CONFLICT | UNP P06738
A 596 ARG LYS CONFLICT | UNP P06738
B 8 LEU LYS CONFLICT | UNP P06738
B 50 VAL ALA | CONFLICT | UNP P06738
B 115 LEU GLY | CONFLICT | UNP P06738
B 254 LEU PHE | CONFLICT | UNP P06738
B 255 ASN ALA | CONFLICT | UNP P06738
B 267 ALA PRO | CONFLICT | UNP P06738
B 412 GLU GLN | CONFLICT | UNP P06738
B 596 ARG LYS CONFLICT | UNP P06738

e Molecule 2 is PHOSPHATE ION (three-letter code

: PO4) (formula: O4P).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O P
2 A 1 5 11 0 0
Total O P
2 A 1 5 41 0 0
Total O P
2 B 1 5 11 0 0
Total O P
2 B 1 5 11 0 0

e Molecule 3is PYRIDOXAL-5-PHOSPHATE (three-letter code: PLP) (formula: CgH;oNOgP).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
3 A 1 15 8 1 5 1 0 0
Total C N O P
3 B 1 15 8 1 5 1 0 0
¢PDB
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one
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.
e Molecule 1: YEAST GLYCOGEN PHOSPHORYLASE

3 Residue-property plots (i)

Note EDS was not executed.

Page 6

8.a . osLTL 8ggN 10%8 [ | L8 $9A 1
1 .18 L4 00%1 YESH — | 9geN | g91 8£TY
mE 9LTA 66€H £ea) mmﬁ EIET TN LETD
qLTh l 865y %281 190 | oeeTT
TLb BLTL | L68d I €59 [ | I GETH
1 1 zaTd 96€T [E [ | 5081 . 1
891 1411 [ | 1 | 6zeE 6£91 83s TETH
I 0L1T 6521 82a) [ ] f ;N 1 1
697) | sbed z6ed 998 L6LM © €98 621V
991 8910 Ly 16€1 [ | 1 821a
790 | oLew | owav | 290 Lz1d
1 mmE aveh L8EM goN 9z1d
19a #hTh | oged } T6LH [a28 | geid
09y €974 [ | aged — 129% [ | | oew1 $21a
1 1 1921 1 0291 $8LH [ {
LK 0974 | owen | 8LEL z181 [ | [ | o LT
1 1 682N 1 £T9% 181 ) 0%y 1114
g9d qgTM | sgen 998a } AL 1 ® 681 9119
438 1 G9EM H80SL 179d 1404 SEL 144
| ¥HTA I | | .otV | [zen] vra
aN 1 T9H 803N 6095 ¥LLS 988
428 8ETY 1 | L0981 [ | [ | gEA
hms hmmu 905L %091 mmE
F 50ed | g09s £8a
0%V 2ETH . 6ged TSEA Z09A 93N ze1
6€1 1
8gL 821a PPET 009Y €98
[ g1 | 1 $TTA 167 669d
oga $21a [ | Zved [ | 8zh
{ 112 08%A AT6SN
0%EL [ |
QITT qTeh 1 L1%S az6aT L1b
$118 [ | L2EL [ | [ | 9TH
1 awieT 9zEM TLHI 16GY

DETTYH

TELH
79% 889 [ |
8TLH

PN

T11

6GYH 08SA 66T

SGPA TTL1

-0 .
61%
‘DF
A

91H . er
|oemy 16%% 9.5b + B €64
HIN [ | [ | -mh 1
e 98%d €18k PILT 067
451 98 [ | ETLN NeX . 684
1 [ | 0481 [ | I 883
L1 €91 6994 6691 1
1 [ | 8698 NGb 184
i | zeta 8N Gz | Le9n | med |
1 1671 £82a ¥TH1 969N NLT 8La
N84 | oetE 28N | eTEa asssn 5697 N84 1

<+
~
=

NOTL £L3
NTTT
NZTY TLD
NETY 1

68TH (2270 58681
€64 88Td [ | £690
| | gasN 269

0611 78TN 89zh T69L
807H 879 [ |

| men
NOTL
NTTT
NZTY
NETY
883 z8TH 292k [ | [ | 8891
1 18TA | T9za 20528 6£91 [ |

+
:

T84 €0%I S99H

| 6L1d | esen | zovI LESA [ |

o
©
Il
)

e Molecule 1: YEAST GLYCOGEN PHOSPHORYLASE

Chain B

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

Full wwPDB X-ray Structure Validation Report 1YGP

Page 7

081a

6.1d

LL.18
9LTA
SLTD
YLIR

TLII
0LTI
6913
891h

9914

F

2913

0974

GSTH
parv

0S1d

PAAL

4478

6Ty

8cN

£8c¢a

+H

TLcH

89z

P9TN

29Tk
T9ca
092D

89el

c8cd
14924

6%CL

PAZ4S

Sveh
vhe

%21

6ETN

LETN

veTH

0ETA

8ced

444
£y

L1TD

STTH

0Tvd
6074
80%M

4029
£0%I

T0%E
00%1
66EH
86€Y

96€1

Y6EH

26ed

1
+

88€d

8LEL

99€d
S9EM

£9€3

TOEM

9GeT

TSeN

8ved

PheT

Zhed

0%eL

8081

0€1
€0€8

00€D

8624
L6TR

GTSA
[44°28

gTsd

F

2181

F

F80SL

808N

9081

L

2081

T6%M
0674

88%d
L8%L

6.%d

LLYS

SLYA

TLYI

GEVS

TEVI

8TYI

STyl
4974

(44728

45728

F

119d

609S

7091

209A
T09%

669d

AT6SN

ac6s1

169)

9.5b

€LGR
cLSd

0.8I
6994
898G

3

¥95a

C99T
T9GL

088SGT

€38N

0893

8991

LEGA

i

T€91
0€Sd

8TLA

9T.LH

PTLT
ETLN

0TLT
60L4

S0.3

T0.4
00LL
6691
8693

+

969N
S69V

£69a

T69L
069D

889I

1894

.98

cL93

G99H

%993

T99a

899d
LS9T

bgod

8%94

6€971
8E9H

Q€98

et4°}]

TTou

0T9I

L19%

€191

T184d

H

LBLM

CT6LH

06.2

G8Ld

€8.LL

8.1

LLLA
9L.La

YLLS

TLLR
OLLK

T9LA

69.L1

LS.3

I

T2LT

628d

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8 Full wwPDB X-ray Structure Validation Report 1YGP

4 Data and refinement statistics (i)

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

Property Value Source
Space group P 212121 Depositor
Cell constants 103.91A 143.93A 169.26A .
Depositor
a, b, c,a, 3,7 90.00° 90.00° 90.00°
Resolution (A) 6.00 — 2.80 Depositor
% Data Completeness (Not available) (6.00-2.80) Depositor
(in resolution range)
Rinerge 0.10 Depositor
Raym (Not available) Depositor
Refinement program X-PLOR 3.1 Depositor
R, Rree 0.179 , 0.239 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 13538 wwPDB-VP
Average B, all atoms (A2) 21.0 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: PO4,
PLP

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\ (o7 #éy >5 RMSZ #é\ >5
1 A 0.74 0/6901 144 | 86/9378 (0.9%)
1 B 1.60 | 45/6901 (0.7%) | 1.61 | 115/9378 (1.2%)
All | Al | 1.25 |45/13802 (0.3%) | 1.53 | 201/18756 (1.1%)

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 2

All All 0 4

All (45) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 B 67 TRP | NE1-CE2 | -6.96 1.28 1.37
1 B 361 | TRP | CG-CD2 | -6.92 1.31 1.43
1 B 357 | GLU | CD-OE2 | -6.83 1.18 1.25
1 B 150 | GLU | CD-OE2 | -6.79 1.18 1.25
1 B 790 | GLU | CD-OE1 | -6.69 1.18 1.25
1 B 365 | TRP | CD1-NE1 | -6.62 1.26 1.38
1 B 244 | TRP | CG-CD2 | -6.23 1.33 1.43
1 B 303 | SER CA-CB | -6.11 1.43 1.52
1 B 361 | TRP | CD1-NE1 | -6.11 1.27 1.38
1 B 299 | TRP | CG-CD2 | -6.09 1.33 1.43
1 B 155 | TRP | CD1-NE1 | -6.05 1.27 1.38
1 B 155 | TRP | CG-CD2 | -6.04 1.33 1.43
1 B 672 | GLU | CD-OE1 | -5.95 1.19 1.25
1 B 385 | GLU | CD-OE2 | -5.89 1.19 1.25

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
1 B 505 | GLU | CD-OE2 | -5.85 1.19 1.25
1 B 67 TRP | CG-CD2 | -5.83 1.33 1.43
1 B 215 | TRP | CG-CD2 | -5.82 1.33 1.43
1 B 299 | TRP | CD1-NE1 | -5.71 1.28 1.38
1 B 365 | TRP | CD2-CE2 | -5.71 1.34 1.41
1 B 654 | GLU | CD-OE2 | -5.70 1.19 1.25
1 B 753 | GLU | CD-OE2 | -5.63 1.19 1.25
1 B | 4(N) | GLU | CD-OEL | -5.60 1.19 1.25
1 B 300 | CYS CB-SG | -5.60 1.72 1.81
1 B 215 | TRP | CD1-NE1 | -5.58 1.28 1.38
1 B 572 | GLU | CD-OE2 | -5.57 1.19 1.25
1 B 785 | GLU | CD-OE2 | -5.51 1.19 1.25
1 B 829 | PRO N-CD -0.47 1.40 1.47
1 B 182 | TRP | CD1-NE1 | -5.39 1.28 1.38
1 B 127 | PRO N-CD -5.38 1.40 1.47
1 B 13 TRP | NE1-CE2 | -5.38 1.30 1.37
1 B 757 | GLU | CD-OE2 | -5.36 1.19 1.25
1 B 188 | PRO N-CD -5.35 1.40 1.47
1 B 326 | TRP | NE1-CE2 | -5.34 1.30 1.37
1 B 244 | TRP | NE1-CE2 | -5.28 1.30 1.37
1 B 534 | TRP | CD1-NE1 | -5.26 1.29 1.38
1 B 716 | GLU | CD-OE2 | -5.25 1.19 1.25
1 B 797 | TRP | CD1-NE1 | -5.24 1.29 1.38
1 B 784 HIS | CD2-NE2 | -5.21 1.26 1.38
1 B 572 | GLU | CD-OE1 | -5.20 1.20 1.25
1 B 534 | TRP | CG-CD2 | -5.19 1.34 1.43
1 B 189 | TRP | CD1-NE1 | -5.18 1.29 1.38
1 B 790 | GLU | CD-OE2 | -5.14 1.20 1.25
1 B 664 | GLU | CD-OE2 | -5.11 1.20 1.25
1 B 658 | PRO N-CD -5.09 1.40 1.47
1 B 199 | PRO N-CD -5.09 1.40 1.47

All (201) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
1 B 365 TRP | CD1-CG-CD2 | 11.48 115.48 106.30
1 B 365 TRP | CE2-CD2-CG | -9.98 99.32 107.30
1 B 797 TRP | CD1-CG-CD2 | 9.78 114.12 106.30
1 B 299 TRP | CD1-CG-CD2 | 9.62 114.00 106.30
1 B 189 TRP | CD1-CG-CD2 | 9.23 113.69 106.30
1 A 408 TRP | CD1-CG-CD2 | 9.20 113.66 106.30
1 B 182 TRP | CD1-CG-CD2 | 8.97 113.48 106.30

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

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 299 TRP | CD1-CG-CD2 | 8.95 113.46 106.30
1 B 438 ARG | NE-CZ-NH1 8.88 124.74 120.30
1 B 722 ARG | NE-CZ-NH1 8.87 124.74 120.30
1 B 299 TRP | CE2-CD2-CG | -8.81 100.25 107.30
1 B 408 TRP | CD1-CG-CD2 | 8.77 113.32 106.30
1 B 182 TRP | CE2-CD2-CG | -8.76 100.29 107.30
1 A 365 TRP | CD1-CG-CD2 | 8.76 113.30 106.30
1 A 797 TRP | CD1-CG-CD2 | 8.57 113.16 106.30
1 B 155 TRP | CE2-CD2-CG | -8.56 100.45 107.30
1 B 361 TRP | CE2-CD2-CG | -8.55 100.46 107.30
1 A 244 TRP | CD1-CG-CD2 | 8.47 113.08 106.30
1 B 387 TRP | CD1-CG-CD2 | 8.43 113.05 106.30
1 A 138 ARG | NE-CZ-NH1 8.39 124.50 120.30
1 A 326 TRP | CD1-CG-CD2 | 8.35 112.98 106.30
1 B 189 TRP | CE2-CD2-CG | -8.28 100.67 107.30
1 A 387 TRP | CD1-CG-CD2 | 8.24 112.89 106.30
1 B 113(F) | PRO CA-N-CD -8.23 99.97 111.50
1 A 155 TRP | CD1-CG-CD2 | 8.21 112.87 106.30
1 B 60 ARG | NE-CZ-NH2 | -8.19 116.20 120.30
1 A 408 TRP | CE2-CD2-CG | -8.14 100.79 107.30
1 B 034 TRP | CE2-CD2-CG | -8.05 100.86 107.30
1 A 365 TRP | CE2-CD2-CG | -7.99 100.91 107.30
1 B 155 TRP | CD1-CG-CD2 | 7.99 112.69 106.30
1 A 182 TRP | CD1-CG-CD2 | 7.93 112.64 106.30
1 A 189 TRP | CD1-CG-CD2 | 7.92 112.64 106.30
1 A 13 TRP | CD1-CG-CD2 | 7.89 112.62 106.30
1 B 215 TRP | CE2-CD2-CG | -7.86 101.01 107.30
1 A 361 TRP | CD1-CG-CD2 | 7.83 112.56 106.30
1 A 326 TRP | CE2-CD2-CG | -7.83 101.04 107.30
1 A 67 TRP | CE2-CD2-CG | -7.78 101.08 107.30
1 A 113(F) | PRO CA-N-CD -7.76 100.64 111.50
1 A 797 TRP | CE2-CD2-CG | -7.75 101.10 107.30
1 A 034 TRP | CD1-CG-CD2 | 7.73 112.48 106.30
1 B 534 TRP | CD1-CG-CD2 | 7.71 112.47 106.30
1 B 81 ARG | NE-CZ-NH1 7.70 124.15 120.30
1 B 825 TRP | CE2-CD2-CG | -7.67 101.17 107.30
1 B 365 TRP | CG-CD1-NE1 | -7.62 102.48 110.10
1 A 138 ARG | NE-CZ-NH2 | -7.61 116.50 120.30
1 B 387 TRP | CE2-CD2-CG | -7.60 101.22 107.30
1 A 13 TRP | CE2-CD2-CG | -7.58 101.23 107.30
1 B 491 TRP | CD1-CG-CD2 | 7.58 112.36 106.30
1 B 797 TRP | CE2-CD2-CG | -7.57 101.24 107.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 825 TRP | CD1-CG-CD2 | 7.54 112.33 106.30
1 A 825 TRP | CD1-CG-CD2 | 7.53 112.32 106.30
1 A 361 TRP | CE2-CD2-CG | -7.46 101.33 107.30
1 A 387 TRP | CE2-CD2-CG | -7.45 101.34 107.30
1 A 189 TRP | CE2-CD2-CG | -7.44 101.35 107.30
1 B 490 ARG | NE-CZ-NH1 7.44 124.02 120.30
1 A 135 TRP | CE2-CD2-CG | -7.42 101.36 107.30
1 A 182 TRP | CE2-CD2-CG | -7.36 101.41 107.30
1 B 408 TRP | CE2-CD2-CG | -7.29 101.47 107.30
1 A 795 ARG | NE-CZ-NH2 | -7.28 116.66 120.30
1 A 244 TRP | CE2-CD2-CG | -7.26 101.49 107.30
1 A | 113(F) | PRO | N-CA-CB | 7.24 111.99 103.30
1 A 825 TRP | CE2-CD2-CG | -7.21 101.53 107.30
1 B 326 TRP | CD1-CG-CD2 | 7.20 112.06 106.30
1 B 365 TRP | CG-CD2-CE3 | 7.20 140.38 133.90
1 B 797 TRP | CG-CD1-NE1 | -7.15 102.95 110.10
1 B 361 TRP | CD1-CG-CD2 | 7.14 112.02 106.30
1 B 215 TRP | CD1-CG-CD2 | 7.08 111.97 106.30
1 A 491 TRP | CE2-CD2-CG | -7.07 101.65 107.30
1 B 797 TRP | CG-CD2-CE3 | 7.06 140.25 133.90
1 B 113(F) | PRO N-CA-CB 7.04 111.75 103.30
1 A 534 TRP | CE2-CD2-CG | -6.97 101.72 107.30
1 A 491 TRP | CD1-CG-CD2 | 6.96 111.87 106.30
1 A 67 TRP | CD1-CG-CD2 | 6.96 111.87 106.30
1 A 299 TRP | CE2-CD2-CG | -6.95 101.74 107.30
1 B 309 ARG | NE-CZ-NH2 | -6.86 116.87 120.30
1 A 648 TYR | CB-CG-CD2 | -6.80 116.92 121.00
1 B 205 TYR | CB-CG-CD2 | -6.79 116.92 121.00
1 B 81 ARG | NE-CZ-NH2 | -6.77 116.92 120.30
1 B 292 ARG | NE-CZ-NH1 | 6.73 123.67 120.30
1 B 13 TRP | CD1-CG-CD2 | 6.73 111.69 106.30
1 B 278 LEU CA-CB-CG 6.67 130.63 115.30
1 B 37 THR N-CA-CB -6.66 97.65 110.30
1 B 214(D) | LEU CA-CB-CG 6.62 130.52 115.30
1 B 475 TYR | CB-CG-CD1 | -6.60 117.04 121.00
1 A 67 TRP | CG-CD2-CE3 | 6.59 139.83 133.90
1 B 292 ARG | NE-CZ-NH2 | -6.58 117.01 120.30
1 A 215 TRP | CD1-CG-CD2 | 6.56 111.55 106.30
1 B 795 ARG | NE-CZ-NH2 | -6.54 117.03 120.30
1 B 408 TRP | CG-CD2-CE3 | 6.53 139.78 133.90
1 A 408 TRP | CG-CD2-CE3 | 6.51 139.76 133.90
1 B 265 MET CA-CB-CG 6.50 124.34 113.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 797 TRP | CB-CG-CD1 | -6.49 118.56 127.00
1 B 558(E) | ARG | NE-CZ-NH2 | -6.46 117.07 120.30
1 B 491 TRP | CE2-CD2-CG | -6.44 102.15 107.30
1 B 160 ARG | NE-CZ-NH1 6.43 123.52 120.30
1 A 215 TRP | CE2-CD2-CG | -6.38 102.19 107.30
1 B 182 TRP | CG-CD2-CE3 | 6.37 139.64 133.90
1 B 750 PHE N-CA-C 6.37 128.19 111.00
1 B 524 TYR | CB-CG-CD1 | -6.35 117.19 121.00
1 B 52 TYR | CB-CG-CD2 | -6.30 117.22 121.00
1 B 244 TRP | CD1-CG-CD2 | 6.20 111.26 106.30
1 B 408 TRP | CB-CG-CD1 | -6.17 118.98 127.00
1 A 37 THR N-CA-CB -6.16 98.60 110.30
1 A 214(D) | LEU CA-CB-CG 6.13 129.41 115.30
1 A 592 TYR | CB-CG-CD2 | -6.13 117.32 121.00
1 B 648 TYR | CB-CG-CD2 | -6.13 117.32 121.00
1 A 67 TRP | CB-CG-CD1 | -6.07 119.11 127.00
1 A 065 MET | CA-CB-CG 6.06 123.60 113.30
1 B 365 TRP | CB-CG-CD1 | -6.05 119.14 127.00
1 B 189 TRP | CG-CD1-NE1 | -6.04 104.06 110.10
1 A 182 TRP | CG-CD2-CE3 | 6.04 139.34 133.90
1 B 13 TRP | CG-CD2-CE3 | 6.04 139.33 133.90
1 B 771 TYR | CB-CG-CD1 | -6.04 117.38 121.00
1 A 662 LEU CA-CB-CG 6.03 129.17 115.30
1 A 93 ARG | NE-CZ-NH1 6.03 123.31 120.30
1 A 278 LEU CA-CB-CG 6.01 129.13 115.30
1 B 600 ARG | NE-CZ-NH2 | -5.99 117.30 120.30
1 B 491 TRP | CG-CD2-CE3 | 5.98 139.28 133.90
1 A 750 PHE N-CA-C 5.95 127.05 111.00
1 B 326 TRP | CB-CG-CD1 | -5.93 119.29 127.00
1 A 408 TRP | CB-CG-CD1 | -5.93 119.30 127.00
1 B 41 ARG N-CA-CB -5.93 99.93 110.60
1 A 13 TRP | CG-CD2-CE3 | 5.91 139.22 133.90
1 B 30 ARG | NE-CZ-NH2 | -5.88 117.36 120.30
1 A 155 TRP | CG-CD2-CE3 | 5.83 139.15 133.90
1 B 408 TRP | CG-CD1-NE1 | -5.83 104.27 110.10
1 A 797 TRP | CG-CD2-CE3 | 5.83 139.14 133.90
1 B 227 ASP N-CA-C 5.83 126.73 111.00
1 A 41 ARG | NE-CZ-NH2 | -5.80 117.40 120.30
1 A 299 TRP | CG-CD1-NE1 | -5.80 104.30 110.10
1 A 160 ARG | NE-CZ-NH1 5.78 123.19 120.30
1 B 326 TRP | CG-CD2-CE3 | 5.77 139.09 133.90
1 B 771 TYR | CG-CD1-CE1 | -5.75 116.70 121.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 B 13 TRP | CB-CG-CD1 | -5.73 119.55 127.00
1 A 408 TRP | CG-CD1-NE1 | -5.72 104.38 110.10
1 B 509 GLU CA-CB-CG 5.71 125.97 113.40
1 B 662 LEU CA-CB-CG 5.68 128.37 115.30
1 A 326 TRP | CG-CD2-CE3 | 5.67 139.00 133.90
1 B 67 TRP | CE2-CD2-CG | -5.67 102.76 107.30
1 B 244 TRP | CE2-CD2-CG | -5.66 102.77 107.30
1 B 326 TRP | CG-CD1-NE1 | -5.66 104.44 110.10
1 B 491 TRP | CG-CD1-NE1 | -5.65 104.45 110.10
1 B 701 ARG | NE-CZ-NH2 | -5.64 117.48 120.30
1 B 776 ASP | CB-CG-OD1 | 5.61 123.35 118.30
1 B 138 ARG | NE-CZ-NH1 5.60 123.10 120.30
1 B 189 TRP | CG-CD2-CE3 | 5.59 138.94 133.90
1 A 480 VAL N-CA-CB -5.58 99.23 111.50
1 B 138 ARG | NE-CZ-NH2 | -5.53 117.54 120.30
1 A 027 ASP N-CA-C 5.52 125.91 111.00
1 B 93 ARG | NE-CZ-NH2 | -5.52 117.54 120.30
1 B 189 TRP | CB-CG-CD1 | -5.49 119.86 127.00
1 B 528 LYS N-CA-C 5.48 125.79 111.00
1 A 292 ARG | NE-CZ-NH1 5.47 123.03 120.30
1 B 30 ARG | NE-CZ-NH1 5.45 123.03 120.30
1 A 365 TRP | CG-CD1-NE1 | -5.43 104.67 110.10
1 A 365 TRP | CG-CD2-CE3 | 5.42 138.78 133.90
1 A 209 GLU CA-CB-CG 5.41 125.30 113.40
1 A 722 ARG | NE-CZ-NH1 5.38 122.99 120.30
1 A 81 ARG | NE-CZ-NH2 | -5.35 117.62 120.30
1 B 299 TRP | CB-CG-CD2 | -5.35 119.65 126.60
1 B 438 ARG | NE-CZ-NH2 | -5.34 117.63 120.30
1 A 30 ARG | NE-CZ-NH1 5.33 122.97 120.30
1 B 698 GLU CA-CB-CG | -5.33 101.66 113.40
1 B 214 THR | CA-CB-CG2 | 5.33 119.86 112.40
1 B 193 ARG | NE-CZ-NH1 5.30 122.95 120.30
1 B 113(F) | PRO N-CD-CG 5.29 111.14 103.20
1 A 797 TRP | CG-CD1-NE1 | -5.25 104.85 110.10
1 B 18 VAL | CG1-CB-CG2 | -5.25 102.50 110.90
1 A 361 TRP | CB-CG-CD1 | -5.24 120.19 127.00
1 B 297 TYR | CB-CG-CD2 | -5.24 117.86 121.00
1 B 326 TRP | CE2-CD2-CG | -5.23 103.11 107.30
1 A 244 TRP | CG-CD1-NE1 | -5.22 104.88 110.10
1 B 811 PHE | CB-CG-CD2 | -5.22 117.15 120.80
1 B 692 VAL CA-C-N -5.20 105.77 117.20
1 B 160 ARG | NE-CZ-NH2 | -5.20 117.70 120.30

Continued on next page...
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Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
1 A 41 ARG | NE-CZ-NH1 5.20 122.90 120.30
1 B 299 TRP | CG-CD1-NE1 | -5.18 104.92 110.10
1 A 326 TRP | CB-CG-CD1 | -5.15 120.31 127.00
1 A D27 ASP CA-C-N -5.13 105.91 117.20
1 B 491 TRP | CB-CG-CD1 | -5.13 120.33 127.00
1 B 280 VAL | CG1-CB-CG2 | -5.13 102.70 110.90
1 A 93 ARG | NE-CZ-NH2 | -5.12 117.74 120.30
1 A 81 ARG | NE-CZ-NH1 5.10 122.85 120.30
1 A 491 TRP | CG-CD2-CE3 | 5.10 138.49 133.90
1 A 797 TRP | CB-CG-CD1 | -5.09 120.38 127.00
1 A 155 TRP | CG-CDI1-NE1 | -5.09 105.01 110.10
1 B 155 TRP | CG-CD2-CE3 | 5.09 138.48 133.90
1 A 698 GLU CA-CB-CG | -5.08 102.22 113.40
1 B 191 ILE N-CA-C -5.08 97.28 111.00
1 B 795 ARG | NE-CZ-NH1 5.07 122.84 120.30
1 A 326 TRP | CG-CDI1-NE1 | -5.07 105.03 110.10
1 B 182 TRP | CG-CDI-NE1 | -5.07 105.03 110.10
1 B 309 ARG CD-NE-CZ -5.06 116.51 123.60
1 A 034 TRP | CG-CD1-NE1 | -5.05 105.05 110.10
1 B 13 TRP | CG-CD1-NE1 | -5.05 105.05 110.10
1 B 13 TRP | CE2-CD2-CG | -5.04 103.26 107.30
1 B 162 GLU CB-CA-C -5.04 100.32 110.40
1 A 5939 LEU CA-CB-CG 5.03 126.86 115.30
1 A 160 ARG | NE-CZ-NH2 | -5.02 117.79 120.30
1 B 391 LEU CA-CB-CG 5.01 126.82 115.30
1 B 163 TYR | CB-CG-CD2 | -5.00 118.00 121.00

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 208 | ARG | Peptide
1 A 435 | SER | Peptide
1 B 208 | ARG | Peptide
1 B 435 | SER | 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
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the asymmetric unit, whereas Symm-Clashes lists symmetry related clashes.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes

1 A 6744 0 6429 372 1
1 B 6744 0 6434 425 32
2 A 10 0 0 0 0
2 B 10 0 0 0 0
3 A 15 0 7 0 0
3 B 15 0 7 2 0

All All 13538 0 12877 496 32

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 (496) 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:A:191:ILE:CD1 1:B:40:ALA:HB3 1.29 1.57
1:A:257:PHE:CZ 1:B:278:VAL:HG11 1.44 1.52
1:A:36:GLU:CD 1:B:18:VAL:HB 1.21 1.51
1:A:32:ILE:HG22 1:B:18:VAL:CG2 1.00 1.47
1:A:60:ARG:HH22 1:B:39:LEU:CA 1.23 1.46
1:A:285:PHE:CZ 1:B:262:TYR:CZ 2.04 1.46
1:A:32:ILE:CG2 1:B:18:VAL:HG23 1.00 1.44
1:A:64:VAL:HG13 1:B:41:ARG:N 1.30 1.44
1:A:64:VAL:CB 1:B:36:GLU:O 1.64 1.43
1:A:16:HIS:O 1:B:32:ILE:CD1 1.64 1.42
1:A:191:ILE:HD11 1:B:40:ALA:CB 1.50 1.40
1:A:32:ILE:HG22 1:B:18:VAL:CB 1.51 1.39
1:A:12:LEU:CD1 1:B:114:GLU:HG2 1.51 1.39
1:A:64:VAL:CG1 1:B:41:ARG:N 1.86 1.38
1:A:285:PHE:HZ 1:B:262:TYR:CZ 1.34 1.38
1:A:36:GLU:OE1 1:B:18:VAL:CB 1.70 1.37
1:A:32:ILE:HG21 1:B:18:VAL:N 1.38 1.34
1:A:32:ILE:CG2 1:B:18:VAL:N 1.88 1.33
1:A:191:ILE:CD1 1:B:40:ALA:CB 2.04 1.29
1:A:36:GLU:HB3 1:B:65:ILE:CG1 1.60 1.29
1:A:285:PHE:CZ 1:B:262: TYR:OH 1.85 1.29
1:A:36:GLU:HB3 1:B:65:ILE:CD1 1.64 1.27
1:A:611:PRO:HB2 1:B:258:ASN:CG 1.54 1.27
1:A:12:LEU:HD13 1:B:114:GLU:CG 1.63 1.27
1:A:18:VAL:HB 1:B:36:GLU:OE1 1.35 1.23
1:A:254:LEU:N 1:B:177:GLU:O 1.58 1.22

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:45:ASN:HD21 1:B:68:ASN:ND2 1.38 1.22
1:A:13:TRP:HH2 1:B:117:PHE:CE2 1.56 1.21
1:A:611:PRO:HB2 1:B:258:ASN:OD1 1.04 1.21
1:A:611:PRO:CB 1:B:258:ASN:CG 2.09 1.20
1:A:36:GLU:OE1 1:B:18:VAL:HB 1.27 1.20
1:A:285:PHE:CE1 1:B:262:TYR:CE2 2.31 1.19
1:A:114:GLU:O 1:B:12:.LEU:HB2 1.38 1.18
1:A:28:GLN:OE1 1:B:16:HIS:CE1 1.95 1.18
1:A:64:VAL:HG13 1:B:40:ALA:C 1.58 1.18
1:A:36:GLU:HB3 1:B:65:ILE:HD11 1.26 1.17
1:A:64:VAL:HG11 1:B:41:ARG:H 1.06 1.16
1:A:60:ARG:NH2 1:B:39:LEU:HA 1.29 1.14
1:A:16:HIS:O 1:B:32:ILE:HD13 1.39 1.14
1:A:32:ILE:HG23 1:B:18:VAL:HG23 1.29 1.14
1:A:64:VAL:CG1 1:B:41:ARG:H 1.54 1.13
1:A:611:PRO:CB 1:B:258:ASN:OD1 1.99 1.09
1:A:254:LEU:C 1:B:177.GLU:HB2 1.36 1.09
1:A:32:ILE:HG22 1:B:18:VAL:CA 1.81 1.09
1:A:36:GLU:CD 1:B:18:VAL:CB 2.14 1.09
1:A:61:ASP:OD1 1:B:38: THR:N 1.86 1.08
1:A:257:PHE:CZ 1:B:278:VAL:CG1 2.36 1.08
1:A:65:ILE:HG13 1:B:36:GLU:HB3 1.35 1.06
1:A:18:VAL:CB 1:B:36:GLU:OE1 2.04 1.06
1:A:41:ARG:HA 1:B:68:ASN:OD1 1.56 1.06
1:A:13:TRP:CH2 1:B:117:PHE:CE2 2.44 1.05
1:A:68:ASN:OD1 1:B:41:ARG:C 1.94 1.04
1:A:18:VAL:HG21 1:B:32:ILE:C 1.71 1.03
1:A:191:ILE:HD12 1:B:40:ALA:HB3 1.05 1.03
1:A:285:PHE:HE1 1:B:262:TYR:CE2 1.73 1.03
1:A:37:THR:OG1 1:B:62:ASN:N 1.82 1.03
1:A:16:HIS:O 1:B:32:ILE:HD12 1.59 1.03
1:A:36:GLU:OE1 1:B:18:VAL:CG1 2.07 1.03
1:A:36:GLU:CB 1:B:65:ILE:HD11 1.89 1.02
1:A:32:ILE:CG2 1:B:18:VAL:CA 2.36 1.01
1:A:32:ILE:CG2 1:B:18:VAL:CG2 1.76 1.01
1:A:18:VAL:HB 1:B:36:GLU:CD 1.81 1.01
1:A:60:ARG:HG2 1:B:37:THR:O 1.59 1.01
1:A:285:PHE:CZ 1:B:262:TYR:CE2 2.45 1.00
1:A:193:ARG:HH21 1:B:41:ARG:NH1 1.59 1.00
1:A:32:ILE:HG22 1:B:18:VAL:HG22 1.40 1.00
1:A:64:VAL:HB 1:B:36:GLU:O 0.82 0.99
Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:36:GLU:HB2 1:B:18:VAL:HG11 1.43 0.99
1:A:191:ILE:HD11 1:B:40:ALA:HB2 1.43 0.99
1:A:44:TYR:O 1:B:8(N):PHE:CE2 2.15 0.99
1:A:30:ARG:HD3 1:B:33:ASP:0D2 1.64 0.97
1:A:11(N):LEU:O 1:B:45:ASN:ND2 1.99 0.96
1:A:39:LEU:HA 1:B:60:ARG:HH22 1.29 0.96
1:A:64:VAL:CG1 1:B:36:GLU:O 2.14 0.95
1:A:32:ILE:HG21 1:B:17:GLN:C 1.88 0.94
1:A:36:GLU:CB 1:B:65:ILE:CG1 2.46 0.94
1:A:114:GLU:O 1:B:12:LEU:CB 2.16 0.93
1:A:257:PHE:HZ 1:B:278:VAL:CG1 1.75 0.93
1:A:41:ARG:CA 1:B:68:ASN:OD1 2.15 0.93
1:A:36:GLU:HB3 1:B:65:ILE:HG13 1.48 0.91
1:A:285:PHE:HE1 1:B:262:TYR:HE2 1.14 0.91
1:A:36:GLU:CG 1:B:18:VAL:HB 2.01 0.91
1:A:32:ILE:HD11 1:B:16:HIS:CB 2.02 0.90
1:A:32:ILE:CG2 1:B:18:VAL:H 1.60 0.90
1:A:191:ILE:HD12 1:B:40:ALA:CB 1.87 0.90
1:A:36:GLU:OE1 1:B:18:VAL:C 2.09 0.90
1:A:36:GLU:OE1 1:B:18:VAL:CA 2.20 0.89
1:A:11(N):LEU:HD22 1:B:41:ARG:HH11 1.37 0.89
1:A:41:ARG:NH1 1:B:11(N):LEU:HD22 1.88 0.89
1:B:197:GLN:HG2 1:B:224:VAL:HG22 1.54 0.89
1:A:45:ASN:ND2 1:B:68:ASN:ND2 2.21 0.88
1:A:611:PRO:HB3 1:B:258:ASN:CG 1.93 0.88
1:A:18:VAL:CG1 1:B:36:GLU:OE1 2.22 0.88
1:A:57:MET:O 1:B:37." THR:HG23 1.72 0.88
1:A:45:ASN:HD21 1:B:68:ASN:HD21 1.14 0.88
1:A:41:ARG:C 1:B:68:ASN:OD1 2.12 0.88
1:A:30:ARG:CD 1:B:33:ASP:0D2 2.13 0.87
1:A:32:ILE:CD1 1:B:16:HIS:HB3 2.03 0.86
1:A:37:THR:O 1:B:60:ARG:C 1.92 0.85
1:A:12:LEU:HD13 1:B:114:GLU:HG2 0.87 0.85
1:A:65:1LE:CG1 1:B:36:GLU:HB3 2.05 0.85
1:A:11(N):LEU:HD22 1:B:41:ARG:NH1 1.91 0.84
1:A:18:VAL:N 1:B:32:ILE:HG21 1.78 0.84
1:A:257:PHE:HZ 1:B:278: VAL:HG11 1.02 0.84
1:A:39:LEU:HA 1:B:60:ARG:NH2 1.93 0.83
1:A:32:ILE:HD12 1:B:16:HIS:HB3 1.59 0.83
1:A:611:PRO:C 1:B:258:ASN:HD21 1.81 0.83
1:A:18:VAL:H 1:B:32:ILE:HG21 1.41 0.83

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:32:ILE:HG23 1:B:18:VAL:H 1.42 0.83
1:A:258:ASN:ND2 1:B:617:LYS:NZ 2.27 0.83
1:A:36:GLU:OE1 1:B:18:VAL:HG12 1.77 0.82
1:A:33:ASP:0OD2 1:B:30:ARG:HG2 1.77 0.82
1:A:60:ARG:NH2 1:B:39:LEU:CA 1.98 0.82
1:A:12:LEU:HD13 1:B:114:GLU:CB 2.08 0.82
1:A:61:ASP:0OD2 1:B:33:ASP:0OD1 1.99 0.81
1:A:44:TYR:O 1:B:8(N):PHE:HE2 1.58 0.80
1:A:262: TYR:OH 1:B:282:ASN:O 1.89 0.80
1:A:285:PHE:HZ 1:B:262:TYR:CE1 1.98 0.80
1:A:36:GLU:O 1:B:64:VAL:HB 1.82 0.80
1:A:260:GLY:CA 1:B:282:ASN:HD22 1.95 0.80
1:A:34:HIS:CE1 1:B:34:HIS:CE1 2.71 0.79
1:A:60:ARG:CG 1:B:37:THR:O 2.32 0.78
1:A:32:ILE:CD1 1:B:16:HIS:CB 2.50 0.78
1:B:171:1ILE:HD12 1:B:176:VAL:HG21 1.65 0.78
1:A:191:.ILE:HD11 1:B:40:ALA:HB3 1.16 0.78
1:A:171:ILE:HD12 1:A:176:VAL:HG21 1.66 0.78
1:A:64:VAL:HB 1:B:36:GLU:C 1.96 0.77
1:A:64:VAL:HG12 1:B:36:GLU:HA 1.64 0.77
1:A:193:ARG:NH2 1:B:41:ARG:CZ 2.48 0.77
1:A:285:PHE:CE1 1:B:262:TYR:CZ 2.59 0.77
1:A:64:VAL:CG1 1:B:36:GLU:HA 2.14 0.77
1:A:193:ARG:HH21 1:B:41:ARG:CZ 1.98 0.77
1:A:68:ASN:OD1 1:B:42:SER:N 2.18 0.77
1:A:8(N):PHE:HE2 1:B:44:TYR:HB3 1.50 0.77
1:A:197:GLN:HG2 1:A:224:VAL:HG22 1.66 0.77
1:A:114:GLU:CD 1:B:12:LEU:HD21 2.06 0.76
1:A:28:GLN:OE1 1:B:16:HIS:NE2 2.19 0.76
1:A:260:GLY:HA2 1:B:282:ASN:HD?22 1.48 0.76
1:A:44:TYR:O 1:B:8(N):PHE:CZ 2.38 0.76
1:A:16:HIS:O 1:B:32:ILE:HD11 1.85 0.76
1:A:611:PRO:C 1:B:258:ASN:ND2 2.40 0.74
1:A:254:LEU:O 1:B:177:GLU:HB2 1.86 0.74
1:A:60:ARG:NH1 1:B:37:THR:O 2.21 0.74
1:A:33:ASP:C 1:B:30:ARG:NH1 2.38 0.73
1:A:12:LEU:HD?22 1:B:114:GLU:CD 2.07 0.73
1:A:611:PRO:O 1:B:258:ASN:ND2 2.21 0.73
1:A:12:LEU:HB3 1:B:114:GLU:HB3 1.68 0.73
1:A:60:ARG:HD3 1:B:38: THR:HA 1.70 0.72
1:A:285:PHE:CE1 1:B:262:TYR:OH 2.42 0.71

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
L:A:11(N):LEU:HA 1:B:45:ASN:HB2 1.72 0.71
1:A:36:GLU:HB2 1:B:18:VAL:CG1 2.18 0.71
1:A:258:ASN:ND2 1:B:617:LYS:HZ2 1.88 0.71
1:A:36:GLU:HB3 1:B:65:ILE:-HG12 1.71 0.71
1:B:665:HIS:HD2 1:B:688:ILE:HG23 1.56 0.71
1:A:41:ARG:HH12 1:B:11(N):LEU:HD22 1.56 0.70
1:B:214(C): THR:HG23 1:B:401:GLU:HB3 1.73 0.70
1:A:8(N):PHE:CE2 1:B:44:TYR:O 2.45 0.70
1:A:252:PHE:HE2 1:B:166:PHE:HB2 1.57 0.70
1:A:33:ASP:0OD2 1:B:30:ARG:CG 2.32 0.69
1:A:262: TYR:CE2 1:B:285:PHE:HZ 2.10 0.69
1:B:404:TYR:HE1 1:B:431:ILE:HG12 1.57 0.69
1:A:8(N):PHE:CE2 1:B:44:TYR:HB3 2.27 0.69
1:A:285:PHE:CE2 1:B:260:GLY:HA3 2.28 0.69
1:A:13:TRP:CH2 1:B:117:PHE:HE2 2.07 0.69
1:A:254:LEU:CD2 1:B:177:GLU:N 2.49 0.68
1:A:68:ASN:CB 1:B:42:SER:HB3 2.23 0.68
1:A:193:ARG:NH2 1:B:41:ARG:NH1 2.37 0.68
1:A:13:TRP:NE1 1:B:116:GLY:CA 2.47 0.68
1:A:214(C): THR:HG23 1:A:401:GLU:HB3 1.74 0.68
1:A:282:ASN:HB3 1:B:262:TYR:CE1 2.29 0.68
1:A:282:ASN:HB3 1:B:262:TYR:HE1 1.59 0.67
1:A:64:VAL:HG11 1:B:41:ARG:N 1.75 0.67
1:A:252:PHE:CD1 1:B:179:PRO:HG3 1.75 0.67
1:B:245:GLN:HE21 1:B:247:ARG:HE 1.42 0.66
1:A:30:ARG:CD 1:B:33:ASP:0OD1 2.36 0.66
1:A:166:PHE:CB 1:B:254:LEU:CD1 2.73 0.66
1:A:16:HIS:CE1 1:B:28:GLN:OE1 2.48 0.65
1:A:285:PHE:CE2 1:B:260:GLY:CA 2.79 0.65
1:B:464:LYS:HA 1:B:472:1LE:HD11 1.78 0.65
1:B:204:GLY:HA3 1:B:217:GLY:HA?2 1.78 0.65
1:A:32:ILE:HD11 1:B:16:HIS:HB2 1.78 0.65
1:B:506: THR:HG21 1:B:530:PHE:HE1 1.60 0.64
1:A:506: THR:HG21 1:A:530:PHE:HE1 1.62 0.64
1:A:40:ALA:HB3 1:B:191:1LE:HD11 1.77 0.64
1:A:13:TRP:HE1 1:B:116:GLY:CA 2.08 0.64
1:B:411:LEU:HG 1:B:425:LEU:HG 1.78 0.64
1:A:36:GLU:CB 1:B:65:ILE:HG13 2.21 0.64
1:A:204:GLY:HA3 1:A:217:GLY:HA2 1.78 0.63
1:A:262: TYR:CE2 1:B:285:PHE:CZ 2.87 0.63
1:A:18:VAL:HG21 1:B:32:ILE:O 1.99 0.63
Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:191:ILE:CD1 1:B:40:ALA:HB2 2.11 0.63
1:A:33:ASP:C 1:B:30:ARG:HH12 2.02 0.63
1:A:40:ALA:HB3 1:B:191:ILE:CD1 2.29 0.62
1:A:36:GLU:CB 1:B:65:ILE:CD1 2.53 0.62
1:A:12:LEU:HD13 1:B:114:GLU:HA 1.82 0.62
1:A:12:LEU:HD11 1:B:114:GLU:HG2 1.69 0.62
1:A:18:VAL:H 1:B:32:ILE:CG2 2.11 0.62
1:A:114:GLU:CD 1:B:12:LEU:CD2 2.68 0.62
1:A:611:PRO:CB 1:B:258:ASN:ND2 2.63 0.62
1:B:235:THR:HB 1:B:237:ASN:H 1.65 0.62
1:A:179:PRO:HD3 1:B:252:PHE:O 2.00 0.62
1:A:34:HIS:HE1 1:B:34:HIS:CE1 2.16 0.61
1:B:95:LEU:HD13 1:B:123:LEU:HD12 1.82 0.61
1:B:245:GLN:NE2 1:B:247:ARG:HE 1.99 0.61
1:A:88:GLU:HB2 1:A:132:GLY:HA2 1.83 0.61
1:A:611:PRO:HB3 1:B:258:ASN:CB 2.29 0.61
1:B:713:ASN:ND2 1:B:721:LEU:HD11 2.15 0.60
1:A:64:VAL:CG1 1:B:36:GLU:C 2.69 0.60
1:A:665:HIS:HD2 1:A:688:ILE:HG23 1.65 0.60
1:A:451:LYS:HG2 1:A:824:ILE:HG12 1.84 0.60
1:B:621:LYS:HE2 1:B:625:CYS:SG 2.42 0.60
1:A:166:PHE:HB2 1:B:254:LEU:HD13 1.83 0.60
1:B:451:LYS:HG2 1:B:824:.1LE:HG12 1.84 0.60
1:A:34:HIS:N 1:B:30:ARG:HH12 1.99 0.60
1:A:36:GLU:CB 1:B:65:ILE:-HG12 2.30 0.59
L:A:11(N):LEU:HA 1:B:45:ASN:CB 2.32 0.59
1:A:36:GLU:CG 1:B:65:ILE:HG12 2.33 0.59
1:A:411:LEU:HG 1:A:425:LEU:HG 1.84 0.59
1:A:166:PHE:CB 1:B:254:LEU:HD13 2.32 0.59
1:B:746:GLU:OE1 1:B:759:LYS:HG3 2.03 0.59
1:A:12:LEU:HD13 1:B:114:GLU:CA 2.31 0.59
1:A:713:ASN:ND2 1:A:721:LEU:HD11 2.17 0.59
1:A:60:ARG:HH22 1:B:39:LEU:HA 0.45 0.58
1:A:115:LEU:CD2 1:B:16:HIS:HB2 2.34 0.58
1:A:32:ILE:HD11 1:B:16:HIS:HB3 1.75 0.58
1:B:234:LYS:HD2 1:B:513:LEU:HD21 1.85 0.58
1:A:340: THR:HG21 1:A:385:GLU:HB3 1.84 0.58
1:B:283:ASP:HB3 1:B:292:ARG:HG3 1.86 0.58
1:A:61:ASP:OD1 1:B:37:THR:C 2.21 0.58
1:B:506: THR:HG21 1:B:530:PHE:CE1 2.38 0.58
1:A:163:TYR:HE1 1:B:251:GLU:OE2 1.86 0.58
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:114:GLU:CG 1:B:12:LEU:CD2 2.79 0.58
1:B:10(N): THR:HG22 1:B:67:-TRP:HH2 1.68 0.58
1:A:234:LYS:HD?2 1:A:513:LEU:HD21 1.86 0.58
1:A:64:VAL:HG11 1:B:35:VAL:O 2.03 0.58
1:A:191:ILE:HD12 1:B:39:LEU:O 2.04 0.58
1:A:41:ARG:NH1 1:B:11(N):LEU:CD2 2.64 0.58
1:B:692:VAL:HG11 1:B:714:LEU:HD23 1.86 0.57
1:A:8(N):PHE:HE2 1:B:44:TYR:O 1.87 0.57
1:A:18:VAL:CG2 1:B:32:ILE:C 2.55 0.57
1:A:245:GLN:HE21 1:A:247:ARG:HE 1.53 0.57
1:B:88:GLU:HB2 1:B:132:GLY:HA?2 1.84 0.57
1:A:285:PHE:CE1 1:B:262:TYR:HE2 1.93 0.57
1:A:12:LEU:HD22 1:B:114:GLU:CG 2.34 0.57
1:B:340: THR:HG21 1:B:385:GLU:HB3 1.85 0.57
1:B:399:HIS:O 1:B:403:1ILE:HG13 2.05 0.57
1:A:13: TRP:CD1 1:B:114:GLU:O 2.58 0.57
1:A:8(N):PHE:CZ 1:B:44:TYR:O 2.58 0.57
1:A:65:ILE:HD11 1:B:36:GLU:OE1 2.05 0.56
1:A:285:PHE:CZ 1:B:260:GLY:HA2 2.39 0.56
1:A:13:TRP:HE1 1:B:116:GLY:HA2 1.70 0.56
1:B:591:LYS:HA 1:B:592(D):LEU:HD12 1.88 0.56
1:A:68:ASN:CG 1:B:42:SER:HB3 2.25 0.56
1:A:68:ASN:HD21 1:B:45:ASN:HD21 1.53 0.56
1:B:592(E):LYS:HB3 1:B:592(E):LYS:HZ2 1.70 0.56
1:A:37:THR:HG21 1:B:30:ARG:HD2 1.88 0.56
1:A:591:LYS:HA 1:A:592(D):LEU:HD12 1.88 0.56
1:A:30:ARG:HD3 1:B:33:ASP:0OD1 2.06 0.55
1:A:36:GLU:HB2 1:B:65:ILE:HD11 1.86 0.55
1:B:498:SER:HB2 1:B:537:VAL:HG13 1.88 0.55
1:B:693:ASP:O 1:B:696:ASN:HB2 2.07 0.55
1:A:64:VAL:CG1 1:B:41:ARG:O 2.55 0.55
1:A:285:PHE:CE2 1:B:260:GLY:HA2 2.41 0.55
1:B:580:VAL:HG11 1:B:622:LEU:HD13 1.89 0.55
1:A:163:TYR:CE1 1:B:251:GLU:OE2 2.60 0.54
1:A:60:ARG:NH2 1:B:39:LEU:.C 2.60 0.54
1:A:166:PHE:CG 1:B:254:.LEU:CD1 2.90 0.54
1:B:175:GLN:NE2 1:B:609:SER:H 2.06 0.54
1:A:64:VAL:HG12 1:B:41:ARG:O 2.07 0.54
1:A:64:VAL:HG13 1:B:41:ARG:CA 2.27 0.54
1:A:404:TYR:HE1 1:A:431:ILE:HG12 1.71 0.54
1:B:795:ARG:HG3 1:B:798:LEU:HD22 1.89 0.54
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:33:ASP:HA 1:B:18:VAL:CG1 2.37 0.53
1:A:115:LEU:HD21 1:B:16:HIS:HB2 1.90 0.53
1:B:88:GLU:O 1:B:137:GLY:HA2 2.07 0.53
1:B:565:-MET:HB3 1:B:604:1LE:HB 1.90 0.53
1:A:565:MET:HB3 1:A:604:ILE:HB 1.90 0.53
1:A:464:LYS:HA 1:A:472:ILE:HD11 1.91 0.53
1:A:36:GLU:OE1 1:B:18:VAL:O 2.26 0.53
1:B:74:PHE:HE?2 1:B:239:ASN:HD21 1.56 0.53
1:A:308:LEU:HD11 1:A:352:VAL:HG21 1.91 0.53
1:A:214(C): THR:CG2 1:A:401:GLU:HB3 2.39 0.53
1:B:455:VAL:H 1:B:459:HIS:HD2 1.56 0.53
1:A:175:GLN:NE2 1:A:609:SER:H 2.07 0.52
1:A:580:VAL:HG11 1:A:622:LEU:HD13 1.91 0.52
1:B:665:HIS:CD2 1:B:688:1LE:HG23 2.42 0.52
1:A:12:.LEU:CD2 1:B:114:GLU:CD 2.78 0.52
1:A:611:PRO:CB 1:B:258:ASN:CB 2.87 0.52
1:A:455:VAL:H 1:A:459:HIS:HD?2 1.58 0.52
1:A:114:GLU:C 1:B:12:LEU:CB 2.78 0.52
1:B:214(C): THR:CG2 1:B:401:GLU:HB3 2.39 0.52
1:B:599:PRO:HB2 1:B:792:HIS:NE2 2.24 0.52
1:A:68:ASN:ND2 1:B:45:ASN:HD21 2.08 0.52
1:A:65:ILE:HG12 1:B:36:GLU:CD 2.31 0.51
1:A:592(E):LYS:HZ2 1:A:592(E):LYS:HB3 1.75 0.51
1:A:570:1LE:HG13 1:A:620:ILE:HD11 1.92 0.51
1:B:570:ILE:HG13 1:B:620:ILE:HD11 1.91 0.51
1:B:700: THR:HG23 1:B:705:GLU:HA 1.92 0.51
1:B:522:GLU:HA 1:B:525:VAL:HG23 1.91 0.51
1:A:506: THR:HG21 1:A:530:PHE:CE1 2.43 0.51
1:A:254:LEU:HD22 1:B:177:GLU:N 2.21 0.51
1:A:68:ASN:OD1 1:B:42:SER:HB3 2.09 0.51
1:B:308:LEU:HD11 1:B:352:VAL:HG21 1.92 0.51
1:A:32:ILE:CG2 1:B:18:VAL:CB 2.38 0.51
1:A:12:LEU:CG 1:B:114:GLU:HG2 2.36 0.51
1:A:746:GLU:OFE1 1:A:759:LYS:HG3 2.10 0.51
1:B:283:ASP:HA 1:B:288:GLY:HA3 1.93 0.51
1:A:283:ASP:HB3 1:A:292: ARG:HG3 1.93 0.51
1:A:692: VAL:HG11 1:A:714.LEU:HD23 1.92 0.51
1:B:147:MET:SD 1:B:154:ALA:CB 2.98 0.51
1:A:795:ARG:HG3 1:A:798:LEU:HD22 1.93 0.51
1:A:32:ILE:CG2 1:B:18:VAL:HG22 2.10 0.51
1:A:68:ASN:OD1 1:B:41:ARG:O 2.26 0.50
Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:64:VAL:CG1 1:B:36:GLU:CA 2.86 0.50
1:A:61:ASP:O 1:B:36:GLU:C 2.50 0.50
1:A:32:1ILE:HD13 1:B:17:GLN:CA 2.27 0.50
1:B:60:ARG:HD2 1:B:188:PRO:O 2.11 0.50
1:A:191:ILE:HD12 1:B:39:LEU:.C 2.32 0.50
1:A:695:ALA:0O 1:A:699:ILE:HG12 2.12 0.50
1:A:64:VAL:HG11 1:B:36:GLU:HA 1.91 0.50
1:A:13:TRP:HH2 1:B:117:PHE:CZ 2.18 0.50
1:A:166:PHE:HB3 1:B:254:.LEU:CD1 2.42 0.50
1:B:777.PHE:CE2 1:B:781:LEU:HD11 2.47 0.50
1:B:695:ALA:O 1:B:699:1LE:HG12 2.11 0.50
1:B:228:PHE:HB3 1:B:241:LEU:HB3 1.94 0.50
1:A:258:ASN:ND2 1:B:617:LYS:HZ1 2.05 0.50
1:B:214(D):LEU:HD11 1:B:409:PHE:CE2 2.47 0.50
1:B:404:TYR:CE1 1:B:431:1LE:HG12 2.43 0.50
1:B:717:ASN:O 1:B:721:LEU:HG 2.12 0.50
1:A:252:PHE:CE2 1:B:166:PHE:HB2 2.41 0.49
1:A:39:LEU:HA 1:B:60:ARG:CZ 2.31 0.49
1:B:10(N): THR:HG22 1:B:67:TRP:CH2 2.45 0.49
1:A:168:GLN:HG3 1:A:175:GLN:HG3 1.95 0.49
1:A:228:PHE:HB3 1:A:241:LEU:HB3 1.95 0.49
1:B:129:ALA:HA 1:B:182: TRP:CE3 2.47 0.49
1:B:722:ARG:O 1:B:728:HIS:HB2 2.13 0.49
1:B:388:PRO:HG2 1:B:391:LEU:HB3 1.95 0.49
1:B:4:MET:SD 1:B:4:MET:N 2.86 0.49
1:B:99:LEU:HB3 1:B:113(G):ARG:HG3 1.95 0.49
1:A:254:LEU:HD12 1:B:177:GLU:HB3 1.65 0.49
1:A:166:PHE:CG 1:B:254:LEU:HD13 2.48 0.48
1:A:693:ASP:O 1:A:696:ASN:HB2 2.12 0.48
1:A:18:VAL:HG12 1:B:36:GLU:OE1 2.09 0.48
1:B:169:LYS:HB2 1:B:176:VAL:CG2 2.43 0.48
1:A:245:GLN:NE2 1:A:247:ARG:HE 2.11 0.48
1:B:214(D):LEU:HD11 1:B:409:PHE:CZ 2.48 0.48
1:B:290:GLU:O 1:B:294:LYS:HB2 2.13 0.48
1:B:135:GLY:CA 3:B:860:PLP:H5A2 2.43 0.48
1:A:68:ASN:CG 1:B:42:SER:CB 2.82 0.48
1:A:37:THR:O 1:B:60:ARG:O 2.31 0.48
1:A:169:LYS:HB2 1:A:176:VAL:CG2 2.43 0.48
1:B:410:PHE:O 1:B:414:VAL:HG23 2.14 0.48
1:A:621:LYS:HE2 1:A:625:CYS:SG 2.54 0.48
1:A:32:ILE:HG21 1:B:17:GLN:CA 2.44 0.48
Continued on next page...
grbB




Page 25

Full wwPDB X-ray Structure Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:B:657:ILE:HG12 1:B:681:PHE:CE1 2.48 0.48
1:A:61:ASP:O 1:B:36:GLU:O 2.32 0.48
1:A:40:ALA:O 1:B:64: VAL:HG22 1.93 0.48
1:A:235: THR:HB 1:A:237:ASN:H 1.79 0.48
1:A:509:GLU:HB3 1:A:512:LEU:HD12 1.95 0.47
1:A:37:THR:HG21 1:B:30:ARG:CD 2.44 0.47
1:B:533:LYS:O 1:B:537:VAL:HG23 2.13 0.47
1:B:576:GLN:O 1:B:580:VAL:HG23 2.14 0.47
1:B:168: GLN:HG3 1:B:175:GLN:HG3 1.96 0.47
1:B:568:LYS:HE2 1:B:568:LYS:HB3 1.67 0.47
1:B:18:VAL:HG12 1:B:65:ILE:HD11 1.96 0.47
1:A:576:GLN:O 1:A:580:VAL:HG23 2.14 0.47
1:A:399:HIS:O 1:A:403:ILE:HG13 2.14 0.47
1:A:498:SER:HB2 1:A:537:VAL:HG13 1.95 0.47
1:A:36:GLU:O 1:B:64:VAL:CB 2.60 0.47
1:A:10(N): THR:HG22 1:A:67:TRP:HH2 1.78 0.47
1:B:33:ASP:O 1:B:37:THR:HB 2.15 0.47
1:A:45:ASN:ND2 1:B:68:ASN:HD21 1.97 0.47
1:B:558(C):ILE:HD11 1:B:602:VAL:HG11 1.95 0.47
1:B:58:SER.:O 1:B:61:ASP:HB2 2.15 0.47
1:A:36:GLU:CB 1:B:18:VAL:CG1 2.93 0.47
1:B:395:LEU:HD13 1:B:396:LEU:HG 1.97 0.46
1:A:395:LEU:HD13 1:A:396:LEU:HG 1.96 0.46
1:A:522:GLU:HA 1:A:525:VAL:HG23 1.97 0.46
1:B:509:GLU:HB3 1:B:512:LEU:HD12 1.95 0.46
1:B:564:ASP:0D2 1:B:601:LYS:HE3 2.16 0.46
1:A:144:VAL:HG12 1:A:230:VAL:HG11 1.96 0.46
1:A:600:ARG:HA 1:A:639:LEU:O 2.15 0.46
1:A:611:PRO:HB3 1:B:258:ASN:HB2 1.94 0.46
1:A:38:THR:OG1 1:B:61:ASP:0OD1 2.30 0.46
1:A:41:ARG:HH12 1:B:11(N):LEU:CD2 2.24 0.46
1:A:169:LYS:HB2 1:A:176:VAL:HG22 1.98 0.46
1:B:13(N):ARG:HE 1:B:12(N):ARG:HH21 1.63 0.46
1:A:254:LEU:HD12 1:B:166:PHE:HB?2 1.36 0.46
1:B:170:ILE:HA 1:B:174:TYR:O 2.15 0.46
1:B:600:ARG:HA 1:B:639:LEU:O 2.15 0.46
1:B:550:LYS:HD2 1:B:558(E):ARG:HH12 1.81 0.46
1:B:464:LYS:HE3 1:B:479:PHE:HB2 1.98 0.46
1:A:278:VAL:HG11 1:B:257:PHE:CZ 2.51 0.46
1:A:28:GLN:HB3 1:B:16:HIS:CG 2.01 0.45
1:B:144:VAL:HG12 1:B:230:VAL:HG11 1.97 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:60:ARG:HD2 1:A:188:PRO:O 2.16 0.45
1:A:722:ARG:O 1:A:728:HIS:HB2 2.16 0.45
1:A:252:PHE:CE2 1:B:166:PHE:CB 3.00 0.45
1:A:4:MET:SD 1:A:4:MET:N 2.90 0.45
1:A:74:PHE:HE?2 1:A:239:ASN:HD21 1.63 0.45
1:A:170:ILE:HA 1:A:174:TYR:O 2.17 0.45
1:A:777:PHE:CE2 1:A:781:LEU:HD11 2.52 0.45
1:A:11(N):LEU:HD23 1:B:45:ASN:HB2 1.98 0.45
1:B:428:1LE:HD12 1:B:470:ASP:HB3 1.98 0.45
1:A:16:HIS:ND1 1:B:28:GLN:OE1 2.50 0.45
1:B:169:LYS:HB2 1:B:176:VAL:HG22 1.99 0.45
1:A:18:VAL:HG12 1:A:65:1ILE:HD11 1.98 0.45
1:A:177:GLU:HB2 1:B:254:LEU:HB3 0.97 0.44
1:B:200:VAL:HG11 1:B:298:PHE:HA 2.00 0.44
1:A:344:LEU:HD21 1:A:392:PHE:CZ 2.52 0.44
1:A:33:ASP:HA 1:B:18:VAL:HG11 1.98 0.44
1:B:170:ILE:HD13 1:B:175:GLN:HA 1.99 0.44
1:B:534: TRP:CH2 1:B:805:LEU:HG 2.53 0.44
1:A:65:1LE:CD1 1:B:36:GLU:OE1 2.64 0.44
1:B:813:SER:O 1:B:817:ILE:HG12 2.18 0.44
1:A:12:LEU:CD1 1:B:114:GLU:CG 2.44 0.44
1:A:32:ILE:HG21 1:B:18:VAL:CA 2.18 0.44
1:B:502:LEU:O 1:B:506: THR:HG23 2.18 0.44
1:A:599:PRO:HB2 1:A:792:HIS:NE2 2.33 0.44
1:A:191:ILE:CG1 1:B:40:ALA:HB3 2.30 0.43
1:A:254:LEU:HD13 1:B:177:GLU:HA 1.77 0.43
1:B:561: THR:HG23 1:B:600:ARG:HG2 2.00 0.43
1:A:12:LEU:CD2 1:B:114:GLU:CG 2.96 0.43
1:B:455:VAL:HG23 1:B:674:SER:HB2 2.00 0.43
1:B:163:TYR:O 1:B:180:ASP:HB3 2.19 0.43
1:A:254:LEU:C 1:B:177:GLU:CB 2.33 0.43
1:B:171:ILE:HB 1:B:176:VAL:CG1 2.49 0.43
1:A:32:ILE:HD13 1:B:17:GLN:HA 2.00 0.43
1:A:33:ASP:HA 1:B:18:VAL:HG13 2.00 0.43
1:A:455:VAL:HG22 1:A:459:HIS:CD2 2.54 0.43
1:B:588:LEU:HA 1:B:588:LEU:HD12 1.87 0.43
1:B:73:LYS:HB3 1:B:73:LYS:HE2 1.87 0.43
1:A:254.LEU:HD23 1:B:177:GLU:N 2.30 0.43
1:B:2(N):LYS:HD3 1:B:2(N):LYS:HA 1.80 0.43
1:A:36:GLU:CA 1:B:65:ILE:HG13 2.49 0.43
1:A:398:ARG:HH11 1:A:398:ARG:HD2 1.73 0.43

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:558(C):ILE:HD11 1:A:602:VAL:HG11 2.00 0.43
1:A:68:ASN:CB 1:B:42:SER:CB 2.97 0.42
1:A:95:LEU:HD13 1:A:123:LEU:HD12 2.00 0.42
1:A:60:ARG:O 1:B:37:THR:HA 2.16 0.42
1:A:308:LEU:CD1 1:A:352:VAL:HG21 2.49 0.42
1:B:339:ASP:O 1:B:342:PRO:HD2 2.19 0.42
1:B:344:LEU:HD21 1:B:392:PHE:CZ 2.53 0.42
1:A:260:GLY:CA 1:B:282:ASN:ND2 2.74 0.42
1:B:308:LEU:CD1 1:B:352:VAL:HG21 2.49 0.42
1:A:278:VAL:HG11 1:B:257:PHE:CE2 2.55 0.42
1:A:179:PRO:N 1:B:252:PHE:HD2 2.16 0.42
1:B:352:VAL:HB 1:B:356:LEU:HD12 2.01 0.42
1:A:68:ASN:OD1 1:B:42:SER:CB 2.67 0.42
1:B:299: TRP:CH2 1:B:342:PRO:HB3 2.55 0.42
1:B:52:TYR:OH 1:B:126:GLU:HG3 2.20 0.42
1:B:348:GLU:OE1 1:B:399:HIS:HE1 2.03 0.42
1:A:378: THR:O 1:A:459:HIS:HE1 2.02 0.42
1:B:722:ARG:NH1 1:B:770:TYR:O 2.53 0.42
1:B:487:THR:HA 1:B:488:PRO:HD3 1.88 0.42
1:B:562:LEU:HD12 1:B:661:ASP:HB3 2.01 0.42
1:A:604:ILE:HD13 1:A:643:VAL:HB 2.02 0.41
1:B:455:VAL:HG22 1:B:459:HIS:CD2 2.55 0.41
1:B:214: THR:HG22 1:B:214(D):LEU:HD23 2.02 0.41
1:B:718:VAL:O 1:B:722:ARG:HB2 2.20 0.41
1:A:17:GLN:HA 1:B:32:ILE:HD13 2.01 0.41
1:A:717:ASN:O 1:A:721:LEU:HG 2.21 0.41
1:B:293:LEU:HD13 1:B:387: TRP:CE2 2.56 0.41
1:B:197:GLN:HA 1:B:223:ALA:O 2.21 0.41
1:A:262: TYR:CZ 1:B:282:ASN:N 2.86 0.41
1:B:558(D):ASN:OD1 1:B:638:HIS:ND1 2.54 0.41
1:A:299: TRP:CH2 1:A:342:PRO:HB3 2.56 0.41
1:A:258:ASN:HA 1:B:611:PRO:HB2 1.35 0.41
1:A:166:PHE:CG 1:B:254:LEU:HD11 2.56 0.41
1:B:592(E):LYS:HB3 1:B:592(E):LYS:NZ 2.33 0.41
1:A:344:LEU:HD21 1:A:392:PHE:HZ 1.85 0.41
1:A:191:1ILE:HG23 1:B:39:LEU:O 2.21 0.41
1:A:60:ARG:HD3 1:B:38: THR:CA 2.44 0.41
1:A:181:TYR:OH 1:B:252:PHE:N 2.52 0.40
1:B:175:GLN:HE22 1:B:609:SER:H 1.67 0.40
1:B:378: THR:O 1:B:459:HIS:HE1 2.02 0.40
1:A:290:GLU:O 1:A:294:LYS:HB2 2.20 0.40

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:B:742:LEU:HB3 1:B:762:VAL:HG13 2.03 0.40
1:B:742:LEU:HD22 1:B:762:VAL:HG22 2.03 0.40
1:A:12:LEU:CD2 1:B:114:GLU:HG2 2.51 0.40
1:A:88:GLU:O 1:A:137:GLY:HA2 2.22 0.40
1:A:10(N): THR:HG22 1:A:67:TRP:CH2 2.54 0.40
1:B:690:GLY:O 1:B:710:LEU:HA 2.20 0.40
1:A:40:ALA:HB1 1:B:64:VAL:HA 1.62 0.40
1:A:531:LEU:HG 1:A:798:LEU:HB3 2.03 0.40
1:B:135:GLY:HA2 3:B:860:PLP:H5A2 2.03 0.40
1:A:13(N):ARG:HE 1:A:12(N):ARG:HH21 1.70 0.40
1:A:177:GLU:C 1:B:254:LEU:HB2 2.41 0.40
1:B:203:TYR:CE1 1:B:395:LEU:HD23 2.56 0.40
1:B:7(N):LEU:HB2 1:B:4(N):GLU:HG3 2.04 0.40
1:B:214(G):SER:HB2 1:B:398:ARG:NE 2.36 0.40
1:B:709:PHE:HB3 1:B:783: THR:CG2 2.51 0.40
1:A:60:ARG:CD 1:B:37:THR:O 2.70 0.40
1:A:35:VAL:O 1:B:64: VAL:HG11 2.22 0.40
1:B:245:GLN:HE21 1:B:247:ARG:NE 2.14 0.40
1:B:74:PHE:HE?2 1:B:239:ASN:ND2 2.19 0.40

All (32) symmetry-related close contacts are listed below. The label for Atom-2 includes the
symmetry operator and encoded unit-cell translations to be applied.

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

1:B:7:LEU:CD2 1:B:203: TYR:CA[4_535] 0.92 1.28
1:B:6:PRO:CA 1:B:394:HIS:CE1[4_535] 0.93 1.27
1:B:5(N):GLN:CG | 1:B:261:ASP:0OD2[4_535] 1.22 0.98
1:B:7:LEU:CD2 1:B:203:TYR:CB|4_535] 1.29 0.91
1:B:6:PRO:CB 1:B:394:HIS:CE1[4_535] 1.33 0.87
1:B:7:LEU:CG 1:B:203:TYR:CB|4_535] 1.38 0.82
1:B:3:THR:CB 1:B:271:ARG:NH1[4 _535] 1.39 0.81
1:B:7:LEU:CD2 1:B:203:TYR:C|4_535] 1.42 0.78
1:B:5(N):GLN:CD | 1:B:261:ASP:0OD2[4 _535| 1.43 0.77
1:B:5(N):GLN:CG | 1:B:261:ASP:CGJ4_535] 1.59 0.61
1:B:6:PRO:CB 1:B:394:HIS:ND1[4_535] 1.61 0.59
1:B:6:PRO:C 1:B:394:HIS:CE1[4_535] 1.64 0.56
1:B:7:LEU:CG 1:B:204:GLY:N[4_535] 1.64 0.56
1:B:6:PRO:CA 1:B:394:HIS:NE2[4 535| 1.65 0.55
1:B:5(N):GLN:CG | 1:B:261:ASP:OD1[4_535] 1.73 0.47
1:B:5(N):GLN:OE1 | 1:B:261:ASP:0OD2[4 535| 1.73 0.47

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

1:B:5(N):GLN:CB | 1:B:264:ASN:OD1[4_535] 1.73 0.47
1:B:7:LEU:CD2 1:B:203: TYR:N[4_535] 1.74 0.46
1:B:7:LEU:CD1 1:B:203:TYR:CB[4_535] 1.79 0.41
1:B:6:PRO:CB 1:B:394:HIS:NE2[4 535| 1.84 0.36
1:B:3:THR:OG1 | 1:B:271:ARG:NH1|4 535| 1.89 0.31
1:B:5(N):GLN:CD | 1:B:261:ASP:CGJ[4_535] 1.89 0.31
1:B:7:.LEU:CB 1:B:203:TYR:CB|4_535] 1.99 0.21
1:B:7:LEU:CG 1:B:203:TYR:CA[4_535] 1.99 0.21
1:B:7:LEU:CG 1:B:203:TYR:C|4_535] 2.04 0.16
1:B:7:LEU:CD2 1:B:204:GLY:N[4_535] 2.08 0.12
1:A:436:PRO:CG | 1:B:363:GLU:OE1[4_435] 2.12 0.08
1:B:7:.LEU:N 1:B:394:HIS:CE1[4_535] 2.13 0.07
1:B:6:PRO:CA 1:B:394:HIS:ND1[4_ 535] 2.14 0.06
1:B:5(N):GLN:CA | 1:B:264:ASN:OD1[4_535] 2.14 0.06
1:B:6:PRO:CB 1:B:394:HIS:CG[4_535] 2.17 0.03
1:B:3:THR:CB 1:B:271:ARG:CZ[4_535] 2.19 0.01

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

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 850/879 (97%) 802 (94%) | 43 (5%) 5 (1%) 30 65
1 B 850/879 (97%) 800 (94%) | 43 (5%) 7 (1%) 24 58
All All 1700/1758 (97%) | 1602 (94%) | 86 (5%) | 12 (1%) 26 62

All (12) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 422 VAL
1 A 528 LYS
1 A 750 PHE
1 B 422 VAL

Continued on next page...
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Mol | Chain | Res | Type
1 B 528 LYS
1 B 750 PHE
1 A 208 ARG
1 A 731 HIS
1 B 208 ARG
1 B 731 HIS
1 B 282 ASN
1 B 214(C) | THR

5.3.2 Protein sidechains ()

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 697/781 (89%) 634 (91%) | 63 (9%) 12 34
1 B 697/781 (89%) 635 (91%) | 62 (9%) 12 34
All All 1394/1562 (89%) | 1269 (91%) | 125 (9%) 12 34

All (125) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 7 LEU
1 A 14 ASN
1 A 37 THR
1 A 53 GLU
1 A 71 GLN
1 A 78 ASP
1 A 90 LEU
1 A 95 LEU
1 A 113(G) | ARG
1 A 123 LEU
1 A 124 ASP
1 A 128 ASP
1 A 184 ASN
1 A 235 THR
1 A 249 THR

Continued on next page...
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Mol | Chain | Res | Type
1 A 254 LEU
1 A 268 GLN
1 A 278 VAL
1 A 284 ASN
1 A 290 GLU
1 A 304 LEU
1 A 327 THR
1 A 357 GLU
1 A 366 ASP
1 A 391 LEU
1 A 395 LEU
1 A 400 LEU
1 A 411 LEU
1 A 424 LEU
1 A 477 SER
1 A 498 SER
1 A 505 GLU
1 A 508 ASN
1 A 508(E) | THR
1 A 513 LEU
1 A 527 ASP
1 A 531 LEU
1 A 533 LYS
1 A 548 LEU
1 A 553 ASN
1 A 558(D) | ASN
1 A 565 MET
1 A 569 ARG
1 A 573 TYR
1 A 578 LEU
1 A 588 LEU
1 A 592(E) | LYS
1 A 592(F) | ASN
1 A 613 TYR
1 A 622 LEU
1 A 635 SER
1 A 662 LEU
1 A 691 THR
1 A 7 ASN
1 A 722 ARG
1 A 746 GLU
1 A 753 GLU

Continued on next page...
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Mol | Chain | Res | Type
1 A 756 ASN
1 A 774 SER
1 A 784 HIS
1 A 798 LEU
1 A 805 LEU
1 A 827 VAL
1 B 7 LEU
1 B 14 ASN
1 B 37 THR
1 B 53 GLU
1 B 71 GLN
1 B 78 ASP
1 B 90 LEU
1 B 95 LEU
1 B 113(F) | PRO
1 B 113(G) | ARG
1 B 123 LEU
1 B 124 ASP
1 B 128 ASP
1 B 184 ASN
1 B 235 THR
1 B 249 THR
1 B 254 LEU
1 B 268 GLN
1 B 278 VAL
1 B 284 ASN
1 B 290 GLU
1 B 304 LEU
1 B 357 GLU
1 B 366 ASP
1 B 391 LEU
1 B 395 LEU
1 B 400 LEU
1 B 411 LEU
1 B 424 LEU
1 B 477 SER
1 B 498 SER
1 B 505 GLU
1 B 508 ASN
1 B 508(E) | THR
1 B 513 LEU
1 B 527 ASP

Continued on next page...
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Mol | Chain | Res | Type
1 B 531 LEU
1 B 533 LYS
1 B 548 LEU
1 B 553 ASN
1 B 558(D) | ASN
1 B 565 MET
1 B 569 ARG
1 B 573 TYR
1 B 578 LEU
1 B 588 LEU
1 B 592(E) | LYS
1 B 592(F) | ASN
1 B 613 TYR
1 B 622 LEU
1 B 635 SER
1 B 662 LEU
1 B 691 THR
1 B 717 ASN
1 B 722 ARG
1 B 746 GLU
1 B 756 ASN
1 B 774 SER
1 B 784 HIS
1 B 798 LEU
1 B 805 LEU
1 B 827 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (29) such
sidechains are listed below:

Mol | Chain | Res | Type
1 A 14 ASN
1 A 16 HIS
1 A 175 GLN
1 A 237 ASN
1 A 239 ASN
1 A 240 ASN
1 A 245 GLN
1 A 399 HIS
1 A 459 HIS
1 A 481 ASN
1 A 494 GLN
1 A 592(F) | ASN

Continued on next page...
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Mol | Chain | Res | Type
1 A 713 ASN
1 A 784 HIS
1 B 14 ASN
1 B 68 ASN
1 B 237 ASN
1 B 239 ASN
1 B 240 ASN
1 B 245 GLN
1 B 258 ASN
1 B 399 HIS
1 B 459 HIS
1 B 481 ASN
1 B 494 GLN
1 B 558(D) | ASN
1 B 592(F) | ASN
1 B 713 ASN
1 B 784 HIS

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)

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).

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Type | Chain | Res | Link Counts],3 Onlgl\/llglzlgt;lés\Z | > 2 CountsBOII;(li/[ESuZIgle%Z | > 2
2 PO4 A 1900 - 4,4.4 1.11 0 6,6,6 0.25 0
2 PO4 A 859 - 4,44 1.29 0 6,6,6 0.27 0
3 PLP A 860 1 15,15,16 | 1.85 2 (13%) | 21,22,23 | 1.34 2 (9%)
2 PO4 B 1900 - 4,44 1.67 1 (25%) 6,6,6 0.26 0
2 PO4 B 859 - 4,44 1.85 2 (50%) 6,6,6 0.27 0
3 PLP B 860 1 15,15,16 | 2.08 2 (13%) | 21,2223 | 1.39 3 (14%)

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
5 | PO4 | A | 1900 - - 0/0/0/0 | 0/0/0/0
5 | PO4 | A | 859 | - - 0/0/0/0 | 0/0/0/0
3 | PLP | A | 860 | 1 - 0/6/6/8 | 0/1/1/1
5 | PO4 | B | 1900 - - 0/0/0/0 | 0/0/0/0
5 | PO4 | B | %59 | - - 0/0/0/0 | 0/0/0/0
3 | PLD | B | 860 | 1 - 0/6/6/8 | 0/1/1/1
All (7) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
3 B 860 | PLP | C4A-C4 | -6.39 1.38 1.51
3 A 860 | PLP | C4A-C4 | -5.63 1.40 1.51
3 B 860 | PLP | C3-C2 | -3.04 1.38 1.40
3 A 860 | PLP C3-C2 | -2.36 1.39 1.40
2 B 1900 | PO4 P-O2 | -2.19 1.45 1.53
2 B 859 | PO4 P-O4 | -2.06 1.46 1.53
2 B 859 | PO4 P-O2 | -2.05 1.46 1.53
All (5) bond angle outliers are listed below:
Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
3 B 860 | PLP | O2P-P-O4P | -2.18 100.29 106.56
3 B 860 | PLP C6-Ch-C4 | 2.40 120.18 118.15
3 A 860 | PLP C6-Cb-C4 | 2.45 120.22 118.15
3 B 860 | PLP | O3P-P-O1P | 4.02 123.51 110.58
3 A 860 | PLP | O3P-P-O1P | 4.12 123.84 110.58
There are no chirality outliers.

’

means
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There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 2 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

3

B

860

PLP

2

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)

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.
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