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MolProbity : 4.02b-467
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Xtriage (Phenix) : 1.9-1692
EDS : 1rb-20026688
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Refmac : 5.8.0135
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Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 3.01 A.

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

Metric Percentile Ranks Value
Rfree N 0 W 0.257
Clashscore N | . 17
Ramachandran outliers IS I I 1.3%
Sidechain outliers I I I 8.6%
RSRZ outliers NN 0.1%
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))
R ree 01344 1773 (3.04-3.00)
Clashscore 102246 2117 (3.04-3.00)
Ramachandran outliers 100387 2050 (3.04-3.00)
Sidechain outliers 100360 2053 (3.04-3.00)
RSRZ outliers 91569 1788 (3.04-3.00)

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

Mol | Chain | Length Quality of chain
1 1 382 54% 29% C 2%
1 3 382 5% 28% 6% - 10%
1 5 382 61% 22% 7% - 9%
1 A 382 53% 31% 5%« 10%
1 C 382 51% 34% S 0%

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

Mol | Chain | Length Quality of chain

1 D) 382 61% 25% T
1 G 382 60% 26% T

1 I 382 58% 29% ETRE T
1 K 382 62% 25% %
1 M 382 61% 25% % 9%
1 O 382 51% 31% 5% 1%
1 Q 382 52% 32% Ten 0%
1 S 382 57% 26% 5% 1%

1 U 382 61% 25% 5% 9%
1 W 382 59% 26% ST
1 Y 382 61% 26% BT
2 2 329 72% 25% o
2 4 329 70% 27% o
2 6 329 73% 22% 5%
2 B 329 73% 25% .
2 D 329 70% 25% 5%
2 F 329 69% 28% o
2 H 329 69% 27% o
2 J 329 65% 33% o
2 L 329 71% 25% o

2 N 329 67% 29% o
2 P 329 71% 25% o
2 R 329 68% 28% -
2 T 329 72% 23% 5% -
2 V 329 71% 26% o

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

Mol | Chain | Length Quality of chain
2 X 329 71% 24% 5% -
2 VA 329 73% 24%
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2  Entry composition (i)

There are 3 unique types of molecules in this entry. The entry contains 83339 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 Pyruvate dehydrogenase E1 component subunit alpha, somatic
form, mitochondrial.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 342 9677 1684 4T 500 22 0 0 0

Total C N O S
1 C 342 9677 1684 4TL 500 22 0 0 0

Total C N O S
1 2 349 2728 1717 481 508 22 0 0 0

Total C N O S
1 G 346 9712 1707 478 505 22 0 0 0

Total C N 0O S
1 I 344 2693 1694 473 504 22 0 0 0

Total C N O S
1 K 347 2712 1708 476 506 22 0 0 0

Total C N O S
1 M 349 2728 1717 481 508 22 0 0 0

Total C N O S
1 0 332 2580 1626 449 483 22 0 0 0

Total C N O S
1 Q 344 2693 1694 473 504 22 0 0 0

Total C N O S
1 S 340 2661 1675 466 498 22 0 0 0

Total C N O S
1 U 348 2723 1714 480 507 22 0 0 0

Total C N O S
1 W 345 9705 1702 AT7T 504 22 0 0 0

Total C N O S
1 Y 349 2728 1717 481 508 22 0 0 0

Total C N O S
1 1 335 2614 1647 458 487 22 0 0 0

Total C N O S
1 3 342 2676 1683 469 502 22 0 0 0

Total C N O S
1 o 347 2712 1708 476 506 22 0 0 0
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There are 368 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A -20 MET - EXPRESSION TAG | UNP P08559
A -19 GLY - EXPRESSION TAG | UNP P08559
A -18 SER - EXPRESSION TAG | UNP P08559
A -17 SER - EXPRESSION TAG | UNP P08559
A -16 HIS - EXPRESSION TAG | UNP P08559
A -15 HIS - EXPRESSION TAG | UNP P08559
A -14 HIS - EXPRESSION TAG | UNP P08559
A -13 HIS - EXPRESSION TAG | UNP P08559
A -12 HIS - EXPRESSION TAG | UNP P08559
A -11 HIS - EXPRESSION TAG | UNP P08559
A -10 SER - EXPRESSION TAG | UNP P08559
A -9 SER - EXPRESSION TAG | UNP P08559
A -8 GLY - EXPRESSION TAG | UNP P08559
A -7 LEU - EXPRESSION TAG | UNP P08559
A -6 VAL - EXPRESSION TAG | UNP P08559
A -5 PRO - EXPRESSION TAG | UNP P08559
A -4 ARG - EXPRESSION TAG | UNP P08559
A -3 GLY - EXPRESSION TAG | UNP P08559
A -2 SER - EXPRESSION TAG | UNP P08559
A -1 HIS - EXPRESSION TAG | UNP P08559
A 0 MET - EXPRESSION TAG | UNP P08559
A 203 ALA SER ENGINEERED UNP P08559
A 271 ALA SER ENGINEERED UNP P08559
C -20 MET - EXPRESSION TAG | UNP P08559
C -19 GLY - EXPRESSION TAG | UNP P08559
C -18 SER - EXPRESSION TAG | UNP P08559
C -17 SER - EXPRESSION TAG | UNP P08559
C -16 HIS - EXPRESSION TAG | UNP P08559
C -15 HIS - EXPRESSION TAG | UNP P08559
C -14 HIS - EXPRESSION TAG | UNP P08559
C -13 HIS - EXPRESSION TAG | UNP P08559
C -12 HIS - EXPRESSION TAG | UNP P08559
C -11 HIS - EXPRESSION TAG | UNP P08559
C -10 SER - EXPRESSION TAG | UNP P08559
C -9 SER - EXPRESSION TAG | UNP P08559
C -8 GLY - EXPRESSION TAG | UNP P08559
C -7 LEU - EXPRESSION TAG | UNP P08559
C -6 VAL - EXPRESSION TAG | UNP P08559
C -5 PRO - EXPRESSION TAG | UNP P08559
C -4 ARG - EXPRESSION TAG | UNP P08559
C -3 GLY - EXPRESSION TAG | UNP P08559
C -2 SER - EXPRESSION TAG | UNP P08559

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

Chain | Residue | Modelled | Actual Comment Reference
C -1 HIS - EXPRESSION TAG | UNP P08559
C 0 MET - EXPRESSION TAG | UNP P08559
C 203 ALA SER ENGINEERED UNP P08559
C 271 ALA SER ENGINEERED UNP P08559
E -20 MET - EXPRESSION TAG | UNP P08559
E -19 GLY - EXPRESSION TAG | UNP P08559
E -18 SER - EXPRESSION TAG | UNP P08559
E -17 SER - EXPRESSION TAG | UNP P08559
E -16 HIS - EXPRESSION TAG | UNP P08559
E -15 HIS - EXPRESSION TAG | UNP P08559
E -14 HIS - EXPRESSION TAG | UNP P08559
E -13 HIS - EXPRESSION TAG | UNP P08559
E -12 HIS - EXPRESSION TAG | UNP P08559
E -11 HIS - EXPRESSION TAG | UNP P08559
E -10 SER - EXPRESSION TAG | UNP P08559
E -9 SER - EXPRESSION TAG | UNP P08559
E -8 GLY - EXPRESSION TAG | UNP P08559
E -7 LEU - EXPRESSION TAG | UNP P08559
E -6 VAL - EXPRESSION TAG | UNP P08559
E -5 PRO - EXPRESSION TAG | UNP P08559
E -4 ARG - EXPRESSION TAG | UNP P08559
E -3 GLY - EXPRESSION TAG | UNP P08559
E -2 SER - EXPRESSION TAG | UNP P08559
E -1 HIS - EXPRESSION TAG | UNP P08559
E 0 MET - EXPRESSION TAG | UNP P08559
E 203 ALA SER ENGINEERED UNP P08559
E 271 ALA SER ENGINEERED UNP P08559
G -20 MET - EXPRESSION TAG | UNP P08559
G -19 GLY - EXPRESSION TAG | UNP P08559
G -18 SER - EXPRESSION TAG | UNP P08559
G -17 SER - EXPRESSION TAG | UNP P08559
G -16 HIS - EXPRESSION TAG | UNP P08559
G -15 HIS - EXPRESSION TAG | UNP P08559
G -14 HIS - EXPRESSION TAG | UNP P08559
G -13 HIS - EXPRESSION TAG | UNP P08559
G -12 HIS - EXPRESSION TAG | UNP P08559
G -11 HIS - EXPRESSION TAG | UNP P08559
G -10 SER - EXPRESSION TAG | UNP P08559
G -9 SER - EXPRESSION TAG | UNP P08559
G -8 GLY - EXPRESSION TAG | UNP P08559
G -7 LEU - EXPRESSION TAG | UNP P08559
G -6 VAL - EXPRESSION TAG | UNP P08559

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

Chain | Residue | Modelled | Actual Comment Reference
G -5 PRO - EXPRESSION TAG | UNP P08559
G -4 ARG - EXPRESSION TAG | UNP P08559
G -3 GLY - EXPRESSION TAG | UNP P08559
G -2 SER - EXPRESSION TAG | UNP P08559
G -1 HIS - EXPRESSION TAG | UNP P08559
G 0 MET - EXPRESSION TAG | UNP P08559
G 203 ALA SER ENGINEERED UNP P08559
G 271 ALA SER ENGINEERED UNP P08559
I -20 MET - EXPRESSION TAG | UNP P08559
1 -19 GLY - EXPRESSION TAG | UNP P08559
1 -18 SER - EXPRESSION TAG | UNP P08559
I -17 SER - EXPRESSION TAG | UNP P08559
I -16 HIS - EXPRESSION TAG | UNP P08559
I -15 HIS - EXPRESSION TAG | UNP P08559
I -14 HIS - EXPRESSION TAG | UNP P08559
1 -13 HIS - EXPRESSION TAG | UNP P08559
I -12 HIS - EXPRESSION TAG | UNP P08559
I -11 HIS - EXPRESSION TAG | UNP P08559
I -10 SER - EXPRESSION TAG | UNP P08559
I -9 SER - EXPRESSION TAG | UNP P08559
I -8 GLY - EXPRESSION TAG | UNP P08559
I -7 LEU - EXPRESSION TAG | UNP P08559
1 -6 VAL - EXPRESSION TAG | UNP P08559
1 -5 PRO - EXPRESSION TAG | UNP P08559
1 -4 ARG - EXPRESSION TAG | UNP P08559
I -3 GLY - EXPRESSION TAG | UNP P08559
I -2 SER - EXPRESSION TAG | UNP P08559
I -1 HIS - EXPRESSION TAG | UNP P08559
I 0 MET - EXPRESSION TAG | UNP P08559
1 203 ALA SER ENGINEERED UNP P08559
1 271 ALA SER ENGINEERED UNP P08559
K -20 MET - EXPRESSION TAG | UNP P08559
K -19 GLY - EXPRESSION TAG | UNP P08559
K -18 SER - EXPRESSION TAG | UNP P08559
K -17 SER - EXPRESSION TAG | UNP P08559
K -16 HIS - EXPRESSION TAG | UNP P08559
K -15 HIS - EXPRESSION TAG | UNP P08559
K -14 HIS - EXPRESSION TAG | UNP P08559
K -13 HIS - EXPRESSION TAG | UNP P08559
K -12 HIS - EXPRESSION TAG | UNP P08559
K -11 HIS - EXPRESSION TAG | UNP P08559
K -10 SER - EXPRESSION TAG | UNP P08559

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

Chain | Residue | Modelled | Actual Comment Reference
K -9 SER - EXPRESSION TAG | UNP P08559
K -8 GLY - EXPRESSION TAG | UNP P08559
K -7 LEU - EXPRESSION TAG | UNP P08559
K -6 VAL - EXPRESSION TAG | UNP P08559
K -5 PRO - EXPRESSION TAG | UNP P08559
K -4 ARG - EXPRESSION TAG | UNP P08559
K -3 GLY - EXPRESSION TAG | UNP P08559
K -2 SER - EXPRESSION TAG | UNP P08559
K -1 HIS - EXPRESSION TAG | UNP P08559
K 0 MET - EXPRESSION TAG | UNP P08559
K 203 ALA SER ENGINEERED UNP P08559
K 271 ALA SER ENGINEERED UNP P08559
M -20 MET - EXPRESSION TAG | UNP P08559
M -19 GLY - EXPRESSION TAG | UNP P08559
M -18 SER - EXPRESSION TAG | UNP P08559
M -17 SER - EXPRESSION TAG | UNP P08559
M -16 HIS - EXPRESSION TAG | UNP P08559
M -15 HIS - EXPRESSION TAG | UNP P08559
M -14 HIS - EXPRESSION TAG | UNP P08559
M -13 HIS - EXPRESSION TAG | UNP P08559
M -12 HIS - EXPRESSION TAG | UNP P08559
M -11 HIS - EXPRESSION TAG | UNP P08559
M -10 SER - EXPRESSION TAG | UNP P08559
M -9 SER - EXPRESSION TAG | UNP P08559
M -8 GLY - EXPRESSION TAG | UNP P08559
M -7 LEU - EXPRESSION TAG | UNP P08559
M -6 VAL - EXPRESSION TAG | UNP P08559
M -5 PRO - EXPRESSION TAG | UNP P08559
M -4 ARG - EXPRESSION TAG | UNP P08559
M -3 GLY - EXPRESSION TAG | UNP P08559
M -2 SER - EXPRESSION TAG | UNP P08559
M -1 HIS - EXPRESSION TAG | UNP P08559
M 0 MET - EXPRESSION TAG | UNP P08559
M 203 ALA SER ENGINEERED UNP P08559
M 271 ALA SER ENGINEERED UNP P08559
O -20 MET - EXPRESSION TAG | UNP P08559
O -19 GLY - EXPRESSION TAG | UNP P08559
O -18 SER - EXPRESSION TAG | UNP P08559
0] -17 SER - EXPRESSION TAG | UNP P08559
O -16 HIS - EXPRESSION TAG | UNP P08559
O -15 HIS - EXPRESSION TAG | UNP P08559
O -14 HIS - EXPRESSION TAG | UNP P08559

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
O -13 HIS - EXPRESSION TAG | UNP P08559
O -12 HIS - EXPRESSION TAG | UNP P08559
O -11 HIS - EXPRESSION TAG | UNP P08559
O -10 SER - EXPRESSION TAG | UNP P08559
0) -9 SER - EXPRESSION TAG | UNP P08559
O -8 GLY - EXPRESSION TAG | UNP P08559
O -7 LEU - EXPRESSION TAG | UNP P08559
O -6 VAL - EXPRESSION TAG | UNP P08559
O -5 PRO - EXPRESSION TAG | UNP P08559
O -4 ARG - EXPRESSION TAG | UNP P08559
O -3 GLY - EXPRESSION TAG | UNP P08559
@) -2 SER - EXPRESSION TAG | UNP P08559
O -1 HIS - EXPRESSION TAG | UNP P08559
O 0 MET - EXPRESSION TAG | UNP P08559
O 203 ALA SER ENGINEERED UNP P08559
O 271 ALA SER ENGINEERED UNP P08559
Q -20 MET - EXPRESSION TAG | UNP P08559
Q -19 GLY - EXPRESSION TAG | UNP P08559
Q -18 SER - EXPRESSION TAG | UNP P08559
Q -17 SER - EXPRESSION TAG | UNP P08559
Q -16 HIS - EXPRESSION TAG | UNP P08559
Q -15 HIS - EXPRESSION TAG | UNP P08559
Q -14 HIS - EXPRESSION TAG | UNP P08559
Q -13 HIS - EXPRESSION TAG | UNP P08559
Q -12 HIS - EXPRESSION TAG | UNP P08559
Q -11 HIS - EXPRESSION TAG | UNP P08559
Q -10 SER - EXPRESSION TAG | UNP P08559
Q -9 SER - EXPRESSION TAG | UNP P08559
Q -8 GLY - EXPRESSION TAG | UNP P08559
Q -7 LEU - EXPRESSION TAG | UNP P08559
Q -6 VAL - EXPRESSION TAG | UNP P08559
Q -5 PRO - EXPRESSION TAG | UNP P08559
Q -4 ARG - EXPRESSION TAG | UNP P08559
Q -3 GLY - EXPRESSION TAG | UNP P08559
Q -2 SER - EXPRESSION TAG | UNP P08559
Q -1 HIS - EXPRESSION TAG | UNP P08559
Q 0 MET - EXPRESSION TAG | UNP P08559
Q 203 ALA SER ENGINEERED UNP P08559
Q 271 ALA SER ENGINEERED UNP P08559
S -20 MET - EXPRESSION TAG | UNP P08559
S -19 GLY - EXPRESSION TAG | UNP P08559
S -18 SER - EXPRESSION TAG | UNP P08559

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
S -17 SER - EXPRESSION TAG | UNP P08559
S -16 HIS - EXPRESSION TAG | UNP P08559
S -15 HIS - EXPRESSION TAG | UNP P08559
S -14 HIS - EXPRESSION TAG | UNP P08559
S -13 HIS - EXPRESSION TAG | UNP P08559
S -12 HIS - EXPRESSION TAG | UNP P08559
S -11 HIS - EXPRESSION TAG | UNP P08559
S -10 SER - EXPRESSION TAG | UNP P08559
S -9 SER - EXPRESSION TAG | UNP P08559
S -8 GLY - EXPRESSION TAG | UNP P08559
S -7 LEU - EXPRESSION TAG | UNP P08559
S -6 VAL - EXPRESSION TAG | UNP P08559
S -5 PRO - EXPRESSION TAG | UNP P08559
S -4 ARG - EXPRESSION TAG | UNP P08559
S -3 GLY - EXPRESSION TAG | UNP P08559
S -2 SER - EXPRESSION TAG | UNP P08559
S -1 HIS - EXPRESSION TAG | UNP P08559
S 0 MET - EXPRESSION TAG | UNP P08559
S 203 ALA SER ENGINEERED UNP P08559
S 271 ALA SER ENGINEERED UNP P08559
U -20 MET - EXPRESSION TAG | UNP P08559
U -19 GLY - EXPRESSION TAG | UNP P08559
U -18 SER - EXPRESSION TAG | UNP P08559
U -17 SER - EXPRESSION TAG | UNP P08559
U -16 HIS - EXPRESSION TAG | UNP P08559
U -15 HIS - EXPRESSION TAG | UNP P08559
U -14 HIS - EXPRESSION TAG | UNP P08559
U -13 HIS - EXPRESSION TAG | UNP P08559
U -12 HIS - EXPRESSION TAG | UNP P08559
U -11 HIS - EXPRESSION TAG | UNP P08559
U -10 SER - EXPRESSION TAG | UNP P08559
U -9 SER - EXPRESSION TAG | UNP P08559
U -8 GLY - EXPRESSION TAG | UNP P08559
U -7 LEU - EXPRESSION TAG | UNP P08559
U -6 VAL - EXPRESSION TAG | UNP P08559
U -5 PRO - EXPRESSION TAG | UNP P08559
U -4 ARG - EXPRESSION TAG | UNP P08559
U -3 GLY - EXPRESSION TAG | UNP P08559
U -2 SER - EXPRESSION TAG | UNP P08559
U -1 HIS - EXPRESSION TAG | UNP P08559
U 0 MET - EXPRESSION TAG | UNP P08559
U 203 ALA SER ENGINEERED UNP P08559

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
U 271 ALA SER ENGINEERED UNP P08559
W -20 MET - EXPRESSION TAG | UNP P08559
W -19 GLY - EXPRESSION TAG | UNP P08559
W -18 SER - EXPRESSION TAG | UNP P08559
W -17 SER - EXPRESSION TAG | UNP P08559
\W -16 HIS - EXPRESSION TAG | UNP P08559
AW -15 HIS - EXPRESSION TAG | UNP P08559
W -14 HIS - EXPRESSION TAG | UNP P08559
W -13 HIS - EXPRESSION TAG | UNP P08559
\% -12 HIS - EXPRESSION TAG | UNP P08559
W -11 HIS - EXPRESSION TAG | UNP P08559
W -10 SER - EXPRESSION TAG | UNP P08559
W -9 SER - EXPRESSION TAG | UNP P08559
W -8 GLY - EXPRESSION TAG | UNP P08559
W -7 LEU - EXPRESSION TAG | UNP P08559
W -6 VAL - EXPRESSION TAG | UNP P08559
\WY% -5 PRO - EXPRESSION TAG | UNP P08559
\W -4 ARG - EXPRESSION TAG | UNP P08559
W -3 GLY - EXPRESSION TAG | UNP P08559
W -2 SER - EXPRESSION TAG | UNP P08559
W -1 HIS - EXPRESSION TAG | UNP P08559
W 0 MET - EXPRESSION TAG | UNP P08559
W 203 ALA SER ENGINEERED UNP P08559
\% 271 ALA SER ENGINEERED UNP P08559
Y -20 MET - EXPRESSION TAG | UNP P08559
Y -19 GLY - EXPRESSION TAG | UNP P08559
Y -18 SER - EXPRESSION TAG | UNP P08559
Y -17 SER - EXPRESSION TAG | UNP P08559
Y -16 HIS - EXPRESSION TAG | UNP P08559
Y -15 HIS - EXPRESSION TAG | UNP P08559
Y -14 HIS - EXPRESSION TAG | UNP P08559
Y -13 HIS - EXPRESSION TAG | UNP P08559
Y -12 HIS - EXPRESSION TAG | UNP P08559
Y -11 HIS - EXPRESSION TAG | UNP P08559
Y -10 SER - EXPRESSION TAG | UNP P08559
Y -9 SER - EXPRESSION TAG | UNP P08559
Y -8 GLY - EXPRESSION TAG | UNP P08559
Y -7 LEU - EXPRESSION TAG | UNP P08559
Y -6 VAL - EXPRESSION TAG | UNP P08559
Y -5 PRO - EXPRESSION TAG | UNP P08559
Y -4 ARG - EXPRESSION TAG | UNP P08559
Y -3 GLY - EXPRESSION TAG | UNP P08559

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
Y -2 SER - EXPRESSION TAG | UNP P08559
Y -1 HIS - EXPRESSION TAG | UNP P08559
Y 0 MET - EXPRESSION TAG | UNP P08559
Y 203 ALA SER ENGINEERED UNP P08559
Y 271 ALA SER ENGINEERED UNP P08559
1 -20 MET - EXPRESSION TAG | UNP P08559
1 -19 GLY - EXPRESSION TAG | UNP P08559
1 -18 SER - EXPRESSION TAG | UNP P08559
1 -17 SER - EXPRESSION TAG | UNP P08559
1 -16 HIS - EXPRESSION TAG | UNP P08559
1 -15 HIS - EXPRESSION TAG | UNP P08559
1 -14 HIS - EXPRESSION TAG | UNP P08559
1 -13 HIS - EXPRESSION TAG | UNP P08559
1 -12 HIS - EXPRESSION TAG | UNP P08559
1 -11 HIS - EXPRESSION TAG | UNP P08559
1 -10 SER - EXPRESSION TAG | UNP P08559
1 -9 SER - EXPRESSION TAG | UNP P08559
1 -8 GLY - EXPRESSION TAG | UNP P08559
1 -7 LEU - EXPRESSION TAG | UNP P08559
1 -6 VAL - EXPRESSION TAG | UNP P08559
1 -5 PRO - EXPRESSION TAG | UNP P08559
1 -4 ARG - EXPRESSION TAG | UNP P08559
1 -3 GLY - EXPRESSION TAG | UNP P08559
1 -2 SER - EXPRESSION TAG | UNP P08559
1 -1 HIS - EXPRESSION TAG | UNP P08559
1 0 MET - EXPRESSION TAG | UNP P08559
1 203 ALA SER ENGINEERED UNP P08559
1 271 ALA SER ENGINEERED UNP P08559
3 -20 MET - EXPRESSION TAG | UNP P08559
3 -19 GLY - EXPRESSION TAG | UNP P08559
3 -18 SER - EXPRESSION TAG | UNP P08559
3 -17 SER - EXPRESSION TAG | UNP P08559
3 -16 HIS - EXPRESSION TAG | UNP P08559
3 -15 HIS - EXPRESSION TAG | UNP P08559
3 -14 HIS - EXPRESSION TAG | UNP P08559
3 -13 HIS - EXPRESSION TAG | UNP P08559
3 -12 HIS - EXPRESSION TAG | UNP P08559
3 -11 HIS - EXPRESSION TAG | UNP P08559
3 -10 SER - EXPRESSION TAG | UNP P08559
3 -9 SER - EXPRESSION TAG | UNP P08559
3 -8 GLY - EXPRESSION TAG | UNP P08559
3 -7 LEU - EXPRESSION TAG | UNP P08559

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
3 -6 VAL - EXPRESSION TAG | UNP P08559
3 -5 PRO - EXPRESSION TAG | UNP P08559
3 -4 ARG - EXPRESSION TAG | UNP P08559
3 -3 GLY - EXPRESSION TAG | UNP P08559
3 -2 SER - EXPRESSION TAG | UNP P08559
3 -1 HIS - EXPRESSION TAG | UNP P08559
3 0 MET - EXPRESSION TAG | UNP P08559
3 203 ALA SER ENGINEERED UNP P08559
3 271 ALA SER ENGINEERED UNP P08559
5 -20 MET - EXPRESSION TAG | UNP P08559
5 -19 GLY - EXPRESSION TAG | UNP P08559
5 -18 SER - EXPRESSION TAG | UNP P08559
5 -17 SER - EXPRESSION TAG | UNP P08559
5 -16 HIS - EXPRESSION TAG | UNP P08559
5 -15 HIS - EXPRESSION TAG | UNP P08559
5 -14 HIS - EXPRESSION TAG | UNP P08559
5 -13 HIS - EXPRESSION TAG | UNP P08559
5 -12 HIS - EXPRESSION TAG | UNP P08559
5 -11 HIS - EXPRESSION TAG | UNP P08559
5 -10 SER - EXPRESSION TAG | UNP P08559
5 -9 SER - EXPRESSION TAG | UNP P08559
5 -8 GLY - EXPRESSION TAG | UNP P08559
5 -7 LEU - EXPRESSION TAG | UNP P08559
5 -6 VAL - EXPRESSION TAG | UNP P08559
5 -5 PRO - EXPRESSION TAG | UNP P08559
5 -4 ARG - EXPRESSION TAG | UNP P08559
5 -3 GLY - EXPRESSION TAG | UNP P08559
5 -2 SER - EXPRESSION TAG | UNP P08559
5 -1 HIS - EXPRESSION TAG | UNP P08559
5 0 MET - EXPRESSION TAG | UNP P08559
5 203 ALA SER ENGINEERED UNP P08559
5 271 ALA SER ENGINEERED UNP P08559

e Molecule 2 is a protein called Pyruvate dehydrogenase K1 component subunit beta, mito-

chondrial.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 329 ggtlzl 16(3)4 41;7 429 1S9 0 0 0
2 D 329 ggtf;)l 16(3)4 41;7 4(6?9 1S9 0 0 0
2 K 329 ggtf;)l 16(3)4 41;7 4(6?9 1S9 0 0 0

O RLDWIDE

PROTEIN DATA BANK

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 H 329 ggtlaél 1(%4 41;I7 4C6)9 1S9 0 0 0
2 J 329 ggtlaél 1(%4 41;I7 4((?9 1S9 0 0 0
2 L 329 ggtlaél 16004 41;I7 4C6)9 1S9 0 0 0
2 N 329 ggtlaél 16004 41;I7 4C6)9 1S9 0 0 0
2 P 329 ggtlaél 16004 41;I7 4C6)9 1S9 0 0 0
2 R 329 ggtlag)l 1(%4 41;I7 4(6?9 1S9 0 0 0
2 1 329 ggtlaél 16%4 41§7 4(629 1S9 0 0 0
2 v 329 ggtlaél 16%4 41§7 4(6?9 1S9 0 0 0
2 X 329 ggtlaél 16%4 41§7 4(6?9 1S9 0 0 0
2 z 329 ggtl?)l 16%4 41§7 4(6?9 1S9 0 0 0
2 2 329 ggtl?)l 16(5)4 41§7 4%)9 1S9 0 0 0
2 4 329 ggtlzl 16(3)4 41§7 429 1S9 0 0 0
2 6 329 ggtlzl 16(3)4 41§7 429 1S9 0 0 0

e Molecule 3 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 P 1 Tofal If 0 0
3 J 1 Tofal If 0 0
3 D 1 Tofal If 0 0
3 H 1 Tofal If 0 0
3 B 1 Toltal If 0 0
3 \% 1 Toltal If 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 Z 1 Tofal 11< 0 0
3 T 1 Tofal 11< 0 0
3 6 1 Tofal If 0 0
3 N 1 Tofal If 0 0
3 X 1 Tofal If 0 0
3 4 1 Tofal If 0 0
3 R 1 Toltal If 0 0
3 L 1 Toltal If 0 0
3 2 1 Toltal If 0 0
3 F 1 Toltal If 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
coded according to the number of geometric quality criteria for which they contain at least one
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: Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

drial

3 Residue-property plots (i)

Page 17
Chain A:

€TA

614

STH

61

-

0
k)
3

T4

981D
GSTIN

[4s) 0]

0811
671V

(447

8ETA

YETD

0EIN

8TTV
LTTR

PCIN

Ll

€TTY

6071

S0TI

20TA

T01S

0071

L6L

€69

™
~
=

TLO
0LY

890

791

194

v9ca

[4tai
TSI

L%TH

SyTH
%20

vETH

TETI
T€TT

1

Lged
9geTa
STTA

2TTH
TZed
0Z2I
6124

+

STTH

€1Ck

961N

T6T1

0671

L8711

¥811

z81v

SLTI

691V

7911

€971
2911

(440}

81€d
LTEI
91€d
STEN

E€TEA
c1ed

60€1
80€d
LOEN

S0€d
voex
E0EA
CTOES

00€1
662N

S6CH
v62H

0621

88C1

98za

[4:14°S
T8CA

6.20

+

S.2H

09Tk
692
89T
LSTL

9621

1

efeto
Y3EM

TGEN

8EEH
LEER

e Molecule 1: Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

drial

SEET
veer

8zed
Lzea

e€zed

10%

34%

51%

Chain C:

LY1D

SY1D

€¥1d
(4478
1770
0PTV
6ETD
8ETA

¥ETD
E€ETH

1€T4
0ETN

8TTV

9TTH

i3]

6071

9071
SOTI
¥012
€0TYH
COTA
1018

L6TYH
96TN

T6TI

6810

L8117

28TV

LL1d

.10

[44)]

0LTV
69TV

7911
€9TL
911
LSTH

67TV
8YTI

STed
bied

TIEA

T0ES

00871
662N
8685
L6TN
96TA
S6TW

T6CT

68CH

98¢a
48cs

08z
6.2h

® Llza

9.lzH

6GcH
84Tk
LSTL

€9TW

L
+

iag4]

09€A

pSEM
€9€d

shed

0%EX
6€EEI
8EEH
LEER

SEET
vees
€Eeed

I

8ced
Lzea

£€ged

81€ed

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

3EXG

wwPDB X-ray Structure Validation Summary Report

Page 18

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

e Molecule 1

drial

9%

5%

25%

61%

Chain E

o
)
]

8TL

STH
711

961N

2611

L8711

811

LLT3

SLTI

2219

3

SSIN

0871

€¥1d
(47478

LETI

YETID
€ETH
CTETR
T€T4
0ETN

8CTV

YTIN

611D

LITV

3

(431

3
L

807d

SO0TI
013

2OTA
T01S
0071

L6L

681

1

8H

68CH
88CI

620
8.TI

9,23

Y.LTL

0LzA
692D

L9za

692H
89Tk
LSTL

8¥TH

8€TH

SETH

EETA

T€TT
0€TI

9zea
STTA

812d

S1Ty

0TV

19€8

99eN

baen

TSEY

Ly€d

19€S

8EEH

LEER

veexr

8ced
LTea

e€zed

91€d
STEN

E€IEA

80€d

v0ex
E€0EA

00€1

S6TH
Y628

T6TH

e Molecule 1

drial

0621

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

9%

26%

60%

Chain G

890

€9H

BLID
€LTD

TLIN

911

8410

TSTY
0871

w911
15a1]
$ETH
€€TH

CETR
TET4

62TY
8TTV

8TTY
LITY

€TTH
OTTL
6071
80713

SOTI

ZOTA

0071

693

vLTL

692
89T
LSTL

6€T4

LETL

1€T1
0€TI

9gea
STTA

€ee1

81ca

STTH

802V

902H

L6TYH
96TN
S6TN
L8T1
(4234

LL1E

baen

Lyed

LEER

SeeT
veed

8ced
Lzea

£€ced
(44|

0zey
91€d
STeN
bTed
E€IEA
LOEN

00€1
662N

Lech

6Ty

0621

8Ty

L.za

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

e Molecule 1

drial

10%

29%

58%

Chain I

890

SYH

6EW

LEY

€e1

69TV

€9TL

i2°199
€9
2810
STV
0871
67TV

€%1d
(47498

6E€TH
8ETA

I

¥ETD
E€ETH

L

1€T4

62TY

9TTH

YTIH

08N

8LD

692Yd
86Tk
LSTL

§6e1
v9cH

[4:(4)1

8€TH
LETL

TETO
1€T1

LT2TH
9zea
GTTA

€ee1

81cd

91

1Tk

07Ts

I

70TA

96TN

T6TI
1614

L1811
9814

LL1E

.10

TLID
TLIN

bagH
€9€D

Sved

STEN

T1€A

60€I
80€d

90€1
S0€d
v0€d

COES

00€1

v62H

T6TH

0621

88TI

98cd

v8TH

1

08z
6.2h

O

R LDWIDE
PROTEIN DATA BANK

W



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 19

e Molecule 1

drial

09€A

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

9%

25%

62%

Chain K

0671
6810

1811
T8TY
.78
TLID
5971
€971
691V
£91d
THIA
15410
$E£19
€€T9
TETX
T€Td
8TTY
BT

LITV

€TTA
[431')

807d

9071
0TI
7012
€07Y
20TA
T01S
0071

L6L

68CH

L8td

T8TA

6.2b

LLT3
9.Lcd

€LcH
TLTR

0LTA

89¢d

TOCH

6GcH

LGTL

g6eT

8%y

4742

i o4cs

EETA

T€TT

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

62cd

Lged

€cel
[444)

02zl

L1TH

STTH

012s

1

6EE1

LEER

geeT
veed

0€ed

8¢ed
LTEQ

£ced

91€d

STEN

v1ed

00€7T
662N

v6cH

0621

e Molecule 1

drial

9%

5% o

25%

61%

Chain M

8L
981

SLT

%91

LS1

0sa

S¥H

()74]

LY
9EX

0oed
624

21

€A

614

STH

L6TYH

S6TN

98T

LLTE

SLTI

TLTD
TLIN

L91a

8G1da

0G71

8¥%1I
L%1D

€%1d
THIA

ovIV

vED
€ETD
CETR
TETd

3

LITV

€TTA
[431)

8073

S0TI
7012

20TA
T0TS

S6L

00€7
662N

T6TH

0621
68CH
88CI

8T
£8TS

T8TA
08za

8.cI
LLTE
9.TH

v.LTL

69CH
89TA

=

8€TH

fetoracs

TETO
TETT

6cca

STTA

812a

9T2H
ST

09€A

9GEN

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

vaen

TSEY

Lved

[0)74°98

€eed

8T€d
LTEQ

€zed
ceed

LI€I

STeEN

80€d

90€T

e Molecule 1

drial

voex

13%

5%

31%

51%

Chain O

791

290

694

98
ssb

Lg1

L11

[
=1

T4

TLID
TLIN

69TV

L91a

911

[4°1%)

LGTY

0871
67TV
8¥1I
LYTD

€¥1d
(47478
910

8ETA

YETD
€ETH
CETR
TETA

6CTY
8CTV

SCTH

8TTY

€TTY

9071

ZOTA

0071

864

S6L

064

88Y
L8L

SLT

ELA

TLD

86T
LGTL

§8e1

Ll

9ves

6€cd
8ETH

9gTV
feporac
vecy
€ETA
TETD
1€TT

62cd

W

LTed
9zeda
SgTh

{444

81ca

96TN
S6TN

681D

L8T1

6LTR
8LTV

SLTI
.10

D E

W

O R L

gPDB
PROTEIN DATA BANK



3EXG

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 20

c1ed

60€I
80€d
L0OgN
90€1

voex
€0€A

00€1

L

88CI

v8TY

[4:14°S

09€A
6GES

YaEM
€ged

8YEA

Sved

TheS
ThES

6EEI

LEER

e Molecule 1: Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

drial

10%

3

6%

™
™
=

32%

©
i
5]

52%

Chain Q:

TS0
0sa

8%A
SPI
4!

6EN

42T

T2d

STH

- o
< © () —
(=} B H (3]

—
[

]
8ETA
LETI

SETN

€ETH

T€T4
0ETN

8TTV

YW
€218

8TTY

ETTH

6071

SOTI
012
€0TYH
COTA
1018
0071

864
LBL

S6L

€69

684

T8d
08N

8LD
LLY

ELA

TLD

89b

Ll

Tod

181
98y
ssb

8eTH
LETL

3

EETA

1€T1

62ca

9zeda
STTh

[444)

o1cH
STTH

ETTR

T1gL

902
S023a

96TN

L8717
98TH

8TV

6LTR

GLTI
.10

69TV

SOTA

€9TL

YaTX

TST0
STV
0871
67TV

€%1d
(4498

€82S

08z
6.2h

Lltd

GlcH
LTl

642y
8GTA
LGTL

46z

TS§T1

L%TD

Shey

6€Td

T9€S

SGEI
vaen
€6ed
TGEN

6€E1

LEER

e Molecule 1: Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

drial

SEET
veed

oged
62ed
8zed

81€ed

—
57%

1%

5%

26%

Chain S:

TTd

A

181

-

LLTH

TOCH

692H
89CA
LSTL

G921

€34T

fetoracs
vETH

T€C1

62ca

LTTH
9geTa
STTA
81ca
ST

80TV

L6TH
961N

2611

09€A

YaEM
€ged

gved

ThES

LEER

SeeT
veed

8ced
LTEQ

czed

LIEI

STEN
vied

TTEA
0Ted
60€I

00€71
66CN

L6TN

vécH

0621

L8t¢d
98¢a
S8TS
8Ty
£8TS

e Molecule 1: Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

drial

9%

5%

25%

< 10 © o o mm
- SIS ©
aom o =

61%

Chain U:

ST

o
—
©

- <
[ a

D E

O R

L DWI
PROTEIN DATA BANK

W



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 21

T6TI

1

0671

8L

LD
€LA

0Ly

T6CT
0621

8Ty
€8CS

96TN

ve1a

baen

ches
19€S

8EEH
LEER

SEET
veed

8zced
LzTea

£€ced
(4401}

0ZeY

LI€I

vred

80€d
LOEN

v0ex
E€0EA
CTOES

00€1

L6TN
96CA

e Molecule 1

drial

v62H

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

10%

26%

59%

Chain W

€LA

+

™
-
a

o
-
B

- < o™
[ (=} B

3

LITY

OTTL

8072

9071

vo1a
€0TH
COTA

0071

L6L

S6L

€69

78d

SLT

9.T3

17X4

STTA

812d

91cH

€ICk

90y

L6TYH
96TN
S6TN

09€A

vaen

Sved
vved

81€d

o1€d

L

90€1

COES

00€1

v62H

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

414}
16271
0621

1

S82S

£8CS

e Molecule 1

drial

18TA
0823

L.za

9%

26%

61%

Chain Y

SLT

0671

L8T1

811

LLTE

GLTI
7L10

TLID

69TV

[4:1%)

981D

0871

8Y1I

€¥1d
(47478

oY1V

8ETA

SETN
¥ETD
€E€TH
CETR
1€14

8TTV

Ll

€TTY
(4971

SOTI

€0TYH
COTA
1018
0071

864

S6L

064

88Y
L8L
981

08cd

8.TI

9.3

€.2H

1724

692D

L9za

692

Ll

26821

8€TH

62cd

Lged
9gea
STTA

€2e1

812d

912
S1TH

90cH

L6TYH
96TN
S6TN

T6TI

09€A

9GeN

vaen

Lved

15744

8EEH
LEER

SEET
veed
£eed

L

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

8zed
Lzea

€ced

91€d
STEN

00€1

S6CTH
76Ty

0621
88CI

8Ty

e Molecule 1

drial

12%

29%

54%

Chain 1

T4

O

R LDWIDE
PROTEIN DATA BANK

W



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 22

L91a
91T
€9TL
T9T1
8910
0871
€91d
THIA
1341]

SEIN
YETD

CTETR
TETd

62Ty
8TTV

STTH

81Ty

Ll

v01d

ZOTA

0071

864

964

0Ly

890

791

290

099

692H
89CL

it}

TSTI

8Ty

15749

YETH

TETO
T€TT

1

LTTH
9zea
GTTA

£2T1

344

81ca

80TV

6€E1

LEER

geeT
been

Teed
0g€ed

8T€d
LTEQ

S6CTH
¥62H

4148

1621

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

09€A
63€S

vaen
€aed

8veN

Sved

Thes
19€S

e Molecule 1

drial

10%

6%

28%

55%

Chain 3

693
890

T94

96
feiely]

SYH

€%y

6EW

vex
€eT

0€H

€A

STH

3

(0198

+

a

69TV

L91a

€9TL

191D

LS

SGTN

€4TY
{44 1)

0871
671V

£€¥1d
(47478
1770

8ETA

%ETD

T8d

8LD

SLT

692
8GTA

§6e1

1821

8€TH

1€T1

L

9gea
STTA

€21

1ced

81cd

91
S1eH

90cH
soza

L6TH
96TN

1
L

1674

L8711
8TV
SLTI

L10
ELTD

TLIN

oved

TYeS

*

8EEH
LEER

SeeT
veed

8T€d
Lzea

[443)]

LTEI

STEN

80€d
L0ogN
90€1
so0ed
v0ex

COES

00€1
662N

Léeh
96TA

762H

T6TH

0621

88TI

98cd

08z
6.2h

Llca

S.2H

1

e Molecule 1

drial

paen

67€d

Pyruvate dehydrogenase E1 component subunit alpha, somatic form, mitochon-

9%

7%

© o
10 10
ol

22%

61%

Chain 5

ELA

LD
0LY

890

€9H
[4:0)
194

99y
ssb

SPH
b4t

ovh
6EW

€e1

LT1

+

STH

T

A

06TI

L8117

8TV

LL13

voT1

€9TL

(419

8GTd

¥aTX

0STT

£€71d
(47478

07TV
LETI
YETD
€ETH
CETR
1€Td
8TTV
HTIW

ETTH
(437}

6071

SOTI

COTA
1018
0071

10 (O~
oo o
23 =

€60

064

8.CI
L.23

0LTA

89zd

662

LSTL

§4e1

Ll

8€cH

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

434S

0€TI

i

L1829
91cH
S1eH

0128

L

95eYN

baen

Lyed

£%€a

6EET

LEER

veed

8ced

Lged

ozey

£eed

S1ex

vied

80€d

voex

662CN

0621
68CH

.8td

i

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 23

25%

73%

Chain B

TETd

8CTH

8TTIN

S1TY
P14

0TTA

E€0TH

084

9.d

697

683

¥8a

Lt !

6EA
8€N

vea

6.CI

9.T0

L9¢d

09zA

LG2N
98TL

jta)]
€gch
[4et4Y
13:14

L

A4S

s¥ea
6ecH
8ETH
Leah
62ca

60CA

T6T1

L8Th

S8Ta
781d

6.1d
SLTI
i ZA %]
€L1d
TLIN

LOTA
991d

6STS

8YTM

537454
(47431

0%1d
6ETD

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

LTET
9TEL
ggeN

STEd
80€T
LOET
9083

00€A
662d

96CL

762y
€6CA

8821

082K

e Molecule 2

—
5%

25%

70%

<+ © =
) < <
=] = B

Chain D

e

1
STTY
Y114

CI1I

86V

€6A

L8W

984
8N

LYK

© O mm
= N
Mo [

10 ©
—
(I

-
pe
o

L8TH

¥81d

SLIW
YLTT

991d
SOTN

(4113

89T

(4491

LETD

(4}

8CTH

9TTV

wTTA
€TTH

1218

8TIN

62€1

LTET

SgeEN

L1EY
9TEA

bled

+

80€1
LOEI

SO0EV
w0€X

962L
S6TA

Ll

S84
8Ty

082
6.T1

Pyruvate dehydrogenase EE1 component subunit beta, mitochondrial

9.0

6924
89zh

e9za
(4148

8GCH
0sga

9%CH
s¥vea

e Molecule 2

28%

69%

Chain F

eI

6€TH
8ETH

SETA

0Zz1

g1ed
414

CICH

L0zl

€611
T611

© O M ~ [+
I3 © © €0 0 CO w0 0

— o - -

= [0 R Y-y om X

SLTH
ZA%)

CTLIN

991d

29Td

GgS1d

2e1a
TSTE

6%TN
8YIH

(4491

8E€TH

SETM

TETA

0ETh

8CTH

62€I
8TEN
LTET

STEA

€TEI

Ll

¥1ed
€T€I

80€T

90€Y

962L

€6CA

Ll

08ZH

LTV
TLTH

6924

L92d
99CH

€9zca

09zA

PAtA\S
9GTL

a1l

[4(43]

0sca

9%

£¥2d

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

e Molecule 2

27%

69%

Chain H

€TTA

0TTA

L0717

663
86Y

S6N

L8

984

181
084

9.d

94

09l
699
84S

<+ ©
) Ire)
a a

[4:33
184

+

67a

SPA

8eY

o
™ o
£

m o <
— o
m 2

0 ©
G

™
=

11

8ETH

9€TI

LTTS

(444

Ga12d
414

1188
0t1CTA

L0TI

LBTH
961D

€671
2611
T6T14
181D

781d

TLIN

991d
S9IN

89T
LSTI

¢§1a

PPIA

(4491

0%1d
6ETD

LETD

CETd

STV
wTIA

TC18

8TIN
L11d

6CEI
8CEN
LTET

gceN

81€d

LOEI

1

TOEd

96CTL
S6CTA

88¢1

8Ty

08TH

j2h4cs

S92H

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

€9ca

8GCH
LGTN
96elL

0Gca

9%TH
ShTa

€¥ed
(444
eI
0¥%TL
6€TH

e Molecule 2

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 24

33%

65%

Chain J

8ETH
Lean

62ca
8z
L2Ts
CIcH

60CA

0TI

6613

LBTH

T6T1

6814

L8TD

98Ta
¥81d
€8T1d

L

6.1d
9LTR
SLTW
YL
eLtd
CTLIN
TLTE
LOTA
S9TN

°oTH
1971

LSTI

4TV

8YTM

5490
(449"

0%1d
6ETD

CETA

oTTV

6CEI

LTET
9TEL
STeN

€TEI

0ZEI

LTIEN
9TEA

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

vied
€1€I

80€T
LOET
90€H
70ex

T0€d
00€A

€62A

68cd
88C1

18¢H
8.cH
Lley

9.2D

TLTH
TLTA

6924
89zh
L92d
99cH
€9ca
09zA

Lgen
94zl

(4514

0sga

9%
s¥ea

6ecH

e Molecule 2

25%

71%

Chain L

1T18

8TIN

E€TTA
CI1I

E0TH

TOTA

i

6631
86V

61

T6Q

9.d
S.4
vL1

TLR
0Ly

199
09
643

TSI
TSy

€91

0%s

8EN

SE€D

€€
ced
TEY

6cd

vcd
€A

9Td

£9cH

09ZA

89CH

0sca

9%TH

8ETH

L

TETA

62CH

.TTs

0TI
90CH

€6TI

6811

L8TH

Pyruvate dehydrogenase EE1 component subunit beta, mitochondrial

¥81d

2814

SLTH
YLTT

0LT1

991d
SOTN

3

1971

LSTI

S61H
i1

2eTa

CETd

(444

62€1

LTET

STeN

vied
€T€I

€0ed
CTOEW
T0€d
00€A
96CL
€6cA
8821
L8cd
98z
S98cd
08CTH
8.cH
TLTA

6924
89zl

e Molecule 2

29%

67%

Chain N

8TIN

STTY
P1Td
€TTA
(453}

0TTA

3

€EX

e pmomnmo o 8] o
™ ) — —- o ®
= =] ] =} B4 o

CICH

0TI

66T

€671
2611

3

L81H

987d
¥81d
€81d
2814
814

9LTR
SLTH

3

3

T9TI

6G1S

LGTI

SS1D

€41V

TST3

8YIH

5298
THTI1

0%1d

8ETH

SETH

TETd

310

STTV
vTIA

6C€I

LTET

STEA

€TEI

s1ed

TIES
TIEN

Ll

00€A

162D

S6TA

08CTH

9,20

TLTA

29TA

09zZA
69C1

9GCL

HSTH

{4143

0sza

9YTH

YT

i

8ETH

L

e Molecule 2

T€TA

S12d
ja14
€12s

Pyruvate dehydrogenase E'1 component subunit beta, mitochondrial

25%

1%

Chain P

16a

88
L8N

984

084

vl

TLH

S9I

09N
694

[4)8
T4

vea

[4:0)}

092A
6921
89CH

0sza
6%CI

Ll

6€cH
8ETH

1

CICH

(548

L0TI

S0TL

LBTH

€671

881S
L81h

49813
¥81d

2814

9LTX

TLTE

L9TA

LSTL

GS1D
YaTA

2§1a

%)
(4491

3

8ETH

9ETR

CETd
TETD

STV
4478

8TEN

SceN

61€1

9TEA

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

v1ed

e Molecule 2

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 25

28%

68%

Chain R

Ll

9.d

6383

154

1
i

Svi

6EA

vea

ey

921

¥ca

0za
614

LT1
91d
STd
¥1a

IIN II.m
=4 II

€1es
CIcH
13143

L0TI

S0TL
702D

+
+

T6T1

061d

L8Th

¥81d

€81d
814

0874

62EI
8TEN
LTET

STEA

€TEI

0TEI

LTEN

TIEN
0T€d

80€1T
LOET

8821

18¢H
08T
62T
8.CH

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

9.2D
TLZA
(414N
1921
09zA
6921

g4y

e Molecule 2

£4zA

0sca

9%
S¥ea

(4748

5%

23%

72%

Chain T

TETd

8CTH
LTTH

8TIN

TOTX

86V

©
[
©

S6N

c6h

L8

S84
8N

T8I

9.d

vea

*

8TH

921

vcd

1142

614

6924
89zh

€923

09ZA

8GCH

eletas

0gza

9%TH

0%CL

8ETH

L

vecE

6223

Lges

8TCH

LBTH

68T

L8TD

¥8Td

2814

6L1d

SLTH
YLTT

LOTA

SOTN

(4113

LSTI

PSTH

(449}

62€1
8TEN
LT€T

STeN

LIEN

80€1
LOEI

Pyruvate dehydrogenase EE1 component subunit beta, mitochondrial

SO0EV
¥0€X

10€d
00€A
66ca
96CL

€6CA

S84
8Ty

082

e Molecule 2

26%

71%

Chain V

614

o1d
i

110

99CL

{4143

0sza

9bTH

LETN

Ll

0TI
90CH

€671
(41 %)

+

¥81d
£81d

Pyruvate dehydrogenase E'1 component subunit beta, mitochondrial

812

SLTW
ZA%)

TLIN

89TA
LOTA

3

T9TI

6GT1S

LSTI

GgS1d

2e1a
TSTE

6%IN
8YIH

(4491

8E€TH

SETM

CETd

6C1S
8CTTH

oTTV

6CEI
8TEN
LTET

szed
3434
87€a
s1ed
v1€d
£T€1
TTEN
8081
LOEI
90€3
€0€d
TOEN
10€d

v62H
€6CA

88T

9,20

5

TLTH

6924

e Molecule 2

L92d

092ZA

5%

24%

71%

Chain X

~
@
b=

S6N

€64

88

g84d

©
~
©

S.4
w1

TLH

09

LST

¥sa

[4:)9
154

+E
LL

6EA

vea
EEX

8TH

921

0za

L9¢d

g€9ca
(4148

6GTT
8GCH

06ga

eI
0vTL
6€cH
8ETH
Leen

91CA
S1¢d
vicy

1128
oTCA

€6TI

L8Th

S8T1d
¥81d

LOTA

+
i

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

96T
HSTH

449
5549’8
(449"

STV
wTTA

1CTS

L11d

e Molecule 2

STTH

6631
86Y

6CE1
8TEN
LTET

{455’}

T2ed

61€I

81€ed
L1€Y

b1ed
€1el
80€1
LOEI
90€X

9621

+

G8Td

08CH

TLTA

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe



3EXG

wwPDB X-ray Structure Validation Summary Report

Page 26

24%

73%

Chain Z

o
=

ceTd

8CTH

w1

94

ved

et

12a

674

918

PG

2S8TS

0sza

PAZ4CS
eid

3

8ETH

1

vecH
6ccH
6120
S12d
214
€128
CICH
L0TI
[4u4s

€671
2611

8818
181h

781d

2814

SLTW
i ZA %)
€L73
TLIN

991d
S9TN

3

T9TI

LGTI

GSTD

8YIN

%11

0%1d

6CE1

LTET

STeN

€Cel

L1EX

s1ed

0o1ea

Ll

00€A

S6TA

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

€6TA

8.LcH

e Molecule 2

25%

72%

Chain 2

L11d
CTTI
T11d
0TTA
T0TX

86Y
L6Y

S6N

st}

0%CL
6ecH

OET

STTV
wTTA

1218

8TTN

8CTEN
LTET

STeEA

L1€Y

v1ed
€1€l

ToEd

i

18td

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

4a8cd

08TH

6924
8920
L9td
99TH
S92H

89CH

e Molecule 2

27%

70%

Chain 4

0%1d

TETd

eIV
1218

8TTIN

EITA
CITI

€0TH
CTOTA
T0TX

86Y

S6N
¥61

260

8L

L

8.LD

99Y

09

41l

svea

6ecH

8ETH

vecH

€ETD

S1ed
j414°)

CICTH

L0TI

cocH

6614

L6TH

62€I

LTE1

{455}

8081
LOEI

1

TOEd
00€A

€6TA

T8cH
08CH

8.cH

6924

Pyruvate dehydrogenase E1 component subunit beta, mitochondrial

L9¢d
99ch

09zA
6821
8GCH
LSTN
98TL

28Ts
TSev
0szd

9%CH

e Molecule 2

—
5%

22%

73%

Chain 6

[474%)

6ETD
8ETH

9ETR

CETA

9TTY

¥TIA

1218

8TIN

STTY

LLI
9.d
S.4
vL1

09N
693

TSI

+

€EX

+
3

TeY
8z
21
vcd
€A
0za

A
e i

110

TLTA

69C4
89zh

€923
092ZA
6921
8GCH
0sza

9YTH

6€cH
8ETH

L

62CH

LTTs

€12s
CTCH

0TCA

90CH

€611
[4:1%)

¥8Td

2814

SLTH
YLTT

991d
SOTN

Ll

89T
LSTI

e )

28Ta

8TeEN
L2ET

SzeN

9TEA

vied
€1€I

10€d

+

96CL

€6CA

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 27 wwPDB X-ray Structure Validation Summary Report 3EXG
4 Data and refinement statistics (i)
Property Value Source
Space group P1 Depositor
Cell constants 119.284 128.29A 228.41A .
Depositor
a, b, c, a, B,y 90.14° 90.05° 90.02°
. 50.00 - 3.01 Depositor
Resolution (4) 4911 — 3.01 EDS
% Data completeness 97.9 (50.00-3.01) Depositor
(in resolution range) 97.9 (49.11-3.01) EDS
Rinerge 0.08 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.43 (at 3.01A) Xtriage
Refinement program REFMAC 5.4 Depositor
R R 0.189 , 0.253 Depositor
» Phfree 0.196 , 0.257 DCC
Rfree test set 13221 reflections (5.30%) DCC
Wilson B-factor (A?) 56.5 Xtriage
Anisotropy 0.005 Xtriage
Bulk solvent kyo(e/A?), By (A?) (Not available) , (Not available) EDS
0.429 for h-k,-1
Estimated twinning fraction 0.000 for -h,k,-1 Xtriage
0.000 for -h,-k,1
L-test for twinning? <|L| > =053, < L*>=10.36 Xtriage
Outliers 0 of 262510 reflections Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 83339 wwPDB-VP
Average B, all atoms (A?) 55.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The analyses of the Patterson function reveals
a significant off-origin peak that is 46.55 % of the origin peak, indicating pseudo translational
symmetry. The chance of finding a peak of this or larger height randomly in a structure without
pseudo translational symmetry is equal to 1.1273e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.
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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:

K

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 1 0.79 | 1/2663 (0.0%) | 0.87 | 2/3583 (0.1%)
1 3 0.87 | 3/2725 (0.1%) | 0.91 | 3/3666 (0.1%)
1 5 0.78 | 2/2764 (0.1%) | 0.83 | 2/3720 (0.1%)
1 A 0.93 | 2/2727 (0.1%) | 0.94 | 3/3669 (0.1%)
1 C 0.92 | 3/2727 (0.1%) | 0.92 | 2/3669 (0.1%)
1 E 0.91 | 1/2780 (0.0%) | 0.96 | 1/3742 (0.0%)
1 G 0.90 | 4/2763 (0.1%) | 0.93 | 3/3718 (0.1%)
1 I 0.88 | 1/2743 (0.0%) | 0.90 | 3/3691 (0.1%)
1 K 0.81 0/2764 0.85 | 1/3720 (0.0%)
1 M | 090 | 3/2780 (0.1%) | 0.93 | 2/3742 (0.1%)
1 O 0.81 0/2628 0.89 3/3537 (0.1%)
1 Q 0.86 | 1/2743 (0.0%) | 0.93 | 5/3691 (0.1%)
1 S 0.86 0/2711 0.92 | 3/3648 (0.1%)
1 U 0.94 | 2/2775 (0.1%) | 0.95 | 1/3734 (0.0%)
1 W | 088 | 1/2756 (0.0%) | 0.93 | 3/3708 (0.1%)
1 Y 0.93 | 2/2780 (0.1%) | 0.93 | 1/3742 (0.0%)
2 2 0.90 | 2/2574 (0.1%) | 0.93 | 2/3488 (0.1%)
2 1 0.87 | 1/2574 (0.0%) | 0.93 | 1/3488 (0.0%)
2 6 0.90 | 2/2574 (0.1%) | 0.94 | 7/3488 (0.2%)
) B 1.00 | 3/2574 (0.1%) | 0.98 | 3/3488 (0.1%)
2 D 0.95 0/2574 0.99 | 7/3488 (0.2%)
2 F 0.95 0/2574 0.94 | 3/3488 (0.1%)
2 H 0.93 | 1/2574 (0.0%) | 0.93 | 1/3488 (0.0%)
2 ] 089 | 1/2574 (0.0%) | 0.92 | 2/3488 (0.1%)
2 L 0.90 0/2574 0.03 | 3/3488 (0.1%)
2 N 0.87 | 1/2574 (0.0%) | 0.90 | 4/3488 (0.1%)
2 P 0.91 | 1/2574 (0.0%) | 0.95 | 4/3488 (0.1%)
2 R 0.95 | 1/2574 (0.0%) | 0.97 | 5/3488 (0.1%)
2 T 0.92 0/2574 0.96 | 5/3488 (0.1%)
) v 0.91 | 1/2574 (0.0%) | 0.94 | 1/3488 (0.0%)
2 X 0.90 0/2574 0.04 | 4/3488 (0.1%)
2 Z 0.87 | 2/2574 (0.1%) | 0.88 | 3/3488 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | o7 #Z| >5 RMSZ H#Z| >5
All | Al | 0.89 | 42/85013 (0.0%) | 0.93 | 93/114788 (0.1%)

The worst 5 of 42 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 Y 232 | CYS | CB-SG | -10.74 1.64 1.82
1 5 232 | CYS | CB-SG | -7.94 1.68 1.82
1 M 232 | CYS | CB-SG | -7.92 1.68 1.82
2 B 276 | CYS | CB-SG | -7.73 1.69 1.82
1 W 189 | CYS | CB-SG | -7.02 1.70 1.82

The worst 5 of 93 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(®) | Ideal(°)
1 C 29 | ARG | NE-CZ-NH1 | 10.01 125.31 120.30
2 P 278 | ARG | NE-CZ-NH2 | -9.34 115.63 120.30
2 P 278 | ARG | NE-CZ-NH1 | 9.10 124.85 120.30
2 2 278 | ARG | NE-CZ-NH2 | -8.95 115.83 120.30
2 D 278 | ARG | NE-CZ-NH2 | -8.14 116.23 120.30

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 1 2614 0 2587 120 0
1 3 2676 0 2644 123 0
1 3 2712 0 2679 115 0
1 A 2677 0 2645 136 0
1 C 2677 0 2645 116 0
1 E 2728 0 2693 93 0
1 G 2712 0 2681 103 0
1 I 2693 0 2660 88 0
1 K 2712 0 2679 97 0
1 M 2728 0 2693 97 0

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


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

Page 30 wwPDB X-ray Structure Validation Summary Report 3EXG

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 O 2580 0 2552 119 0
1 Q 2693 0 2660 122 0
1 S 2661 0 2630 130 0
1 U 2723 0 2692 87 0
1 W 2705 0 2672 95 0
1 Y 2728 0 2693 93 0
2 2 2519 0 2517 72 0
2 4 2519 0 2517 82 0
2 6 2519 0 2517 74 0
2 B 2519 0 2517 60 0
2 D 2519 0 2517 77 0
2 F 2519 0 2517 86 0
2 H 2519 0 2517 81 0
2 J 2519 0 2517 85 0
2 L 2519 0 2517 79 0
2 N 2519 0 2517 78 0
2 P 2519 0 2517 70 0
2 R 2519 0 2517 77 0
2 T 2519 0 2517 81 0
2 A% 2519 0 2517 73 0
2 X 2519 0 2517 79 0
2 Z 2519 0 2517 70 0
3 2 1 0 0 0 0
3 4 1 0 0 0 0
3 6 1 0 0 0 0
3 B 1 0 0 0 0
3 D 1 0 0 0 0
3 F 1 0 0 0 0
3 H 1 0 0 0 0
3 J 1 0 0 0 0
3 L 1 0 0 0 0
3 N 1 0 0 0 0
3 P 1 0 0 0 0
3 R 1 0 0 0 0
3 T 1 0 0 0 0
3 \Y 1 0 0 0 0
3 X 1 0 0 0 0
3 Z 1 0 0 0 0

All All 83339 0 82777 2778 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 17.
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The worst 5 of 2778 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)
1:0:231:LEU:HD12 | 1:0:294:ARG:NH1 1.20 1.50
1:A:280:MET:CE | 1:A:290:LEU:HD23 1.60 1.30
1:G:270:VAL:HG12 | 1:G:273:ARG:NH2 1.51 1.22
1:M:268:PRO:HB2 | 1:M:270:VAL:HG23 1.21 1.17
1:1:280:GLU:HG2 1:1:281:VAL:N 1.55 1.17

There are no symmetry-related clashes.

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 1 329/382 (86%) 295 (90%) | 25 (8%) 9 (3%) 6] 30
1 3 336,/382 (88%) 305 (91%) | 25 (7%) 6 (2%) 43
1 5 341/382 (89%) 306 (90%) | 22 (6%) | 13 (4%) 21
1 A 336,/382 (88%) 311 (93%) | 20 (6%) 5 (2%) 137 48
1 C 336,/382 (88%) 303 (90%) | 28 (8%) 5 (2%) 13] 48
1 E 343/382 (90%) 313 (91%) | 23 (%) 7 (2%) Pr?@
1 G 340/382 (89%) 305 (90%) | 29 (8%) 6 (2%) 117 43
1 I 338/382 (88%) 309 (91%) | 24 (%) 5 (2%) 13 48
1 K 341/382 (89%) 304 (89%) | 31 (9%) 6 (2%) 43
1 M 343/382 (90%) 311 (91%) | 24 (%) 8 (2%) 8| 35
1 O 326/382 (85%) 286 (88%) | 32 (10%) | 8 (2%) 32
1 Q 338/382 (88%) 314 (93%) | 19 (6%) 5 (2%) 137 48
1 S 334/382 (87%) 301 (90%) | 25 (8%) 8 (2%) 34
1 U 342/382 (90%) 313 (92%) | 23 (7%) 6 (2%) 117 43

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 W 339/382 (89%) 312 (92%) | 22 (6%) 5 (2%) 131 48
1 Y 343/382 (90%) 319 (93%) | 19 (6%) 5 (2%) 137 48
2 2 327/329 (99%) 297 (91%) | 26 (8%) 4 (1%) 16| 54
2 4 327/329 (99%) 304 (93%) | 23 (7%) 0 I 100
2 6 327/329 (99%) 300 (92%) | 24 (%) 3 (1%) 211 62
2 B 327/329 (99%) 307 (94%) | 19 (6%) 1 (0%) 46 | 82
2 D 327/329 (99%) 306 (94%) | 19 (6%) 2 (1%) 30 71
2 F 327/329 (99%) 304 (93%) | 22 (%) 1 (0%) 46 | 82
2 H 327/329 (99%) 300 (92%) | 24 (7%) 3 (1%) 217 62
2 J 327/329 (99%) 302 (92%) | 25 (8%) 0 100 § § 100
2 L 327/329 (99%) 302 (92%) | 24 (7%) 1 (0%) 46 | 82
2 N 327/329 (99%) 307 (94%) | 20 (6%) 0 100 I 100
2 P 327/329 (99%) 292 (89%) | 30 (9%) 5 (2%) 13 48
2 R 327/329 (99%) 310 (95%) | 16 (5%) 1 (0%) 46 | 82
2 T 327/329 (99%) 308 (94%) | 16 (5%) 3 (1%) 211 62
2 A% 327/329 (99%) 294 (90%) | 30 (9%) 3 (1%) 217 62
2 X 327/329 (99%) 294 (90%) | 30 (9%) 3 (1%) 211 62
2 Z 327/329 (99%) 306 (94%) | 20 (6%) 1 (0%) 46 | 82

All All 10637/11376 (94%) | 9740 (92%) | 759 (7%) | 138 (1%) 157 52

5 of 138 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 2 ALA
1 A 285 SER
1 E 268 PRO
1 I 2 ALA
1 K 274 THR

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
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analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles

2 Z 268/268 (100%) | 251 (94%) | 17 (6%) | 22 58
All | All | 8749/9248 (95%) | 7993 (91%) | 756 (9%) | |13 42

5 of 756 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 O 297 ASN
2 R 317 LYS
2 4 11 GLN
2 P 3 VAL
1 Q 57 ILE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 231 such
sidechains are listed below:

Mol | Chain | Res | Type
2 P 38 GLN
1 S 80 ASN
2 4 95 ASN
2 P 187 GLN
1 Q | 299 | ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 16 ligands modelled in this entry, 16 are monoatomic - leaving 0 for Mogul analysis.

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

There are no ring outliers.

No monomer is involved in short contacts.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

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

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9’ lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
1 1 335/382 (87%) -0.27 1 (0%) 84| | 46,56, 67, 88 0
1 3 342/382 (89%) -0.36 0 | 45, 55, 72, 101 0
1 5 347/382 (90%) -0.38 0 | 45, 56, 69, 92 0
1 A 342/382 (89%) -0.40 1 (0%) 84| | 44, 55, 70, 101 0
1 C 342/382 (89%) -0.31 1 (0%) 84| | 47, 56, 72, 100 0
1 E 349/382 (91%) -0.45 0 §100 | 100 45, 55, 67, 86 0
1 G 346/382 (90%) -0.38 0 42, 55, 69, 86 0
1 I 344/382 (90%) -0.35 0 44, 56, 75, 103 0
1 K 347/382 (90%) -0.37 0 45, 56, 69, 86 0
1 M 349/382 (91%) -0.47 0 45, 55, 66, 85 0
1 o) 332/382 (86%) -0.30 1 (0%) 84| | 45,57, 66, 86 0
1 Q 344 /382 (90%) -0.41 1 (0%) 84| | 43,56, 74, 98 0
1 S 340/382 (89%) -0.32 0 §100 | 100 | 47, 55, 73, 105 0
1 U 348/382 (91%) -0.46 0 | 42, 55, 66, 84 0
1 W 345/382 (90%) -0.42 0 | 43, 55, 70, 84 0
1 Y 349/382 (91%) -0.43 0 | 46, 55, 66, 87 0
2 2 329/329 (100%) -0.50 1 (0%) 84| | 45,54, 63,73 0
2 4 329/329 (100%) -0.44 0 §100 | 100 44, 54, 63, 73 0
2 6 329/329 (100%) -0.47 0 45, 53, 63, 73 0
2 B 329/329 (100%) -0.49 0 46, 53, 62, 72 0
2 D 329/329 (100%) -0.49 0 44, 53, 61, 73 0
2 F 329/329 (100%) -0.46 0 45, 54, 64, 76 0
2 H 329/329 (100%) -0.46 0 45, 53, 63, 75 0
2 J 329/329 (100%) -0.48 0 f100 46, 54, 63, 71 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
2 L 329/329 (100%) -0.46 0 | 45, 53, 62, 72 0
2 N 329/329 (100%) -0.46 0 | 47, 54, 63, 73 0
2 P 329/329 (100%) -0.51 0 | 44, 53, 63, 74 0
2 R 329/329 (100%) -0.49 0 | 45, 53, 62, 71 0
2 T 329/329 (100%) -0.49 0 | 45, 53, 62, 73 0
2 \Y% 329/329 (100%) -0.46 0 | 47, 54, 64, 77 0
2 X 329/329 (100%) -0.46 0 | 45, 54, 63, 75 0
2 7 329/329 (100%) -0.44 1 (0%) 45, 54, 62, 73 0
All | All | 10765/11376 (94%) -0.43 7 (0%) 42, 54, 65, 105 0

The worst 5 of 7 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 Q 261 | HIS 1.2
1 1 ) ALA 3.9
1 A 261 | HIS 3.4
2 2 329 ILE 2.9
2 Z 1 LEU 2.4

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9’ lists the number of atoms with occupancy
less than 0.9.
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 K 4 1016 1/1 0.97 0.18 0.08 80,80,80,80 0
3 K 6 1007 1/1 0.97 0.09 | -2.35 69,69,69,69 0
3 K J 1014 1/1 0.96 0.10 | -2.68 78,78,78,78 0
3 K D 1002 1/1 0.95 0.05 | -3.15 72,72,72,72 0
3 K F 1008 1/1 0.96 0.06 | -3.20 75,75,75,75 0
3 K \Y 1004 1/1 0.93 0.07 | -3.27 70,70,70,70 0
3 K N 1009 1/1 0.97 0.07 | -3.45 79,79,79,79 0
3 K H 1013 1/1 0.93 0.07 | -3.71 79,79,79,79 0
3 K T 1006 1/1 0.90 0.08 | -3.74 76,76,76,76 0
3 K L 1011 1/1 0.98 0.06 | -3.76 69,69,69,69 0
3 K B 1003 1/1 0.97 0.06 | -3.77 65,65,65,65 0
3 K X 1005 1/1 0.97 0.10 | -3.96 67,67,67,67 0
3 K 2 1015 1/1 0.96 0.06 | -4.15 88,88,88,88 0
3 K R 1001 1/1 0.95 0.06 | -5.49 70,70,70,70 0
3 K P 1012 1/1 0.97 0.05 | -5.70 84,84,84,84 0
3 K Z 1010 1/1 0.97 0.07 | -5.82 75,75,75,75 0

6.5 Other polymers (i)

There are no such residues in this entry.
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