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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.30 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 I I W 0.252
Clashscore T [ o
Ramachandran outliers I | W 0.4%
Sidechain outliers I I T 4.8%
RSRZ outliers TN 22.8%
Worse Better

0 Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 66092 2929 (2.30-2.30)
Clashscore 79885 3679 (2.30-2.30)
Ramachandran outliers 78287 3642 (2.30-2.30)
Sidechain outliers 78261 3641 (2.30-2.30)
RSRZ outliers 66119 2930 (2.30-2.30)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.
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Continued from previous page...

Mol | Chain | Length Quality of chain
1 O 499 L
1 P 499 .

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
2 MG A 500 - X
2 MG A 502 - X
2 MG B 502 - X
2 MG C 500 - X
2 MG F 500 - X
2 MG F 502 - X
2 MG G 500 - X
2 MG G 502 - X
2 MG H 502 - X
2 MG I 500 - X
2 MG K 500 - X
2 MG M 500 - X
2 MG M 502 - X
2 MG N 500 - X
2 MG N 502 - X
2 MG P 500 - X
3 K A 504 - X
3 K B 499 - X
3 K F 504 - X
3 K G 501 - X
3 K G 504 - X
3 K M 504 - X
3 K N 499 - X
3 K N 504 - X
3 K O 501 - X
3 K P 504 - X
4 OXL A 510 - X
4 OXL F 510 - X
4 OXL M 510 - X
4 OXL N 510 - X
4 OXL P 510 - X
7 GOL E 499 - X
7 GOL I 499 - X
7 GOL I 501 - X
7 GOL J 499 - X
7 GOL @) 499 - X
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2 Entry composition (i)

There are 8 unique types of molecules in this entry. The entry contains 65997 atoms, of which 0
are hydrogen and 0 are deuterium.

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 kinase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 498 3818 2379 674 739 26 0 2 0

Total C N O S
1 B 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 C 498 3815 2378 672 739 26 0 2 0

Total C N O S
1 b 498 3809 2374 673 736 26 0 1 0

Total C N O S
1 b 498 3808 2373 672 737 26 0 1 0

Total C N O S
1 F 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 G 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 H 498 3817 2379 675 737 26 0 2 0

Total C N O S
1 I 498 3816 2379 674 737 26 0 2 0

Total C N O S
1 J 498 3824 2383 676 739 26 0 3 0

Total C N O S
1 K 498 3816 2377 673 740 26 0 2 0

Total C N O S
1 L 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 M 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 N 498 3808 2373 671 738 26 0 1 0

Total C N O S
1 0 498 3799 2368 670 735 26 0 0 0

Total C N O S
1 P 498 3799 2368 670 735 26 0 0 0
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There are 64 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 382 SER GLY | SEE REMARK 999 | UNP Q27686
A 389 TYR SER SEE REMARK 999 | UNP Q27686
A 404 ARG ALA | SEE REMARK 999 | UNP Q27686
A 405 SER GLY | SEE REMARK 999 | UNP Q27686
B 382 SER GLY | SEE REMARK 999 | UNP Q27686
B 389 TYR SER SEE REMARK 999 | UNP Q27686
B 404 ARG ALA | SEE REMARK 999 | UNP Q27686
B 405 SER GLY | SEE REMARK 999 | UNP Q27686
C 382 SER GLY | SEE REMARK 999 | UNP Q27686
C 389 TYR SER SEE REMARK 999 | UNP Q27686
C 404 ARG ALA | SEE REMARK 999 | UNP Q27686
C 405 SER GLY | SEE REMARK 999 | UNP Q27686
D 382 SER GLY | SEE REMARK 999 | UNP Q27686
D 389 TYR SER SEE REMARK 999 | UNP Q27686
D 404 ARG ALA | SEE REMARK 999 | UNP Q27686
D 405 SER GLY | SEE REMARK 999 | UNP Q27686
E 382 SER GLY | SEE REMARK 999 | UNP Q27686
E 389 TYR SER SEE REMARK 999 | UNP Q27686
E 404 ARG ALA | SEE REMARK 999 | UNP Q27686
E 405 SER GLY | SEE REMARK 999 | UNP Q27686
F 382 SER GLY | SEE REMARK 999 | UNP Q27686
F 389 TYR SER SEE REMARK 999 | UNP Q27686
F 404 ARG ALA | SEE REMARK 999 | UNP Q27686
F 405 SER GLY | SEE REMARK 999 | UNP Q27686
G 382 SER GLY | SEE REMARK 999 | UNP Q27686
G 389 TYR SER SEE REMARK 999 | UNP Q27686
G 404 ARG ALA | SEE REMARK 999 | UNP Q27686
G 405 SER GLY | SEE REMARK 999 | UNP Q27686
H 382 SER GLY | SEE REMARK 999 | UNP Q27686
H 389 TYR SER SEE REMARK 999 | UNP Q27686
H 404 ARG ALA | SEE REMARK 999 | UNP Q27686
H 405 SER GLY | SEE REMARK 999 | UNP Q27686
I 382 SER GLY | SEE REMARK 999 | UNP Q27686
I 389 TYR SER SEE REMARK 999 | UNP Q27686
I 404 ARG ALA | SEE REMARK 999 | UNP Q27686
I 405 SER GLY | SEE REMARK 999 | UNP Q27686
J 382 SER GLY | SEE REMARK 999 | UNP Q27686
J 389 TYR SER SEE REMARK 999 | UNP Q27686
J 404 ARG ALA | SEE REMARK 999 | UNP Q27686
J 405 SER GLY | SEE REMARK 999 | UNP Q27686
K 382 SER GLY | SEE REMARK 999 | UNP Q27686
K 389 TYR SER SEE REMARK 999 | UNP Q27686

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

Chain | Residue | Modelled | Actual Comment Reference
K 404 ARG ALA | SEE REMARK 999 | UNP Q27686
K 405 SER GLY | SEE REMARK 999 | UNP Q27686
L 382 SER GLY | SEE REMARK 999 | UNP Q27686
L 389 TYR SER SEE REMARK 999 | UNP Q27686
L 404 ARG ALA | SEE REMARK 999 | UNP Q27686
L 405 SER GLY | SEE REMARK 999 | UNP Q27686
M 382 SER GLY | SEE REMARK 999 | UNP Q27686
M 389 TYR SER SEE REMARK 999 | UNP Q27686
M 404 ARG ALA | SEE REMARK 999 | UNP Q27686
M 405 SER GLY | SEE REMARK 999 | UNP Q27686
N 382 SER GLY | SEE REMARK 999 | UNP Q27686
N 389 TYR SER SEE REMARK 999 | UNP Q27686
N 404 ARG ALA | SEE REMARK 999 | UNP Q27686
N 405 SER GLY | SEE REMARK 999 | UNP Q27686
O 382 SER GLY | SEE REMARK 999 | UNP Q27686
O 389 TYR SER SEE REMARK 999 | UNP Q27686
O 404 ARG ALA | SEE REMARK 999 | UNP Q27686
O 405 SER GLY | SEE REMARK 999 | UNP Q27686
P 382 SER GLY | SEE REMARK 999 | UNP Q27686
P 389 TYR SER SEE REMARK 999 | UNP Q27686
P 404 ARG ALA | SEE REMARK 999 | UNP Q27686
P 405 SER GLY | SEE REMARK 999 | UNP Q27686

e Molecule 2 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 p 2 Toztal l\gg 0 0
2 G 2 Toztal l\gg 0 0
2 J 2 Toztal l\gg 0 0
2 D 2 Toztal l\gg 0 0
2 K 2 Toztal l\gg 0 0
2 E 2 Toztal l\gg 0 0
2 H 2 TOQtal Nég 0 0
2 B 2 T"Qtal N;g 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 I 2 TO;al l\gg 0 0
2 C 2 TO;al l\gg 0 0
2 A 2 TO;al l\gg 0 0
2 N 2 TO;al l\gg 0 0
2 L 2 TO;al l\gg 0 0
2 F 2 TO;al l\gg 0 0
2 M 2 Toztal l\gg 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 p 2 T(’Qtal I; 0 0
3 | @ 2 T";al I; 0 0
3 ] 2 TO;al I; 0 0
3 1 D 2 TO;al I; 0 0
3 K 2 TO;al I; 0 0
3 E 2 TO;al I; 0 0
3 H 2 TO;al I; 0 0
3 B 2 TO;al I; 0 0
3 I 2 TO;al I2< 0 0
3 C 2 TO;al I2< 0 0
3 A 2 Toztal I2< 0 0
3 N 2 Toztal I; 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
35 | 0 2 ol b 0 0
3 | L 2 fowal b 0 0
3 F 2 TO;al I; 0 0
3 M 2 TO;al I; 0 0

e Molecule 4 is OXALATE ION (three-letter code: OXL) (formula: Cy0y).

a-
oy
O

-

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

4 A 1 6 9 4 0 0
Total C O

4 B 1 6 9 4 0 0
Total C O

4 C 1 6 5 4 0 0
Total C O

4 D 1 6 5 4 0 0
Total C O

4 E 1 6 5 4 0 0
Total C O

4 F 1 6 5 4 0 0
Total C O

4 G 1 6 5 4 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 H 1 Togal g 2 0 0
4 I | Togal g 2 0 0
4 J 1 Togal g 2 0 0
4 K | Togal g 2 0 0
4 L 1 Togal g 2 0 0
PR 1 Togal g 2 0 0
4 N 1 Togal g (Z 0 0
4 p 1 Togal g 2 0 0

e Molecule 5 is SUGAR (FRUCTOSE-2,6-DIPHOSPHATE) (three-letter code: FDP)
(formula: CGH14012P2>.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Continued on next page...

WORLDWIDE

(2
v
3")
b



Page 10

wwPDB X-ray Structure Validation Summary Report

3HQP

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf

e Molecule 6 is ADENOSINE-5-TRIPHOSPHATE (three-letter code: ATP) (formula:

C10H16N5013P3).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N O P

6 A 1 31 10 5 13 3 0 0
Total C N O P

6 B 1 31 10 5 13 3 0 0
Total C N O P

6 C 1 31 10 5 13 3 0 0
Total C N O P

6 D 1 31 10 5 13 3 0 0
Total C N O P

6 2 1 31 10 5 13 3 0 0
Total C N O P

6 F 1 31 10 5 13 3 0 0
Total C N O P

6 G 1 31 10 5 13 3 0 0
Total C N O P

6 H 1 31 10 5 13 3 0 0
Total C N O P

6 I 1 31 10 5 13 3 0 0
Total C N O P

6 J 1 31 10 5 13 3 0 0
Total C N O P

6 K 1 31 10 5 13 3 0 0
Total C N O P

6 L 1 31 10 5 13 3 0 0
Total C N O P

6 M 1 31 10 5 13 3 0 0
Total C N O P

0 N 1 31 10 5 13 3 0 0
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
6 P 1 31 10 5 13 3 0 0

e Molecule 7 is GLYCEROL (three-letter code: GOL) (formula: C3HgOs3).

OH
HO OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C O

7 E 1 6 3 3 0 0
Total C O

7 G 1 6 3 3 0 0
Total C O

7 I 1 6 3 3 0 0
Total C O

7 I 1 6 3 3 0 0
Total C O

7 J 1 6 3 3 0 0
Total C O

7 @) 1 6 3 3 0 0

e Molecule 8 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
8 A 167 167 167 0 0
Total O
8 B 379 279 379 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
8 C 305 T300t5al 3(35 0 0
8 | D 400 Tﬁﬁl 4(30 0 0
8 E 232 T;;;l 222 0 0
8 F 187 Tl";?l 1(8)7 0 0
8 G 139 Tf;gl 129 0 0
8 H 215 T;fg‘l 2(1)5 0 0
8 I 415 ngl 4(1)5 0 0
8 ] 499 12?;51 489 0 0
8 K 462 1:;’(;;1 422 0 0
8 L 316 goltgl 3?6 0 0
8 M 140 Tﬁfgl 120 0 0
8 N 103 Tioot;l 1(83 0 0
8 0 69 ngal 6% 0 0
8 P 72 T;’;al ;)2 0 0
$PrDE
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3 Residue-property plots (i)

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 kinase

Chain A: -

v—l N

e ° e o000 oo ° [ ]
% i St e b s Sl ] ERe] B 8 D el o S e e 3
N-(N N-N N-N-NN N N NN-I\’)-Q [ 3] 0 m m-m-o’:-o’:-m-m
=] |2} < a =] << = H =4 = =4 >~ =] wn =4 >~ =] > — o x
o O [ ] ® [ ] [ ] (] [ X ] [ ] [ ] [ ] 0000 O [ ]
e 852283 9 2 E oo e B
¥} s} m M e} o M Sy A <+ 5y < < <+ S < <
£ = < > = = 12} = [ [=] = =} HID <A ~ =
-
D
d
>I
e Molecule 1: Pyruvate kinase
Chain B: === -
[ ] [ ] [ ] [ ] [ ] )
Ok ®©® o o o ~ N~ ™
o — ™ [ O O ) D O O N w0 < O I 00
- - - N < < [Te] N~ o] © -~ - — - ~ — — —
w0 H a -5 (=] = = = < [=} A |2 > x = (=] = = [=]
[ ] [ ] [ X X ) [ ] [ ] [ X )
= s S ==l P omimimE S G G S S S 8
= N-N-N-N B N-N-N & NN-N-N-N-N-N-N wwm-m 3 a
= e < ~ £ =) =~ - - " a4 ) < = o £ o o =4 = Y =
[ ] e ° [ ]
2 mimlmE S Pt =l G mE 5 - B S Sl =S S mEmE Sl md
mm-m-m-m 2 22 “',’-0’,’-‘\,’-(‘,’m-“,J ﬂ‘-ﬁ‘-ﬂ'-ﬂ‘ ﬂ‘-ﬂ‘ 3 ﬁ‘-ﬂ'ﬂ'-d‘-ﬂ‘ﬂ‘-ﬂ‘-ﬂ‘
- 0 A = 1< = H X = << wn (S = 12} = [ (=] < = = a ] 2] (=g =) - [=]

R493
1494
E498 @


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

3HQP

wwPDB X-ray Structure Validation Summary Report

Page 15

mase

: Pyruvate ki

e Molecule 1
Chain C

¥via
EVII

1

€TTA

STTd

90TL

"

Sl

,8d

3

£€8d

6GA

9GS

H

¥SH

® 1SN

674

LYA

071

9CL

j449

STA

€1d

0TS

b
i

[ ]
® €621

78T

1821

Lley

9921

T9CY

8SCI

6¥2a

8¥%CI

[vigacs

LETD

812h

€1¢I
c1ed

68TA
88TV

281D

TLII

1798

cven

@ 6¢C€e1
@ 8CEW
L]
® 92€d

cred

COEN

6621
86CH
L62b

1

S6%1

£6vYd
® 67l

8%a

6.V1

mase

€SPX
(410
® TS¥d

LY91
174728

CTEYN

62vd

1

: Pyruvate ki

e Molecule 1
Chain D

c1ed

Ll

8CTA

€CTA

STT4

90TL

681

™
-
a

LEEN

0€eS
62T
8TEN

i
+

|

8%C1

Elizds]

Eizds]

62T
812h

414

1

.

6274

Y1ivd

@ 607A

S0¥S

vovd

® 86€EA

® 96ENW

z6en
T6eL

88EA

|

® ¥8EV

b

@® 6LEV

LLEQ

PLEW

TLEH

89€X
L9eX

Y9EN

¢9ed

TSET

6veI

1

€674
® 67l

88VA
L8%D

b

e Molecule 1
Chain E

28%a

mase

Pyruvate ki

£80

TSN

674

LIN

STA

o o o
®
=

89¢e)
L9e)
99€1

c9ed

e
El

® SPeEX
ZhTH [ |
e zven
ovza

T

STEQ

. I

oreyd

LLTA S0EN
Y0EA

[N
€10 [ |
TLIS 8621

b

L9TN

09TL

9GTd

1821

® 1STd €LTH

6921

® S§921

® €920

€8VH
28¥a

Ll

S9PA

H

=

mase

S0%S

L

—
<]
—
=}
(]
]
—
=
[

08€A
6LEV

YLEN

Pyruvate ki

R LDWIDE

O

PROTEIN DATA BANK

W



3HQP

wwPDB X-ray Structure Validation Summary Report

Page 16

Chain F

e TIIL

@® 60TA

€60

161

L8d

6394

948

1

674

[ ]
LYA

©
]
IIH

M

j£4%

w o~
- —
I>Iz

[ ]
e ¢€1d

@ YeTa

454

@ <icd

orey

¥02d

:

@ €81a

® LLTA

2%,

b

L9TN

7911

YETA

o o
-3 En
SEIS
o —

08€A

L.eQa

3
L

1983 S67T

1 o wevl |

H9EN €674
[Teoed |

c9ed

€8YH
8%

b

L

--

T62d

® 8SCI S0%S

® LBEA
96EN

mase

Pyruvate ki

—
<
mG
S 5
= =
e O

€1

6LV

674

44

9CL

LIN

STA

8¥1T

EVTI

€CTA

€11d
c11a

80TA

681

49938

60c4

9811

SLT4
A%,

TLTI

~
0
=
=]

® VIES
60€L

€0EL

3
1

L62d
9621

it
1

e
o)
N
—

982D

1821

b

€LTA

t

SEVD
YEVL

62vd

Y1vd

® CI¥A
L2572

@ 60%A
S0¥S

LBEN

TeeL

® 08€A
6LEY

YLEW
0.gd

L9e)
99€T

® 079€d

€674

Ll

+H

@ 8L¥A

1

9.%0
@ 62€1

mase

: Pyruvate ki

e Molecule 1
Chain H

(]
18-
=

L

681

78l
€80

[JA

Ll

¥9I

TSN
0SKW
674

LYA

veEA

<
N
]

ozy

B

6024

@ 881V

(47425

8CTA

99€1

c9ed

TS€T

SPEX

EVEN

Tved

6eed
8EEA

.

® O0€es
62€T
® 8CEW

R LDWIDE

cred
70ex
6621

86CH
1620

1821

LLTY

|

6921

G921

@® €920
2924

@ 092A

85¢I

LETD

j(4a:8

8120

O

PROTEIN DATA BANK

W



3HQP

wwPDB X-ray Structure Validation Summary Report

Page 17

{45729

88VA

asies
8%V
08%H
6.LYI

TLYD

62%d

vevd

91¥%D

® ¥VIvd

125728

@ 60%A

1

(4928

00%S
66€T
@® 86EA

® ¥8EV

08€A
6LEY

LLeQ

VLEN

89¢e)
L9e)

e Molecule 1

Chain I

® L6%A
S6%1

€674

mase

Pyruvate ki

o
o —
o ©n

611
8¥11

vvia
€VTI

90TL

D mnd o @ o N~
N o <l‘ < ~ e
A =4 = ~ < A

€1a

86CZKH
162h
9621

1821

6921

1

9921

S6¢S

8¥%CI

£veh
[474:

LETD

H

j414°S

c1ed

t

861D

LLTA

TL1I

L9TN

0971

® 8S1d

9674

62%d

El474¢

70vY

[N

Tsed
TS€T

Shex
SeeN
0€eS

62T
8TEN

0oTeY

14

c¢red

88TV

78IA

6LTT

vL1Y

L9TN

6¥TI
8¥1T

7ETA

0ETN

TCTH

TTIL

90TL

884

18d
98D

79I

mase

0SK

[
o)
<
In:

PAZN

S67%1 veA

Pyruvate k

€674

¥CI
TLYD

+
3

e Molecule 1

Chain J

LYY
VPN

€vPa €1

c9ed

TS€1

1498

cveEN

9621

1821

LLTV

Ll

|

{414
192V

4s4cs
i44i]

oved

1

812h

912V

L6YA

€674

L

4328

.

08%H
6.L71

¥.Lva

¥sva

H

SEVD

ZEVN

6274

STV

¥1vd

L2572

i
mase

@ 60%A

S0%S

66€T
86EN

Pyruvate k

96EN
06€d

08€A
® 6LEV

TLEN

69€T
89¢e)
L9¢e%
99€1

e Molecule 1
Chain K

[4:3%)

6.1

® LLIA

CLIS
TL1I

L9TN

9GTd

6911

¥v1a

veTA
€ETA

0ETN

€CTA

0ZTL

80TA

o o
S
o &
= 3

)
-
~

LIN

6€ed

SeeN

@® 8CENW

® 92€d
§zea

0oTed

Y0EX

CTOEW

6621

7620

$921

o
©
I
o

8¥CI

H

812h
v12d

@ <lcd

® LOTW

68TA
88TV

S671

€674

1670

TLYD

i
i
[aci0)
acice

i

70vY

{4028

00¥%S

96EN

T6EL

88EN

Z8ES

08€A
89€X
L9€X
99€T
c9ed
1498

cven

O

R LDWIDE
PROTEIN DATA BANK

W



3HQP

wwPDB X-ray Structure Validation Summary Report

Page 18

e Molecule 1

Chain L

L6YA

mase

Pyruvate ki

i

621D

€TTd
(4319

~
«©
2%

o o
© =)
[r- R
©n >

=)
<
)

(X )
© o0
!
>

~
—
=

2924

¥5ca

8¥%CI

[444:¢

t

veen
TZea

812h

91TV

414

i

® LLIA

SLTd

00¥%S

6.LEY

YLEW

L9ex

€9€4d
c9ed

SG€S

1498

(47498

62€e1

v1es

oTey

COEN

6621

1

v6vI
€674

Ll

S9%H

®

—
0
<
23]

3

Pyruvate k

—
[
= =
d.m
=
o O

mase

1

L

~
—
—
(=]

€T1d

N
—
—
a

16D

€60

8L

6.LY

674

9clL

v1d

€1d

™
=

€81d

1

LLTA

A%

1

LITN

® O0ST1

8%T1

9vID

EVTI

T911

LETd
9€TY

TE€TT

TYEA

6€€d

62ET
°

cred

6621

1620
9621

982N

1821

t

6921

9921
¥92a

® 19TV

® 8¥Cl

£%2h

ovea

812h

454

1

88TV

CEVN

62%d

¥1vd
€T%Y

b

60%A

70%Yd

{4028

00%S

86EA

96EN

T6EL

6LEV

YLEW

89¢€)
L9€3
99€T

29ed

174598

86%H

e6vYd

28va

6.LVI

Pyruvate kinase

e Molecule 1
Chain N

[
®
III-‘w <
-
- -

e 0660 o o o o000
o < 10 [0~
s © 000 ©
< B X [ A,

44198

3
P
0000000000000 000

o 000000000 o
] ©
I3 N
H 3
00 00000000000

™
—

O

R LDWIDE
PROTEIN DATA BANK

W



Page 19 wwPDB X-ray Structure Validation Summary Report

3HQP

] 0000000000000 00 (N ) [ ] [ ] [ ] 0000000
0 N~ 0 N © N [} — N
N~ D D i=3 o — v-1
— - — — — N N o N N
0000000000 0000 00000 o o o e o0 o
% Y e s l= 5
N NN-N-N N N [a] g-
o oA < - = |2 =
[ ] e e [ X ] [ ] ] [ ] [ ] [ ]
L o EEEEE B F] ] EEE
o M omn o o mmm [ < < < < A <+ < <
9 HxX X B > e = L2} = ~ = B a ~ ~
000000000 [ ] [ ] [ ] ® [ X ]
w o — < o
©0 N~ 0 O 23
A < < < A
_ = - =8 a -
e Molecule 1: Pyruvate kinase
Chain O: .
[ ] [ ] 000000000 o 0000000000 000000 o000 00O 00000
~
. sl
— = =] =

~
™
) =
= =

o
0
-
|
0000000000000

S
£
o o060 o

D264
1269 ©

i

IIIII IIIIIIIIIIIw

] © ) © o
[ D < & 0 =
[¥] 2] & N &
B = a B =
o000 0000000 o o000

H480
D482
Q491
T492 @
V497

e Molecule 1: Pyruvate kinase

Chain P:

< ©
— N
IIIII II‘ﬂIIIIIIIIII = IIHIIIIIIIIIIIIIIIIIIIIII IIIr- I| -1IIIIIIIIIIIIIIIIIIIIIIII

© mm o
=N
> <

WORLDWIDE

er

PROTEIN DATA BANK



3HQP

00 O 000 000000000000
-~
~
<
o

wwPDB X-ray Structure Validation Summary Report
® @

Page 20
[ X )

2748

i

6274

e wIvd

25728

60%A
80%T

R LDWIDE

O
PROTEIN DATA BANK

W

erbDBe




Page 21

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 127.49A  151.14A  160.32A .
Depositor
a, b, c,a, 3, 89.73° 80.17° 71.64°
: 3446 — 2.30 Depositor
Resolution (4) 3400 — 2.30 EDS
% Data completeness 94.6 (34.46-2.30) Depositor
(in resolution range) 94.6 (34.09-2.30) EDS
Rinerge 0.10 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.64 (at 2.29A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.198 , 0.252 Depositor
» Hifree 0.201 , 0.252 DCC
Rfree test set 23579 reflections (5.28%) DCC
Wilson B-factor (A2) 40.2 Xtriage
Anisotropy 0.087 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.34 , 39.6 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=048, < [? > =10.31 Xtriage
Outliers 0 of 469839 reflections Xtriage
F,,F. correlation 0.92 EDS
Total number of atoms 65997 wwPDB-VP
Average B, all atoms (A2) 42.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.73% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.


http://wwpdb.org/ValidationPDFNotes.html#dataRefinementStats
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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:
GOL, MG, K, OXL, FDP, ATP

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 | pyigy (47| 55 | RMSZ | #(7] >5
1 A 0.34 0/3876 0.50 0/5247
1 B 0.39 0/3856 0.55 0/5220
1 C 0.36 0/3872 0.53 0/5242
1 D 0.40 0/3867 0.55 0/5235
1 E 0.36 0/3865 0.51 0/5232
1 F 0.36 0/3856 0.51 0/5220
1 G 0.33 0/3856 0.49 0/5220
1 H 0.37 0/3874 0.51 0/5244
1 | 0.44 0/3874 0.59 1/5245 (0.0%)
1 J 0.44 0/3882 0.58 0/5256
1 K 0.45 0/3873 0.59 0/5243
1 L 0.41 0/3856 0.56 0/5220
1 M 0.35 0/3856 0.49 0/5220
1 N 0.35 0/3865 0.48 0/5232
1 O 0.34 0/3856 0.47 0/5220
1 P 0.33 0/3856 0.46 0/5220
All All 0.38 | 0/61840 | 0.53 | 1/83716 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 I 19 | ARG | NE-CZ-NH1 | -5.07 117.76 120.30

There are no chirality outliers.

There are no planarity outliers.


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
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5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the
Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 3818 0 3813 48 0
1 B 3799 0 3801 66 0
1 C 3815 0 3814 51 0
1 D 3809 0 3807 57 0
1 E 3808 0 3808 38 0
1 F 3799 0 3801 50 0
1 G 3799 0 3801 40 0
1 H 3817 0 3821 46 0
1 I 3816 0 3815 48 0
1 J 3824 0 3820 58 0
1 K 3816 0 3811 49 0
1 L 3799 0 3802 35 0
1 M 3799 0 3802 42 0
1 N 3808 0 3807 39 0
1 O 3799 0 3802 37 0
1 P 3799 0 3802 38 0
2 A 2 0 0 0 0
2 B 2 0 0 0 0
2 C 2 0 0 0 0
2 D 2 0 0 0 0
2 E 2 0 0 0 0
2 F 2 0 0 0 0
2 G 2 0 0 0 0
2 H 2 0 0 0 0
2 I 2 0 0 0 0
2 J 2 0 0 0 0
2 K 2 0 0 0 0
2 L 2 0 0 0 0
2 M 2 0 0 0 0
2 N 2 0 0 0 0
2 P 2 0 0 0 0
3 A 2 0 0 0 0
3 B 2 0 0 0 0
3 C 2 0 0 0 0
3 D 2 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
5 P 20 0 10 1 0
6 A 31 0 12 2 0
6 B 31 0 12 0 0
6 C 31 0 12 3 0
6 D 31 0 12 3 0
6 E 31 0 12 1 0
6 F 31 0 12 1 0
6 G 31 0 12 1 0
6 H 31 0 12 1 0
6 I 31 0 12 0 0
6 J 31 0 12 0 0
6 K 31 0 12 2 0
6 L 31 0 12 0 0
6 M 31 0 12 0 0
6 N 31 0 12 0 0
6 P 31 0 12 0 0
7 E 6 0 8 0 0
7 G 6 0 8 0 0
7 I 12 0 16 1 0
7 J 6 0 8 1 0
7 O 6 0 8 0 0
8 A 167 0 0 1 0
8 B 379 0 0 7 0
8 C 305 0 0 0 0
8 D 400 0 0 4 0
8 E 232 0 0 0 0
8 F 187 0 0 1 0
8 G 139 0 0 1 0
8 H 215 0 0 1 0
8 I 415 0 0 6 0
8 J 499 0 0 5 0
8 K 462 0 0 1 0
8 L 316 0 0 2 0
8 M 140 0 0 0 0
8 N 103 0 0 0 0
8 O 69 0 0 0 0
8 P 72 0 0 0 0

All All 65997 0 61314 710 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 6.

The worst 5 of 710 close contacts within the same asymmetric unit are listed below.

WORLDWIDE
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Atom-1 Atom-2 Distance(A) | Clash(A)
1:K:388:VAL:HG21 1:K:396:MET:HE1 1.34 1.09
1:C:26: THR:HG22 1:C:49:ARG:HD3 1.40 1.04
1:J:298:-MET:HE3 1:J:327:VAL:HB 1.39 1.01
1:K:388:VAL:HG21 1:K:396:-MET:CE 1.90 0.99
1:J:398[A]:VAL:HG11 | 1:J:409:VAL:HG21 1.50 0.92

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (i)

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

conformation was analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 498/499 (100%) | 481 (97%) | 14 (3%) 3 (1%) 33 39
1 B 496/499 (99%) 486 (98%) 8 (2%) 2 (0%) 43 52
1 C 498/499 (100%) | 482 (97%) | 15 (3%) 1 (0%) 56 68
1 D 497/499 (100%) | 483 (97%) | 14 (3%) 0 I 100
1 E 497/499 (100%) | 477 (96%) | 19 (4%) 1 (0%) 56 68
1 F 496/499 (99%) 480 (97%) | 14 (3%) 2 (0%) 43 52
1 G 496/499 (99%) 465 (94%) | 27 (5%) 4 (1%) 27 30
1 H 498/499 (100%) | 477 (96%) | 20 (4%) 1 (0%) 56 68
1 I 498/499 (100%) | 486 (98%) | 11 (2%) 1 (0%) 56 68
1 J 499/499 (100%) | 483 (97%) | 15 (3%) 1 (0%) 56 68
1 K 498/499 (100%) | 486 (98%) | 11 (2%) 1 (0%) 56 68
1 L 496/499 (99%) 477 (96%) | 18 (4%) 1 (0%) 56 68
1 M 496/499 (99%) 472 (95%) | 20 (4%) 4 (1%) 27 30
1 N 497/499 (100%) | 476 (96%) | 20 (4%) 1 (0%) 56 68
1 O 496/499 (99%) 466 (94%) | 27 (5%) 3 (1%) 33 39
1 P 496/499 (99%) 469 (95%) | 25 (5%) 2 (0%) 43 52

All All 7952/7984 (100%) | 7646 (96%) | 278 (4%) | 28 (0%) 43 52

5 of 28 Ramachandran outliers are listed below:


http://wwpdb.org/ValidationPDFNotes.html#h.jzlrq3nyii7k
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Mol | Chain | Res | Type
1 O 481 ALA
1 O 296 THR
1 A 174 ARG
1 I 296 THR
1 J 296 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 analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 418/417 (100%) 397 (95%) | 21 (5%) 34 45
1 B 416/417 (100%) 395 (95%) | 21 (5%) 34 45
1 C 418/417 (100%) 401 (96%) 17 (4%) 41 55
1 D 417/417 (100%) 395 (95%) | 22 (5%) 32 41
1 E 417/417 (100%) 398 (95%) 19 (5%) 37 48
1 F 416/417 (100%) 398 (96%) 18 (4%) 40 52
1 G 416/417 (100%) 396 (95%) | 20 (5%) 35 46
1 H 418/417 (100%) 394 (94%) | 24 (6%) 29 37
1 I 418/417 (100%) 391 (94%) | 27 (6%) 24 30
1 J 419/417 (100%) 398 (95%) | 21 (5%) 34 45
1 K 418/417 (100%) 392 (94%) | 26 (6%) 26 33
1 L 416/417 (100%) 400 (96%) 16 (4%) 44 59
1 M 416/417 (100%) 397 (95%) 19 (5%) 37 48
1 N 417/417 (100%) 397 (95%) | 20 (5%) 35 46
1 0O 416/417 (100%) 401 (96%) 15 (4%) 47 61
1 P 416/417 (100%) 400 (96%) 16 (4%) 44 59

All All 6672/6672 (100%) | 6350 (95%) | 322 (5%) 35 46

5 of 322 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

1 H 224 LYS

1 I 367 LYS
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
1 O 296 THR
1 H 345 TYR
1 I 12 PHE

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 144 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 297 GLN
1 I 178 ASN
1 N 344 GLN
1 G 386 ASN
1 H 297 GLN

5.3.3 RNA (D

There are no RNA chains 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 114 ligands modelled in this entry, 62 are monoatomic - leaving 52 for Mogul analysis.

In the following table, the Counts columns list the number of bonds (or angles) for which Mogul
statistics could be retrieved, the number of bonds (or angles) that are observed in the model and
the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z] > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Bond lengths Bond angles

Mol | Type | Chain | Res | Link Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2

6 ATP A 1001 | 3,2 | 33,33,33 | 1.08 2 (6%) | 52,52,52 | 1.74 10 (19%)

WORLDWIDE
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2

4 OXL A 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP A 700 - 20,20,20 | 0.87 0 32,32,32 | 1.30 5 (15%)
6 ATP B 1001 | 3,2 | 33,33,33 | 1.07 2 (6%) | 52,52,52 | 1.73 9 (17%)
4 OXL B 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP B 700 - 20,20,20 | 1.33 2 (10%) | 32,32,32 | 1.59 6 (18%)
6 ATP C 1001 | 3,2 | 33,33,33 | 1.11 2 (6%) | 52,52,52 | 1.73 9 (17%)
4 OXL C 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP C 700 - 20,20,20 | 0.83 0 32,32,32 | 1.53 5 (15%)
6 ATP D 1001 | 3,2 | 33,33,33 | 1.14 3 (9%) | 52,52,52 | 1.88 10 (19%)
4 OXL D 510 2 0,5,5 0.00 - 0,6,6 0.00 -
bt FDP D 700 - 20,20,20 | 1.26 2 (10%) | 32,32,32 | 1.60 3 (9%)
6 ATP E 1001 | 3,2 | 33,33,33 | 1.06 2 (6%) | 52,52,52 | 1.78 9 (17%)
7 GOL E 499 - 5,9,5 0.35 0 5,5,5 0.27 0
4 OXL E 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP E 700 - 20,20,20 | 1.11 2 (10%) | 32,32,32 | 1.03 2 (6%)
6 ATP F 1001 | 3,2 | 33,33,33 | 1.12 2 (6%) | 52,52,52 | 1.73 8 (15%)
4 OXL F 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP F 700 - 20,20,20 | 1.02 0 32,32,32 | 1.25 4 (12%)
6 ATP G 1001 2 33,33,33 | 1.05 2 (6%) | 52,52,52 | 1.74 8 (15%)
7 GOL G 499 - 5,9,5 0.34 0 5,9,5 0.27 0
4 OXL G 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP G 700 - 20,20,20 | 1.18 2 (10%) | 32,32,32 | 1.41 4 (12%)
6 ATP H 1001 | 3,2 | 33,33,33 | 1.06 2 (6%) | 52,52,52 | 1.73 8 (15%)
4 OXL H 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP H 700 - 20,20,20 | 0.99 2 (10%) | 32,32,32 | 1.47 4 (12%)
6 ATP I 1001 | 3,2 | 33,33,33 | 1.10 1 (3%) |52,52,52| 1.76 11 (21%)
7 GOL I 499 - 5,9,5 0.33 0 5,9,5 0.26 0
7 GOL I 501 - 5,9,5 0.35 0 5,5,5 0.46 0
4 OXL I 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP I 700 - 20,20,20 | 1.82 4 (20%) | 32,32,32 | 1.40 4 (12%)
6 ATP J 1001 | 3,2 | 33,33,33 | 1.13 2 (6%) | 52,52,52 | 1.87 8 (15%)
7 GOL J 499 - 5,5,5 0.32 0 5,5,5 0.39 0
4 OXL J 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP J 700 - 20,20,20 | 1.09 2 (10%) | 32,32,32 | 1.33 5 (15%)
6 ATP K 1001 | 3,2 | 33,33,33 | 1.20 4 (12%) | 52,52,52 | 1.67 8 (15%)
4 OXL K 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP K 700 - 20,20,20 | 1.00 1 (5%) |32,32,32 | 1.43 6 (18%)
6 ATP L 1001 | 3,2 | 33,33,33 | 1.13 2 (6%) | 52,52,52 | 1.76 8 (15%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2

4 OXL L 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP L 700 - 20,20,20 | 1.11 2 (10%) | 32,32,32 | 1.54 5 (15%)
6 ATP M 1001 | 3,2 | 33,33,33 | 1.06 2 (6%) | 52,52,52 | 1.70 8 (15%)
4 OXL M 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP M 700 - 20,20,20 | 0.67 0 32,32,32 | 1.13 4 (12%)
6 ATP N 1001 | 3,2 | 33,33,33 | 1.09 2 (6%) | 52,52,52 | 1.79 9 (17%)
4 OXL N 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP N 700 - 20,20,20 | 1.06 1 (5%) |32,32,32| 1.28 3 (9%)
7 GOL @) 499 - 5,9,5 0.32 0 5,5,5 0.26 0
5 FDP O 700 - 20,20,20 | 1.03 0 32,32,32 | 1.04 2 (6%)
6 ATP P 1001 | 3,2 | 33,33,33 | 1.04 2 (6%) | 52,52,52 | 1.78 9 (17%)
4 OXL P 510 2 0,5,5 0.00 - 0,6,6 0.00 -
5 FDP P 700 - 20,20,20 | 1.13 3 (15%) | 32,32,32 | 0.82 0

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

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
6 ATP A 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL A 510 2 - 0/0/4/4 10/0/0/0
5 FDP A 700 - - 0/12/34/34 | 0/1/1/1
6 ATP B 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL B 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP B 700 - - 0/12/34/34 | 0/1/1/1
6 ATP C 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL C 510 2 - 0/0/4/4 10/0/0/0
5 FDP C 700 - - 0/12/34/34 | 0/1/1/1
6 ATP D 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL D 510 2 - 0/0/4/4 | 0/0/0/0
bt FDP D 700 - - 0/12/34/34 | 0/1/1/1
6 ATP E 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
7 GOL E 499 - - 0/4/4/4 10/0/0/0
4 OXL E 510 2 - 0/0/4/4 10/0/0/0
5 FDP E 700 - - 0/12/34/34 | 0/1/1/1
6 ATP F 1001 | 3,2 0/22/38/38 | 0/1/3/3
4 OXL F 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP F 700 - - 0/12/34/34 | 0/1/1/1
6 ATP G 1001 2 - 0/22/38/38 | 0/1/3/3
7 GOL G 499 - - 0/4/4/4 0/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
4 OXL G 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP G 700 - - 0/12/34/34 | 0/1/1/1
6 ATP H 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL H 510 2 - 0/0/4/4 | 0/0/0/0
> FDP H 700 - - 0/12/34/34 | 0/1/1/1
6 ATP I 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
7 GOL I 499 - - 0/4/4/4 | 0/0/0/0
7 GOL I 501 - - 0/4/4/4 10/0/0/0
4 OXL I 510 2 - 0/0/4/4 10/0/0/0
5 FDP I 700 - - 0/12/34/34 | 0/1/1/1
6 ATP J 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
7 GOL J 499 - - 0/4/4/4 | 0/0/0/0
4 OXL J 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP J 700 - - 0/12/34/34 | 0/1/1/1
6 ATP K 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL K 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP K 700 - - 0/12/34/34 | 0/1/1/1
6 ATP L 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL L 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP L 700 - - 0/12/34/34 | 0/1/1/1
6 ATP M 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL M 510 2 - 0/0/4/4 10/0/0/0
5 FDP M 700 - - 0/12/34/34 | 0/1/1/1
6 ATP N 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL N 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP N 700 - - 0/12/34/34 | 0/1/1/1
7 GOL O 499 - - 0/4/4/4 | 0/0/0/0
5 FDP O 700 - - 0/12/34/34 | 0/1/1/1
6 ATP P 1001 | 3,2 - 0/22/38/38 | 0/1/3/3
4 OXL P 510 2 - 0/0/4/4 | 0/0/0/0
5 FDP P 700 - - 0/12/34/34 | 0/1/1/1

The worst 5 of 55 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z [ Observed(A) | Ideal(A)
5 | 700 | FDP | 02-C2 | -4.39 1.35 1.47
5 B 700 | FDP | P2-0O6 |-4.17 1.45 1.60
5 | 700 | FDP | P1-O2P | -4.01 1.40 1.54
6 L 1001 | ATP | C5-C4 | 3.46 1.48 1.40
6 C 1001 | ATP | C5-C4 | 3.44 1.48 1.40

The worst 5 of 194 bond angle outliers are listed below:
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
6 B 1001 | ATP | N3-C2-N1 | -7.34 122.57 128.71
6 E 1001 | ATP | N3-C2-N1 | -6.88 122.95 128.71
6 J 1001 | ATP | N3-C2-N1 | -6.72 123.09 128.71
6 G 1001 | ATP | N3-C2-N1 | -6.59 123.20 128.71
6 L 1001 | ATP | N3-C2-N1 | -6.55 123.23 128.71

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues

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

6.1 Protein, DNA and RNA chains (i)

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

Mol | Chain |  Analysed | <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 A 498/499 (99%) 1.45 147 (29%) 1) [31,42,59,61| 0
1 B 498,/499 (99%) 0.45 26 (5%) 26 36 | 15,25 34,42 0
1 C 498/499 (99%) 1.02 79 (15%) |30 )4 | 28,39,50,59| o0
1 D 498/499 (99%) 0.68 51 (10%) {70 12] | 17,27, 43,45| o0
1 E 498/499 (99%) 1.05 103 (20%) [1]3] | 30, 42, 52,56 | 0
1 F 498/499 (99%) 1.13 100 (20%) [ 2] 3] | 36,52, 66,70 | 0
1 G 498/499 (99%) 1.78 179 (35%) [ 1| | 1] | 44, 52, 60,63 | 0
1 H 498/499 (99%) 1.07 102 (20%) [1]3]) | 38, 46,52, 55 | 0
1 I 498/499 (99%) 0.71 56 (11%) {6019 | 13,22, 47, 53| o
1 J 498/499 (99%) 0.43 33 (6%) | 18] 26 | 15,22,30,41| 0
1 K 498,/499 (99%) 0.49 30 (6%) 21 30 |13,22,31,40| 0
1 L 498/499 (99%) 0.88 19, 29, 60, 62 | 0
1 M 498/499 (99%) 1.22 35,47,56,59 | 0
1 N 498/499 (99%) 1.91 45,60,69, 71| 0
1 0 498,/499 (99%) 2.61 35,55,84,86 | 0
1 P 498/499 (99%) 2.35 48,60, 83,86 | 0
All | Al | 7968,/7984 (99%) 1.20 13,43, 65,86 | 0

The worst 5 of 1814 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 P 100 | VAL 9.7
1 O 444 | ALA 9.3
1 O 113 | PRO 9.1
1 P 496 | LEU 8.9
1 O 140 | TYR 8.8
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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.

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
2 MG N 500 1/1 0.63 | 28.88 88,88,88,88 0
2 MG P 500 1/1 0.73 | 12.84 94,94,94,94 0
7 GOL O 499 6/6 0.64 | 11.21 74,75,75,75 0
3 K G 501 1/1 0.35 | 11.04 | 137,137,137,137 0
3 K A 504 1/1 0.58 10.05 | 106,106,106,106 0
2 MG G 500 1/1 0.56 9.85 81,81,81,81 0
7 GOL I 501 6/6 0.41 9.43 85,85,85,85 0
2 MG H 502 1/1 0.50 8.19 61,61,61,61 0
3 K N 499 1/1 0.20 7.30 | 107,107,107,107 0
2 MG A 502 1/1 0.35 7.11 58,58,58,58 0
7 GOL J 499 6/6 0.35 6.60 69,71,71,72 0
3 K P 504 1/1 0.52 6.41 98,98,98.,98 0
4 OXL P 510 6/6 0.38 5.97 85,85,85,86 0
4 OXL F 510 6/6 0.45 2.59 83,83,83,83 0
2 MG G 502 1/1 0.31 4.96 66,66,66,66 0
3 K G 504 1/1 0.42 4.21 82,82,82,82 0
2 MG F 500 1/1 0.41 4.19 67,67,67,67 0
3 K M | 504 | 1/1 | 027 | 414 61,61,61,61 0
2 MG M 500 1/1 0.34 3.96 69,69,69,69 0
3 K B 499 1/1 0.20 3.90 60,60,60,60 0
3 K N 504 1/1 0.45 3.82 84,84,84,84 0
2 MG F 502 1/1 0.34 3.51 60,60,60,60 0
2 MG N 502 1/1 0.40 2.96 76,76,76,76 0
2 MG M 502 1/1 0.31 2.87 60,60,60,60 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
7 | GOL | I | 499 | 6/6 | 0.28 | 2.84 91,01,91,92 0
4 OXL A 510 6/6 0.32 | 2.65 63,65,66,66 0
7 GOL E 499 6/6 0.33 2.57 78,79,80,80 0
4 OXL N 510 6/6 0.37 2.56 77,79,80,80 0
2 MG A 500 1/1 0.35 | 2.53 7T 0
3 K F 504 1/1 0.32 2.50 69,69,69,69 0
4 OXL M 510 6/6 0.32 2.39 64,66,67,67 0
2 | MG B | 502 | 1/1 | 0.30 | 2.34 98,28.28 28 0
2 MG C 500 1/1 0.38 | 2.32 45,45,45,45 0
2 MG K 500 1/1 0.30 2.26 29,29,29,29 0
2 MG I 500 1/1 0.33 2.09 36,36,36,36 0
3 K O 501 1/1 0.30 2.02 30,30,30,30 0
4 OXL G 510 6/6 0.31 1.95 71,74,75,75 0
2 MG J 502 1/1 0.27 1.91 26,26,26,26 0
2 MG I 502 1/1 0.32 1.68 30,30,30,30 0
4 OXL J 510 6/6 0.31 1.66 30,31,32,33 0
6 ATP K 1001 | 31/31 | 0.29 1.63 28,31,37,38 0
4 OXL H 510 6/6 0.32 1.60 04,54,55,55 0
3 K M 499 1/1 0.18 1.59 | 106,106,106,106 0
2 MG L 502 1/1 0.28 1.56 37,37,37,37 0
5 FDP B 700 | 20/20 | 0.22 1.54 37,40,45,46 0
6 ATP J 1001 | 31/31 0.24 1.51 26,34,36,36 0
3 K C 504 1/1 0.33 1.50 96,56,56,56 0
2 MG H 500 1/1 0.30 1.44 63,63,63,63 0
2 | MG L | 500 | 1/1 | 0.27 | 143 46.46,46.46 0
1 [OXL | C |50 | 6/6 | 036 | L4l 39.40 41,41 0
5 FDP I 700 | 20/20 | 0.21 1.40 29,32,34,35 0
4 OXL I 510 6/6 0.30 1.35 32,33,34,35 0
6 ATP B 1001 | 31/31 0.25 1.28 31,35,39,40 0
2 MG J 500 1/1 0.29 1.27 27,27,27,27 0
3 K E 504 1/1 0.25 1.26 48,48,48,48 0
6 ATP P 1001 | 31/31 0.30 1.20 132,134,134,134 0
3 K L 504 1/1 0.25 1.17 52,52,52,52 0
2 MG P 502 1/1 0.23 1.16 64,64,64,64 0
4 OXL L 510 6/6 0.26 1.00 37,38,38,39 0
6 ATP H 1001 | 31/31 0.23 1.00 62,69,72,72 0
3 K J 504 1/1 0.25 | 0.97 35,35,35,35 0
4 OXL E 510 6/6 0.31 0.88 48,49,49,50 0
4 OXL D 510 6/6 0.27 0.83 37,38,39,39 0
2 MG E 502 1/1 0.31 0.80 48,48,48,48 0
2 MG B 500 1/1 0.25 0.72 35,35,35,35 0
3 K K 004 1/1 0.27 0.69 29,29,29,29 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
4 OXL K 510 6/6 0.28 0.64 25,27,28,28 0
3 K D 204 1/1 0.25 0.60 33,33,33,33 0
6 ATP E 1001 | 31/31 | 0.20 | 0.59 52,58,63,63 0
6 ATP G 1001 | 31/31 0.27 0.59 77,97,101,101 0
) FDP D 700 | 20/20 | 0.18 0.57 32,40,43,45 0
4 OXL B 510 6/6 0.25 0.55 30,32,33,33 0
6 ATP I 1001 | 31/31 0.21 0.54 36,37,39,40 0
6 ATP D 1001 | 31/31 0.22 0.53 35,42,44.44 0
2 MG E 500 1/1 0.24 0.42 95,55,55,55 0
) FDP E 700 | 20/20 | 0.17 0.41 38,41,46,47 0
3 K H 504 1/1 0.20 0.41 99,59,59,59 0
2 MG C 502 1/1 0.31 0.31 38,38,38,38 0
2 | MG D | 502 | 1/1 | 024 | 024 34.34,34.34 0
6 ATP C 1001 | 31/31 0.22 0.12 43,52,54,54 0
6 ATP F 1001 | 31/31 0.21 -0.02 64,73,76,76 0
5 FDP M 700 | 20/20 | 0.16 | -0.04 55,59,62,64 0
3 K B 504 1/1 0.20 | -0.12 38,38,38,38 0
) FDP K 700 | 20/20 | 0.16 -0.14 36,38,42,43 0
6 | ATP | N | 1001 | 31/31 | 0.21 | -0.15 | 83,94,95,95 0
5 FDP J 700 | 20/20 | 0.15 -0.19 25,32,34,35 0
3 K E 501 1/1 0.14 | -0.32 75,75,75,75 0
2 MG K 502 1/1 0.25 -0.34 28,28,28,28 0
5 FDP F 700 | 20/20 | 0.16 | -0.37 48,53,55,56 0
6 ATP A 1001 | 31/31 | 0.20 | -0.40 70,85,87,87 0
) FDP H 700 | 20/20 | 0.15 -0.41 54,57,59,60 0
6 ATP L 1001 | 31/31 0.16 -0.42 44.,55,59,59 0
2 MG D 500 1/1 0.24 | -0.53 37,37,37,37 0
6 ATP M 1001 | 31/31 0.15 -0.53 66,73,76,76 0
5 FDP L 700 | 20/20 | 0.14 | -0.54 37,41,43,43 0
5 FDP C 700 | 20/20 | 0.15 | -0.54 36,45,48,50 0
5 FDP G 700 | 20/20 | 0.14 | -0.58 69,74,75,75 0
3 K L | 499 | 1/T | 0.3 | 058 | 47474747 0
3 K D 499 1/1 0.12 -0.68 53,53,53,53 0
7 GOL G 499 6/6 0.18 -0.69 97,97,97,97 0
) FDP P 700 20/20 0.16 -0.78 | 110,115,119,119 0
3 K I 504 1/1 0.17 | -0.81 36,36,36,36 0
5 FDP A 700 | 20/20 | 0.13 | -0.88 53,58,61,64 0
) FDP N 700 | 20/20 | 0.13 -0.88 76,78,81,82 0
5 FDP O 700 20/20 0.16 -1.16 | 118,119,121,121 0
3 K H | 499 | 1/1 | 012 | -1.46 | 76,76,76,76 0
3 K P 499 1/1 0.14 -1.51 | 119,119,119,119 0
3 K J 501 1/1 0.08 -2.09 50,50,50,50 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
3 K A 499 1/1 0.07 | -2.65 60,60,60,60 0
3 K K 499 1/1 0.08 | -3.18 52,52,52,52 0
3 K @) 500 1/1 0.07 | -3.36 | 122,122/122,122 0
3 K C 499 1/1 0.09 | -3.77 68,68,68,68 0
3 K F 499 1/1 0.11 | -3.89 85,85,85,85 0
3 K I 503 1/1 0.09 | -4.57 47,4747 .47 0
6.5 Other polymers (i)
There are no such residues in this entry.
gPDB
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