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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.70 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 0 W 0.230
Clashscore I [ 6
Ramachandran outliers I I T 0.6%
Sidechain outliers I | I 5.2%
RSRZ outliers I 0 D 2.4%
Worse Better

I 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))
Riree 66092 1557 (2.70-2.70)
Clashscore 79885 1939 (2.70-2.70)
Ramachandran outliers 78287 1905 (2.70-2.70)
Sidechain outliers 78261 1905 (2.70-2.70)
RSRZ outliers 66119 1559 (2.70-2.70)

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.

Mol | Chain | Length Quality of chain

1 1 484 I .
1 2 484 .
1 3 484 [ .
1 4 484 B .
1 5 484 B .
1 6 484

1 A 484 -
1 B 484 .
1 C 484 -
1 D 484 .
1 E 484 .
1 F 484 -
1 G 484 .
1 H 484 .

Continued on next page...
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 114732 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 Succinate-semialdehydedehydrogenase (NADP+).

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 B 482 3553 2261 607 671 14 0 0 0

Total C N O S
1 C 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 D 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 2 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 K 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 G 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 H 482 3549 2250 607 669 14 0 0 0

Total C N O S
1 I 482 3520 92242 597 667 14 0 0 0

Total C N O S
1 J 482 3549 2259 607 669 14 0 0 0

Total C N O S
1 K 482 3545 2257 607 667 14 0 0 0

Total C N O S
1 L 482 3543 2255 607 667 14 0 0 0

Total C N O S
1 M 482 3545 2257 607 667 14 0 0 0

Total C N O S
1 N 482 3545 2257 607 667 14 0 0 0

Total C N O S
1 O 482 3545 2257 607 667 14 0 0 0

Total C N O S
1 P 482 3545 2257 607 667 14 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! Q 482 ggfgl 22C57 61(\)17 6(6?7 1S4 0 0 0
! R 482 g‘;ﬁl 22C57 61(\)17 6(6?7 1S4 0 0 0
1 5 482 g‘;ﬁl 22C57 61(\)17 6(6)7 1S4 0 0 0
L7 182 | s c6 607 14 0 0 0
LV | o 0 s 1 0 0 0
L v 482 ggga; 22(318 61(\)13 6((?7 1S4 0 0 0
L W 482 ggﬁl?’)l 22C57 61(\)I7 6(37 184 0 0 0
L X 482 ggizl 22(;)5 61(\)IS 6(33 184 0 0 0
L Y 482 ggzzl 22057 61(\)17 627 1S4 0 0 0
L z 482 ?5);21 22(518 61§3 687 1S4 0 0 0
L L 482 2(5)2?)1 22035 51(j5 6(6?6 1S4 0 0 0
L 2 182 ggzl 22(?57 61(\)17 6(6?7 1S4 0 0 0
L 3 182 ggzl 22057 61(\)17 6(6?7 1S4 0 0 0
L 4 182 ggzzl 22057 61(\)17 6(6?7 1S4 0 0 0
L g 182 ggizl 22(?57 61(\)17 6C6)7 1S4 0 0 0
L 0 182 13:;1&51 22(?57 61(\)17 6C6)7 1S4 0 0 0

There are 128 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 1 GLY - EXPRESSION TAG | UNP Q3JS51
A 2 PRO - EXPRESSION TAG | UNP Q3JS51
A 3 GLY - EXPRESSION TAG | UNP Q3JS51
A 4 SER - EXPRESSION TAG | UNP Q3JS51
B 1 GLY - EXPRESSION TAG | UNP Q3JS51
B 2 PRO - EXPRESSION TAG | UNP Q3JS51
B 3 GLY - EXPRESSION TAG | UNP Q3JS51

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

Chain | Residue | Modelled | Actual Comment Reference
B 4 SER - EXPRESSION TAG | UNP Q3JS51
C 1 GLY - EXPRESSION TAG | UNP Q3JS51
C 2 PRO - EXPRESSION TAG | UNP Q3JS51
C 3 GLY - EXPRESSION TAG | UNP Q3JS51
C 4 SER - EXPRESSION TAG | UNP Q3JS51
D 1 GLY - EXPRESSION TAG | UNP Q3JS51
D 2 PRO - EXPRESSION TAG | UNP Q3JS51
D 3 GLY - EXPRESSION TAG | UNP Q3JS51
D 4 SER - EXPRESSION TAG | UNP Q3JS51
E 1 GLY - EXPRESSION TAG | UNP Q3JS51
E 2 PRO - EXPRESSION TAG | UNP Q3JS51
E 3 GLY - EXPRESSION TAG | UNP Q3JS51
E 4 SER - EXPRESSION TAG | UNP Q3JS51
F 1 GLY - EXPRESSION TAG | UNP Q3JS51
F 2 PRO - EXPRESSION TAG | UNP Q3JS51
F 3 GLY - EXPRESSION TAG | UNP Q3JS51
F 4 SER - EXPRESSION TAG | UNP Q3JS51
G 1 GLY - EXPRESSION TAG | UNP Q3JS51
G 2 PRO - EXPRESSION TAG | UNP Q3JS51
G 3 GLY - EXPRESSION TAG | UNP Q3JS51
G 4 SER - EXPRESSION TAG | UNP Q3JS51
H 1 GLY - EXPRESSION TAG | UNP Q3JS51
H 2 PRO - EXPRESSION TAG | UNP Q3JS51
H 3 GLY - EXPRESSION TAG | UNP Q3JS51
H 4 SER - EXPRESSION TAG | UNP Q3JS51
I 1 GLY - EXPRESSION TAG | UNP Q3JS51
I 2 PRO - EXPRESSION TAG | UNP Q3JS51
I 3 GLY - EXPRESSION TAG | UNP Q3JS51
I 4 SER - EXPRESSION TAG | UNP Q3JS51
J 1 GLY - EXPRESSION TAG | UNP Q3JS51
J 2 PRO - EXPRESSION TAG | UNP Q3JS51
J 3 GLY - EXPRESSION TAG | UNP Q3JS51
J 4 SER - EXPRESSION TAG | UNP Q3JS51
K 1 GLY - EXPRESSION TAG | UNP Q3JS51
K 2 PRO - EXPRESSION TAG | UNP Q3JS51
K 3 GLY - EXPRESSION TAG | UNP Q3JS51
K 4 SER - EXPRESSION TAG | UNP Q3JS51
L 1 GLY - EXPRESSION TAG | UNP Q3JS51
L 2 PRO - EXPRESSION TAG | UNP Q3JS51
L 3 GLY - EXPRESSION TAG | UNP Q3JS51
L 4 SER - EXPRESSION TAG | UNP Q3JS51
M 1 GLY - EXPRESSION TAG | UNP Q3JS51

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

Chain | Residue | Modelled | Actual Comment Reference
M 2 PRO - EXPRESSION TAG | UNP Q3JS51
M 3 GLY - EXPRESSION TAG | UNP Q3JS51
M 4 SER - EXPRESSION TAG | UNP Q3JS51
N 1 GLY - EXPRESSION TAG | UNP Q3JS51
N 2 PRO - EXPRESSION TAG | UNP Q3JS51
N 3 GLY - EXPRESSION TAG | UNP Q3JS51
N 4 SER - EXPRESSION TAG | UNP Q3JS51
O 1 GLY - EXPRESSION TAG | UNP Q3JS51
O 2 PRO - EXPRESSION TAG | UNP Q3JS51
O 3 GLY - EXPRESSION TAG | UNP Q3JS51
O 4 SER - EXPRESSION TAG | UNP Q3JS51
P 1 GLY - EXPRESSION TAG | UNP Q3JS51
P 2 PRO - EXPRESSION TAG | UNP Q3JS51
P 3 GLY - EXPRESSION TAG | UNP Q3JS51
P 4 SER - EXPRESSION TAG | UNP Q3JS51
Q 1 GLY - EXPRESSION TAG | UNP Q3JS51
Q 2 PRO - EXPRESSION TAG | UNP Q3JS51
Q 3 GLY - EXPRESSION TAG | UNP Q3JS51
Q 4 SER - EXPRESSION TAG | UNP Q3JS51
R 1 GLY - EXPRESSION TAG | UNP Q3JS51
R 2 PRO - EXPRESSION TAG | UNP Q3JS51
R 3 GLY - EXPRESSION TAG | UNP Q3JS51
R 4 SER - EXPRESSION TAG | UNP Q3JS51
S 1 GLY - EXPRESSION TAG | UNP Q3JS51
S 2 PRO - EXPRESSION TAG | UNP Q3JS51
S 3 GLY - EXPRESSION TAG | UNP Q3JS51
S 4 SER - EXPRESSION TAG | UNP Q3JS51
T 1 GLY - EXPRESSION TAG | UNP Q3JS51
T 2 PRO - EXPRESSION TAG | UNP Q3JS51
T 3 GLY - EXPRESSION TAG | UNP Q3JS51
T 4 SER - EXPRESSION TAG | UNP Q3JS51
U 1 GLY - EXPRESSION TAG | UNP Q3JS51
U 2 PRO - EXPRESSION TAG | UNP Q3JS51
U 3 GLY - EXPRESSION TAG | UNP Q3JS51
U 4 SER - EXPRESSION TAG | UNP Q3JS51
\% 1 GLY - EXPRESSION TAG | UNP Q3JS51
\% 2 PRO - EXPRESSION TAG | UNP Q3JS51
A% 3 GLY - EXPRESSION TAG | UNP Q3JS51
A% 4 SER - EXPRESSION TAG | UNP Q3JS51
W 1 GLY - EXPRESSION TAG | UNP Q3JS51
AW 2 PRO - EXPRESSION TAG | UNP Q3JS51
W 3 GLY - EXPRESSION TAG | UNP Q3JS51

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

Chain | Residue | Modelled | Actual Comment Reference
W 4 SER - EXPRESSION TAG | UNP Q3JS51
X 1 GLY - EXPRESSION TAG | UNP Q3JS51
X 2 PRO - EXPRESSION TAG | UNP Q3JS51
X 3 GLY - EXPRESSION TAG | UNP Q3JS51
X 4 SER - EXPRESSION TAG | UNP Q3JS51
Y 1 GLY - EXPRESSION TAG | UNP Q3JS51
Y 2 PRO - EXPRESSION TAG | UNP Q3JS51
Y 3 GLY - EXPRESSION TAG | UNP Q3JS51
Y 4 SER - EXPRESSION TAG | UNP Q3JS51
7 1 GLY - EXPRESSION TAG | UNP Q3JS51
7 2 PRO - EXPRESSION TAG | UNP Q3JS51
7 3 GLY - EXPRESSION TAG | UNP Q3JS51
Z 4 SER - EXPRESSION TAG | UNP Q3JS51
1 1 GLY - EXPRESSION TAG | UNP Q3JS51
1 2 PRO - EXPRESSION TAG | UNP Q3JS51
1 3 GLY - EXPRESSION TAG | UNP Q3JS51
1 4 SER - EXPRESSION TAG | UNP Q3JS51
2 1 GLY - EXPRESSION TAG | UNP Q3JS51
2 2 PRO - EXPRESSION TAG | UNP Q3JS51
2 3 GLY - EXPRESSION TAG | UNP Q3JS51
2 4 SER - EXPRESSION TAG | UNP Q3JS51
3 1 GLY - EXPRESSION TAG | UNP Q3JS51
3 2 PRO - EXPRESSION TAG | UNP Q3JS51
3 3 GLY - EXPRESSION TAG | UNP Q3JS51
3 4 SER - EXPRESSION TAG | UNP Q3JS51
4 1 GLY - EXPRESSION TAG | UNP Q3JS51
4 2 PRO - EXPRESSION TAG | UNP Q3JS51
4 3 GLY - EXPRESSION TAG | UNP Q3JS51
4 4 SER - EXPRESSION TAG | UNP Q3JS51
5 1 GLY - EXPRESSION TAG | UNP Q3JS51
5 2 PRO - EXPRESSION TAG | UNP Q3JS51
5 3 GLY - EXPRESSION TAG | UNP Q3JS51
5 4 SER - EXPRESSION TAG | UNP Q3JS51
6 1 GLY - EXPRESSION TAG | UNP Q3JS51
6 2 PRO - EXPRESSION TAG | UNP Q3JS51
6 3 GLY - EXPRESSION TAG | UNP Q3JS51
6 4 SER - EXPRESSION TAG | UNP Q3JS51
e Molecule 2 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O
2 A 46 A6 46 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 B 59 ngal 5% 0 0
2 C 56 T‘;gal ; 0 0
2 D 60 ngal é% 0 0
2 E 72 T‘;tzal ;)2 0 0
2 F 75 T(;t;‘l % 0 0
2 G 66 ngal 6% 0 0
2 H 58 ngﬂ 5% 0 0
2 T 24 Tgial 2(31 0 0
2 J 35 Tgt;‘l ?())5 0 0
2 K 55 ngal 505 0 0
2 L 57 Tgt;ﬂ 507 0 0
2 M 40 ngal E) 0 0
p N 46 ngal 25 0 0
P 0 39 ngal 3% 0 0
P P 74 T‘;Zal % 0 0
2 Q 22 Tgt;d 202 0 0
2 R 35 ngal 3% 0 0
2 S 55 ngal 505 0 0
2 T 13 T(l’gal 1% 0 0
p U 13 Tcl’gal 1(?), 0 0
2 | v 29 ngal 209 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | w 44 TZTI 4(31 0 0
2 X 8 Togal g 0 0
2 Y 36 ngal 3% 0 0
2 Z 20 T;Bal % 0 0
2 1 28 ngﬂ % 0 0
2 2 37 ngal ??7 0 0
2 3 45 th;‘l 4% 0 0
2 4 46 ngal Z% 0 0
2 5 54 Tgial 5(1 0 0
2 6 57 ngal 507 0 0
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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-
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,

coded according to the number of geometric quality criteria for which they contain at least one
are shown in grey.

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

e Molecule 1: Succinate-semialdehydedehydrogenase (NADP+)

3 Residue-property plots (i)
Chain A:
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wwPDB X-ray Structure Validation Summary Report 4V6H

Page 13

Chain I

29TV

0974
6STN

LSTd

vSTvV

6%TI

3

HiH

(G458

9€T1d

Le1d

€0Td

L6L

261

N
~ ©
£ =

~
o)
3]

—
)
i

~
o+
=

9%%

47208

(X )
[
<
il-‘

Lza
9CS

1

~
—
H

-

™

66CA

162D
0621

8920

99ZA
S9¢I

9621

¥se1
€GTA

TSCA
6¥%cd
igds]
Py

vecL

€12D
cieI
T1CA
002y
L6111

Y6TH

¥Zva

114728

C8EN

8LEN

TLEd
0Led

99€T

@® 0S€T

o€l

(47458

6EEN

LEEY

SEEN
e ¥EEl
€ee1

® 9Ces
gsced
veel
€TED

STEA

T1€T

78vA

LLYI
9.L¥A

T9%D

€5%d

TSPA

37478

(07478

SEVT

TEVA

8TYA

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain J

CTLIV

89TA

oI

0974
6GTN

LGTd

veTv

1}

vera
€eTd

1214

6114

9vel

€ELT

0€eT

9CES

STEA

962H

€620

062L

L8TN

S8¢H

cLT

892a

€92d

9621

i
L

csen
T9CA

3

te-semialdehydedehydrogenase (NADP+)

6vcd
iZ4 )

CETS

8TTA

€12D
(4148

0T2A

S6TV

2611

881d

981S

T8TA

8.1d
LLTD

08%1

9L%A

L9¥S
99%D

7o

29v1
T9%D

80%1

€6€1
zeed

SLET

clLed

L9EH

3

Succina

e Molecule 1
Chain K

692d

S92I

192N

€5CH

veTL

0geH

TTCA

L6111

06TS

89TA
L9TH

YOI

T91d

8GTM
LS1d

(0458

SETL

1€1d

vcra

TeTd

S8A
%81

8M

LN

1
ovs

oed

LTI

9.L¥A
SL¥A

L9%S

S9%H
vove

LSPA

3

0S¥

(047218

L2%d

074

S0%T

£0vd

1

te-semialdehydedehydrogenase (NADP+)

96€T
S6ed

€6€T
ceed

SLET

09€D

9G€T

oged

€€eT

0621

182N

982N
§82Y

Succina

e Molecule 1
Chain L

(a1
1324

L6711

[4:15')

8.L1d

89T

Y9I

6STN

LS1d

YSTY

[4c] %]

LegTd

vera

1214

7011

[0t

L61

T

89

vov
€9M

pAsicy

189

LYW

(40

LTI

€TH

011

L9%S
99%D

¥ovd

SG¥D

SCPI
veva

80%1

T07S

g6ed

€6€T

68€L

¥8en

29€Yd

9G€T

8%ed

YeET

+

20gYd

00€H
9624
182N
€824
2L
€9¢d
%921
€9ey

cseH

CETS

SeeN

S12d

9L¥A

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1

R LDWIDE

O

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6H

Page 14

Chain M

002y

9674

76T
€61V
2611

88Td

98TS

[4:19:8

08TA

SLTY

YOI

1

29TV
6STN
8STM
LSTd

€5TV
[4<) %]

8%1d

8ETY

TeTQ

vera

1214

1111

L0TV

€0Td

Sl

LYW

9eY

L11

7S

9vel

cven

8EEV

i

€EeT
zeed

£€2ed

STEA

1558

€620

162D
0621

S82H

€824

9.CA

9921

T9eN

9621

¥se1

TScA

oveh

{444

veTL

9¢td
SeeN

Tcea

cieI
T1CA

v8¥A

9L%A

L9%S

29¥%1

TSPA

8¥¥S

(0374728

pX474:S

(45741

8071

S6€d

e Molecule 1

Chain N

€6€T1

68€L

te-semialdehydedehydrogenase (NADP+)

Succina

ey

LETL

cieI
T1C2A
(5418

S6TV
Y6TH

2611

€81d
°8TH

8.1d

79T
€97V

LSTd
1274
vera
1214
L1714

4244
€TTX

801X
06a
6SV
pAsics
AL
Svd
zzd
oca
STV

X

78vA

9L¥A

TSPA

LEVA

1,274

te-semialdehydedehydrogenase (NADP+)

STYI

STPD
vivd

80%T

S0PT

€6€T

9LeL
SLeT

zLed

09€d

LSEN
9G€T

csen

8¥ed

€ved

€E€ET

0geT

98¢y

cLTT

892a

S9¢I

7521
€9Tx

Succina

e Molecule 1
Chain O

91
€52
[4stas
TS2A
8¥ey
82CA

§12d
v12a

(4549

L6TT

0618

T8TA

891X

TIOTH

T91d

B6STN

LSTd

1A

8%1d
Ly1d

TeTQ

8CTTA
1274

vera

961

781

284

6.4

Svd

61D

9TA

78vA

3

9.L¥A

S9%a

€5%d

TSPA
0s%a

S0%1

S6€d

te-semialdehydedehydrogenase (NADP+)

€6€T

18€d

CBEN

TLEd

29ed

0S€T
67EY

£ved

Tved

9eed

€EET

€620

882D

G82H

€8¢

08¢I

9.LTA

cLTT

S§9CI

Succina

e Molecule 1
Chain P

TScA
0§21

Py

0€TH

L12V

ST12d
¥1ea

98TS

28T

TL1d

S9TI
Yot

T91d
0974
6GTN

LGTd

0STD

8¥%1d
Ly1E

3

oI

LeTd

vcra

1214

7011

[405')

L6L

£9M

PAcic

154

LYW

LTI

L

08%1

3

9L¥A

99%D

€57d

TSPA

¥eva

15728

vova

66€d

S6€d

€6€T

88€d

cLed

c9eY

veev

0S€T

Yeer

0€ET

To€d

0621

182N

98¢y

S921
Y924

092D

¥5¢1
€52

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain Q

8.L1d
POTN
191d
6STN
8STM
LSTd
vSTV
9vTH

(4498
wre

T€TQ

62TV

vera

801X

T0TD

Tved
€€eT

ceed
TEED

oTeN

90V

£62D

062L

L8TN

S8TH

€82)

S§9CI

T9ZN

i

9521

€8¢

TSCTA

6¥cd
8¥cy

veTL

0€TY

Teed

L1ey

y12a

(4148

L0TA
902D

L6171

61T

T8TA

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



4V6H

wwPDB X-ray Structure Validation Summary Report

Page 15

8%0
08%T

8L¥)
LLYI
9L¥A
it
T9%D

LSTA

987D

0S%a

4429
EVYPN

(04718
BETVIN

LEVA

STPI

124728

Ll

80%1

H

€6€T

t

SLET

TLEd

89€D

9%€ET

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain R

LETL

9zged
ST

(4148
T1C2A

2611

T8TA

89TH

YOI

0914

GSTI

Ly1a

13745

CETL

TETA

Le1d

vera

1214

L1714

€TTX

7011

€6€T1

Ll

9LEL

L

0S€7T

11

9€ed

S0EQ

66CA

162D
0621

L

982N
€824
8920
924
992A
9921
T9TN

9621

astans
€8T

6¥cd

oveh

78%A

08%1

LLVI
9L¥A

S9vd
7o

29%1
T9%D

S6%D

TSPA

LYYI

14428

STyl

¥Tva

80%1

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain S:

3

924

S9CI
7924

9521

521
€52

TS2A

9€Ts

T1CA

€8Td

8.1d

1974

Y9I

LSTd

YrIA
EVIA

€ETT

Tera
0E€TD

8CTA
raxs

vera

TeTd

€9M

T8d

8%0
08%1

9L%A
SL7A

S9%d
eigs

29v1
T9%D

SSPD

0Sva

(04718

{4728

0zy1

S1%D

SO0¥T
vova

TLEd

T9EN

3

ceed

9zes

€0€EA
20€Yd

e Molecule 1
Chain T

00€H

6Tl

L8TN

§8cH

cLTT

te-semialdehydedehydrogenase (NADP+)

Succina

2ST1D

0STH

8¥1d
Lv1a

(458

STEN

(4534

Toex
00€H

L1624

6Tl

€824

S9¢CI

{414 4
T9ZN

pAsact

ye1

veTL

CETS

(4148

902D

L6711

Y6TH

8.L1d

TLTd

89TH
1974

(42244

LS7d

7SIV

TLYI

S9vd
Povd

LS¥A

[4cia )
TSPA

LYPI
EYTN
(01478
LEVA
iy
SEVT
(454

¥Zva

124723
ST¥D
(4549

T1%a
0T7N

SO0¥%1
vova

66€d

L6€4

S6€d

€6€1

Ll

SLET

L9EH

Ll

9G€1

i

0G€T

L

08%1
6.L%A

e Molecule 1

Chain U

LLYVI

te-semialdehydedehydrogenase (NADP+)

ina
() [ )

Succ

STTV

7011

86L

S61
e %61

(470

b

Sed

6aL

LTI

€TH

e oo
Sr)
.m :'

WORLDWIDE
PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report 4V6H

Page 16

VETL

TETS

9¢ed
SN

Teed

81¢I
L1V

S§12d
y12a

@ TI2A
® 012A

® L6117

S6TV
T6TH

(4%

M
t

08TA
6.1

69TA
89TH

3
b

V9T
€91V

0974
LSTd
vSTV
€STV
[4<) %]

8%1d
Ly1d

e

1274

vera
€274

81TI

® <T¥en

9€€d

€EET

® O€€T

9TES

veeL

T2ed

5

e

0TEA

8624

|

6Tl

682h

€824
6.2V

S92I
¥924d

9621

3

6vcd
8y

t

® T¥tl
1544

ST¥D

06ed

L

H

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain V

YOI
€91V

191d
0974
6SGTN

LSTd

vSTVY

TPTH

TETA

L

Praxs
9CTH

vera
€TTa

6114

0174

62l

¥8CA

T82Y

SETH

€€Td

€12H

TTCA

602s

0618

9818

08TA

8.1d

891X

SoTI

T9%D

TSPA

LYPI

1

6EVH

pX474:S

14728

(4474

(15728

cLed

8GEL

€eeT
0€eT
0zeN

STEA

8¥A

3

e Molecule 1
Chain W:

M-
©

9L¥A

L9¥S

te-semialdehydedehydrogenase (NADP+)

Succina

TSCA

81¢I

c¢ier
T1CA

81N

8.1d

Y9I

B6STN

LS1d

vrIA

13745

Te1d
0E€TH

8CTA
prax:

vera

1214

6114

Y011

SLY

€9M

6SV

pAsics

LYW

evL

9evY

62L

L11

STV

1

18%0

te-semialdehydedehydrogenase (NADP+)

6L7A

9LV
SLvA

L9¥S

€6%d

(474749

6cvM

1472

S1%D

SO0¥1
vova

S6€d

€6€T1

68€L

€LEL

9e€d

YeEL

e Molecule 1
Chain X

b

ceed

Toed

S92I

€G2)

Succina

[ X ]
©
[
=

Tea

S8A

T8M

+

2

i

TLA

693

€9M

AL

4L

[4:hN
T84

LYW
12!

® LeLl

F

® 8tV
Lea
92s

£

LETL

Ll

Tcecd

81¢I
L12V

v12a
€12D

V6T

® T611

8.1d

i

891X

Y9TH
€91V
® 29TV
19Td

6STN

2§10

0STD

8¥1d
Ly1a

3

(07458

Le1d
9TTH

vera

1214

0173

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6H

Page 17

S8EV
08ed
LLED
9.LeLl

€LEL
cLed
TLed

Feeel

vaeey

0S€T
6YEV

9¥eI

cven

8EEY

Sged

Toed

982N
S82H

§921

921

TSCA

8¥cy

¥8vA
€87V
8%

6.L%A

LLYI
9L¥A

L9%S

79%d

8973
LSTA

SS¥D

TS7A

4428

{47428

LEVA
9Evd

® 6Z¥M

STHI
YZva

te-semialdehydedehydrogenase (NADP+)

ST¥D
Pivd

11%a

80%1
L0%Y

e €0%3

86€Y
L6€4

@ S6ed

e Molecule 1

Chain Y

€6€T1

06€4d
68€L

Succina

(7458

CETL

0€TD

1214
0zTM

L1174

E€TTX

0T1d

80TH

b

€6V

06a

AN

Ton

[
©
IIIIIIIIIN:

982N 0%FA
382U 1
| wseR 0evY
€823 6271
| eses 57N
o 7T8TV 1Tvd
|
qev °
|
(a4l 12vA
| ea |
0.2y Y42
692a 1
1 8071
5921 L0%d
924 [ somA
1 5071
192N Lt
1 £0vd
8521 1
-7 96ed
9521 | weev
| eseL £6€T
%521 1
1 zled
fazal 1.4
| |
L€TL L9€H
| |
peTL 1983
| |
ogey 08eT
| |
L12Y €T
| |
faxddl 0geT
e
(4148 o
|
10TV gzed
L
$6TH °
L eew
o @611 aTen
| |
8.1d 1181
| |
1L1d 30£d
| | vosk
£9TY £0EA
eorv |
191d 8624
0974 1
| 69N 6L
8GTM £620
157d | zezh
1 ® 1620
BHTA
L evIa
THIT

L

6LVA

L9%S

197D

TSvA
0Sva

LYPI
it

EVIPN

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain Z

[
O [H N
® R
= AaAaA

L94

(424

63V

[4hN

512!

oA
€Vl

CEA

oed
62l

+

[44]

oca
61D

{45

07T

6711

9€Td
SETL

CETL

8CTA

9CTA

verd

T2Td

L1144

TT1I
(%

S61

98¢Y

€824
6.LTV
S.LTV
LT
€92d
9621
eisTA N
® ¥SC1

0SaL

e
1544

b
.

LETL

YETL

CETS
T€21

Tced

6CTYM

Syl
¥Zva

t

v6ev

c6ed

L8€d

SLET
TLEA

cLed

L9EH

29€Yd

9G€T

'i'

eved

i

SEEN

1

0€ET

"

8T1€T

STEA

9624

€620

1620
0621

6.L%A

9L7A
79v4

89%Y
LSTA

€S¥d
4144
TSPA

8¥¥s

te-semialdehydedehydrogenase (NADP+)

ina

Succ

e Molecule 1

Chain 1

Letd

vera

1

8M

t

€9M

pAsicy

At

1S3

LYW

S¥d

6ed

6CL

Lea
92s

ey

0zd

LTI

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6H

Page 18

S9CI
v92d

T9ZN

§SCL

{418
TSCA

6%cd
8y
L9Cs

b

€¥CT

6ETA

YETL

CETS

0€TH

§12d
712a

e 2l
TrCA

0914

1STd

0STD

15744

0€TD

cLed

0G€7T

Ll

(47498

8EEY

0geT

LL]

LiL}

=

LS¥A

Ll

9%¥1

0%FA
BEVI

t

te-semialdehydedehydrogenase (NADP+)

L2%d

SCVI

£2hd

TCHA

8T¥V

Iyl
T1%a

80%1
L0%d

ma

Succi

e Molecule 1
Chain 2

VTN

vvia

13744
(07491

8ETV

SETL
¥eTd
Te1d
0€TD
62TV
8CTA
LT1d

vera
€eTa

6114

1111

LOTV

781

084

LY

€Ld

0LL

183

LYW

il

S¥d

4720

6€d

LEL

sza

61D

L11
198

451598

67eV

8ved

gced

9624

7621

1

06C.L

te-semialdehydedehydrogenase (NADP+)

88¢H
LT
S9CI

¥9cd
€92d

T9CN
9621
Eis(A
¥5¢1

el

e ¥8¥A

Z8%A

08%1

LLY1

SLYA

S9vd

T9%D

€Sbd

(4144

TSPA

9WPT

37478

BETH

14728

£THY

114729
0zy1

Ll

SO0%T
vova
€073

€6€1
ceed

Z8EN

8LEA

L9EH

85eL
LSEN

vsev

Succina

e Molecule 1
Chain 3

2611
L9Td
(4224
T91d
0974

8GTM
LSTd

0STD

CETL

0ETD

vera

0ZTM

€TTX

%011

961

06d

.4

69)

EOM

47\

LEL
9EV

8¢V

92s

L

[4di]

PASE

YLEA

cLed

29gd

65€D

95€T

i

6YEY

9%€1
SYEH

eved

oged

ceed
TEED

Ll

STEN

TT€T

te-semialdehydedehydrogenase (NADP+)

60€Q

i

062L

L8TN

S8TY

9.TA

Ll

§921

pAstacy

GSCL

egey

082l

AN

0€TH

(4148
T12A

Y6TH

1

08%1

6L7A

9L%A

S9va

TSPA

8¥¥S

LYPI
ias

4429

{47729

(747N
6ETIW

6TTM

STYI

€ThY

8T¥V

STPD

T1%a

L0%Y

S0¥1

66€d

veey

06ed

18€d

TBEN

Succina

e Molecule 1
Chain 4

™
o

1574
T€TT
0€TA
622y
SeeN
Teed

S12d
v12a

c¢ier
ToTy
2611
T8TA
8.1d
1974

YOI
€9TV

LSTd

SGTI

081D

9€Td

T€Ta

prax

%81

63V

9481

[4hN

LYH

47208

Vivd

(4549
T1%a
OTPN

8071

S0%T

96€T
S6€d

€6€T

T8

L9EH

T9eN

LSEN

0S€T

1624
962

6L

1620

682h
S8TH
cLTT
8920
§921
924
€92d
092D

9521

6¥cd
8¥ev

v

8YA

LLYI
9L¥A

T9%D

€5%d

Succ

TSTA

{44729

TEVA
0EvY

8CVA
pXa4s
9TYD
STYI

te-semialdehydedehydrogenase (NADP+)

ma

e Molecule 1
Chain 5

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4V6H

Page 19

¥9e1

iza s

el

0€TA

(4545

0T12A

S6TY

2611

L8TL

TL1d

T91d
0974

LSTd
8¥Td
Ly13
9vIA
TvTd

CETL

0€TD
62TV

vera

1214

0173

L94

€9M

L84

Svd

6€d

LEL

0za

s

veva

T1%a

80¥%1
L0%4

€073

S6€d

€6€T

88¢€d

L9EH

@ 9s€1
SS€S

9%eI

cven

8EEY

0€eT

0ZEA

€0EN

00€H
|
362N
| weel
€620
|
0621
|
982N
a8y
[ ] 917
€420 [ |
(4t 1999
| |
8920 1G%A
|
0929
|
1828 45421
9521 [ |

| ssel 472

te-semialdehydedehydrogenase (NADP+)

Succina

e Molecule 1
Chain 6

€82)

cLTT

892a
1924

S92I

T9ZN

¥921
€gey

(4448
o€y
€12
(4148
T12A

YT

26T

06TS

8.1d

S9TI

B6STN

9STL

0STH

prax

961

€9M

63V

i) 4

9PN

LTI

o IIJ-O\-
o = n

78vA
€87V
T8¥A

LL%I
9L%A

[s14]
€5¥d
TSPA

(04718
BEVN

weva
STHD
e1vd
80%1
S0%1
T8EW
08ed
85eL

0S€T
(5234

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W



Page 20 wwPDB X-ray Structure Validation Summary Report 4V6H
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 185.66A 164.87A 278.90A .
Depositor
a, b, c,a, 3,y 90.00° 92.01° 90.00°
: 4947 — 2.70 Depositor
Resolution (A) 4947 — 270 EDS
% Data completeness 98.3 (49.47-2.70) Depositor
(in resolution range) 98.3 (49.47-2.70) EDS
Rinerge 0.10 Depositor
Reym (Not available) Depositor
<I/o(l)>" 1.83 (at 2.69A) Xtriage
Refinement program REFMAC 5.5.0088 Depositor
R R 0.236 , 0.282 Depositor
P ree 0.235 , 0.280 DCC
Rree test set 22748 reflections (5.29%) DCC
Wilson B-factor (A2) 47.8 Xtriage
Anisotropy 0.054 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.30, 10.9 EDS
Estimated twinning fraction 0.000 for h,-k,-1 Xtriage
L-test for twinning <|L|>=049, < L*>=10.32 Xtriage
Outliers 4 of 453146 reflections (0.001%) Xtriage
F,F. correlation 0.93 EDS
Total number of atoms 114732 wwPDB-VP
Average B, all atoms (A?) 43.0 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 43.06 % 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 1.8625e-04. The detected translational NCS is most likely
also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.
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5 Model quality (i)

5.1 Standard geometry (i)

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 | pyiar' w7155 | RMSZ | #|2] 5
1 1 0.48 0/3584 0.56 0/4884
1 2 0.41 0/3619 0.56 1/4925 (0.0%)
1 3 0.42 0/3619 0.56 0/4925
1 4 0.41 0/3619 0.55 0/4925
1 5 0.41 0/3619 0.56 0/4925
1 6 0.41 0/3619 0.56 0/4925
1 A 0.39 0/3623 0.55 0/4930
1 B 0.40 0/3627 0.55 0/4935
1 C 0.41 0/3623 0.56 0/4930
1 D 0.41 0/3623 0.56 0/4930
1 E 0.40 0/3623 0.56 0/4930
1 F 0.41 0/3623 0.55 0/4930
1 G 0.41 0/3623 0.56 0/4930
1 H 0.41 0/3623 0.56 0/4930
1 | 0.44 0/3594 0.54 0/4896
1 J 0.41 0/3623 0.55 0/4930
1 K 0.41 0/3619 0.53 0/4925
1 L 0.40 0/3617 0.56 0/4922
1 M 0.41 0/3619 0.54 0/4925
1 N 0.39 0/3619 0.53 0/4925
1 O 0.41 0/3619 0.54 0/4925
1 P 0.39 0/3619 0.55 0/4925
1 Q 0.43 0/3619 0.54 1/4925 (0.0%)
1 R 0.41 0/3619 0.54 0/4925
1 S 0.39 0/3619 0.54 0/4925
1 T 0.43 0/3609 0.53 0/4913
1 U 0.47 0/3594 0.54 0/4894
1 \Y 0.44 0/3606 0.55 0/4910
1 W 0.42 0/3619 0.54 0/4925
1 X 0.47 0/3588 0.55 0/4885
1 Y 0.43 0/3619 0.57 0/4925
1 Z 0.46 0/3606 0.56 0/4910
All All 0.42 | 0/115694 | 0.55 | 2/157464 (0.0%)
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Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 6 0 1
1 U 0 1
All All 0 2

There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
1 2 350 | LEU | CA-CB-CG | 7.05 131.51 115.30
Q 350 | LEU | CA-CB-CG | 5.35 127.60 115.30

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 6 267 | PHE | Peptide
1 U 4 SER | Peptide

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 1 3510 0 3426 54 0
1 2 3545 0 3503 61 0
1 3 3545 0 3503 52 0
1 4 3545 0 3503 44 0
1 ) 3545 0 3503 40 0
1 6 3545 0 3503 21 0
1 A 3549 0 3507 37 0
1 B 3553 0 3511 34 0
1 C 3549 0 3507 41 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 D 3549 0 3507 47 0
1 B 3549 0 3507 44 0
1 F 3549 0 3507 47 0
1 G 3549 0 3507 36 0
1 H 3549 0 3507 38 0
1 I 3520 0 3450 49 0
1 J 3549 0 3507 50 0
1 K 3545 0 3503 34 0
1 L 3543 0 3496 34 0
1 M 3545 0 3503 46 0
1 N 3545 0 3503 26 0
1 O 3545 0 3503 28 0
1 P 3545 0 3503 38 0
1 Q 3545 0 3503 46 0
1 R 3545 0 3503 33 0
1 S 3545 0 3503 38 0
1 T 3535 0 3474 ol 0
1 U 3521 0 3463 50 0
1 \Y 3532 0 3472 47 0
1 W 3545 0 3503 37 0
1 X 3515 0 3438 62 0
1 Y 3545 0 3503 66 0
1 Z 3532 0 3472 77 0
2 1 28 0 0 0 0
2 2 37 0 0 2 0
2 3 45 0 0 1 0
2 4 46 0 0 2 0
2 ) o4 0 0 1 0
2 6 o7 0 0 1 0
2 A 46 0 0 0 0
2 B 29 0 0 1 0
2 C 26 0 0 1 0
2 D 60 0 0 3 0
2 E 72 0 0 2 0
2 F 75 0 0 4 0
2 G 66 0 0 1 0
2 H o8 0 0 1 0
2 I 24 0 0 1 0
2 J 35 0 0 2 0
2 K 5} 0 0 2 0
2 L 57 0 0 2 0
2 M 40 0 0 1 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 N 46 0 0 0 0
2 O 39 0 0 0 0
2 P 74 0 0 1 0
2 Q 22 0 0 0 0
2 R 35 0 0 0 0
2 S Hh) 0 0 1 0
2 T 13 0 0 0 0
2 U 13 0 0 1 0
2 V 29 0 0 1 0
2 W 44 0 0 1 0
2 X 8 0 0 0 0
2 Y 36 0 0 2 0
2 Z 20 0 0 D 0

All All 114732 0 111803 1241 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 1241 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:D:242:LEU:HD22 1:1:26:SER:HA 1.18 1.18
1:4:476:VAL:HG21 | 1:5:457:VAL:HG12 1.36 1.04
1:7:192:LEU:HD11 | 1:7Z:212:1ILE:HD11 1.39 1.02
1:X:237:THR:HG1 | 1:X:414:PHE:HE1 1.09 0.97
1:H:265:ILE:HG21 | 1:H:405:LEU:HD21 1.51 0.91

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (1)

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

480/484 (99%)

441 (92%)

33 (7%)

6 (1%)

187 43

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

All | Al | 15360/15488 (99%) | 14487 (94%) | 784 (5%) | 89 (1%) | 33 66

5 of 89 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 B 268 ASP
1 D 261 ASN
1 D 268 ASP
1 G 268 ASP
1 H 268 ASP

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 1 341/363 (94%) 320 (94%) 21 (6%) 26 54
1 2 349/363 (96%) 331 (95%) 18 (5%) 32 63
1 3 349/363 (96%) 333 (95%) 16 (5%) 37 70
1 4 349/363 (96%) 333 (95%) 16 (5%) 37 70
1 5 349/363 (96%) 332 (95%) 17 (5%) 35 67
1 6 349/363 (96%) 331 (95%) 18 (5%) 32 63
1 A 350/363 (96%) 334 (95%) 16 (5%) 37 70
1 B 351/363 (97%) 337 (96%) 14 (4%) 42 75
1 C 350/363 (96%) 325 (93%) 25 (7%) 21 46
1 D 350/363 (96%) 333 (95%) 17 (5%) 35 67
1 E 350/363 (96%) 332 (95%) 18 (5%) 33 64
1 F 350/363 (96%) 337 (96%) 13 (4%) 45 78
1 G 350/363 (96%) 332 (95%) 18 (5%) 33 64
1 H 350/363 (96%) 331 (95%) 19 (5%) 31 61
1 I 344/363 (95%) 319 (93%) 25 (7%) 20 44
1 J 350/363 (96%) 332 (95%) 18 (5%) 33 64
1 K 349/363 (96%) 336 (96%) 13 (4%) 45 78

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 L 348 /363 (96%) 328 (94%) 20 (6%) 29 58
1 M 349/363 (96%) 327 (94%) 22 (6%) 25 53
1 N 349/363 (96%) 330 (95%) 19 (5%) 31 61
1 O 349/363 (96%) 332 (95%) 17 (5%) 35 67
1 P 349/363 (96%) 334 (96%) 15 (4%) 40 72
1 Q 349/363 (96%) 330 (95%) 19 (5%) 31 61
1 R 349/363 (96%) 324 (93%) 25 (7%) 21 45
1 S 349/363 (96%) 337 (97%) 12 (3%) 49 |81
1 T 346/363 (95%) 334 (96%) 12 (4%) 48 180
1 U 344/363 (95%) 324 (94%) 20 (6%) 28 57
1 \Y 346/363 (95%) 322 (93%) 24 (7%) 221 48
1 W 349/363 (96%) 338 (97%) 11 (3%) 51 |82
1 X 340/363 (94%) 321 (94%) 19 (6%) 30 59
1 Y 349/363 (96%) 332 (95%) 17 (5%) 35 67
1 Z 346/363 (95%) 326 (94%) 20 (6%) 28 57
All All 11141/11616 (96%) | 10567 (95%) | 574 (5%) 32 63
5 of 574 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
1 O 159 ASN
1 R 350 LEU
1 4 285 ARG
1 O 350 LEU
1 Q 44 VAL
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 14 such

sidechains are listed below:

Mol | Chain | Res | Type
1 X 286 ASN
1 Z 13 HIS
1 1 443 ASN
1 Q 468 HIS
1 1 286 ASN
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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)

There are no ligands in this entry.

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 1 482/484 (99%) 0.75 55 (11%) f6 ) 6] | 36,52, 63,68 | 1 (0%)
1 2 482/484 (99%) -0.01 28, 42, 57, 62 | 1 (0%)
1 3 482/484 (99%) 0.15 27, 43, 56, 64 | 1 (0%)
1 4 482/484 (99%) 0.02 33,44, 57, 64 | 1 (0%)
1 5 482/484 (99%) 0.05 31,44, 58, 63 | 1 (0%)
1 6 482/484 (99%) -0.14 26, 37, 51, 55 | 1 (0%)
1 A 482/484 (99%) -0.12 29, 41, 52, 64 | 1 (0%)
1 B 482/484 (99%) -0.15 26, 38, 49, 59 | 1 (0%)
1 C 482/484 (99%) -0.13 25, 38, 51, 62 | 1 (0%)
1 D 482/484 (99%) 0.00 25, 40, 54, 63 | 1 (0%)
1 E 482/484 (99%) -0.12 24, 37, 47,59 | 1 (0%)
1 F 482/484 (99%) -0.11 25, 36, 47, 58 | 1 (0%)
1 G 482/484 (99%) -0.14 26, 38, 51, 61 | 1 (0%)
1 H 482/484 (99%) -0.08 25, 39, 53, 62 | 1 (0%)
1 I 482/484 (99%) 0.40 33,49, 62, 67 | 1 (0%)
1 J 482/484 (99%) -0.06 ( 29, 43, 54, 63 | 1 (0%)
1 K 482/484 (99%) -0.05 ( 28, 41, 57, 60 | 1 (0%)
1 L 482/484 (99%) -0.21 0 28, 39, 47, 54 | 1 (0%)
1 M 482/484 (99%) 0.01 4(0%) | 831 187 |32, 43,5563 | 1 (0%)
1 N 482/484 (99%) -0.09 o100} ] 100 29, 41, 51, 62 | 1 (0%)
1 0 482/484 (99%) -0.03 1(0%) {93k [96] | 28,42, 56, 61| 1(0%)
1 P 482/484 (99%) -0.19 0 {100} ] 100 28, 36, 46, 54 | 1 (0%)
1 Q 482/484 (99%) 0.23 21 (4%) 33 37 | 38,50, 61,67 | 1(0%)
1 R 482/484 (99%) 0.12 15 (3%) 47 52 | 31,43,57,60 | 1 (0%)

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 S 482 /484 (99%) -0.18 01100 I 100 32, 40, 49, 58 | 1 (0%)
1 T 482/484 (99%) 0.34 22 (4%) 31 35 ]39,51,62,68 | 1(0%)
1 U 482/484 (99%) 0.76 57 (11%) k50150 | 43,53, 64,69 | 1 (0%)
1 \Y 482/484 (99%) 0.27 25 (5%) 26 29 38,47, 60, 64 | 1 (0%)
1 W 482/484 (99%) -0.03 1 (0%) 193§ 96 35, 44, 52, 59 | 1 (0%)
1 X 482 /484 (99%) 0.79 52 (10%) § 6 43, 54, 63,69 | 1 (0%)
1 Y 482/484 (99%) 0.36 13 (2%) 52 57 | 30,48,59, 67 | 1(0%)
1 v 482484 (99%) 0.70 55 (11%) [61[6] | 40,52, 62, 71 | 1 (0%)

All All 15424/15488 (99%) 0.10 372 (2%) 56 62 | 24,43,59, 71 | 32 (0%)

The worst 5 of 372 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 2 484 | VAL 5.3
1 X 373 | THR 5.2
1 X 337 | ALA 5.2
1 Y 8 PRO 4.9
1 X 400 | ALA 4.9

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)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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