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PDB ID : 3BDM / pdb_00003bdm
Title : yeast 20S proteasome:glidobactin A-complex
Authors : Groll, M.; Dudler, R.; Kaiser, M.
Deposited on : 2007-11-15
Resolution : 2.70 A(reported)

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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

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

MolProbity : 4-5-2 with Phenix2.0
Mogul : 2022.3.0, CSD asb43be (2022)

Xtriage (Phenix) : 2.0

EDS : 3.0

Buster-report : wwPDB partial adaption of 1.1.7 (2018)
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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1 Overall quality at a glance (i)

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

The reported resolution of this entry is 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
Clashscore 0 - 01
Ramachandran outliers | D (3%
Sidechain outliers I | D 6%
RSRZ outliers NN D 6%
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))
Clashscore 190562 3843 (2.70-2.70)
Ramachandran outliers 187476 3778 (2.70-2.70)
Sidechain outliers 187428 3778 (2.70-2.70)
RSRZ outliers 180081 3538 (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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% 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 A 250 = 63% 33%
%

1 O 250 64% 32%
3%

2 B 258 - 53% 36% 5% 5%
3%

2 P 258 - 51% 39% 5% 5%
3%

3 C 254 - 48% 41% 6% 5%
7%

3 Q 254 48% 41% 6% 5%

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

Mol | Chain | Length Quality of chain
4 D 260 = 56% 33% 5% 1%
4 R 260 = 55% 32% 5% 7%
5 E 234 : 66% 20% o
3%
5 S 234 = 67% 27% 5%
6 F 287 L 51% 29% E
6 T 287 52% 28% EXE
7 G 252 L 54% 37% 5% e .
7 U 252 : 51% 40% 5% e .
8 H 232 59% 33% T
8 \Y 232 59% 33% T
9 I 205 66% 30% o
9 W 205 62% 34% o
3%
10 J 198 = 58% 37% 5% -
10 X 198 = 58% 35% 7%
3%
11 K 212 = 58% 37% 5%
2%
11 Y 212 = 58% 37% T6%
12 L 241 L 58% 27% 7% - 8%
12 7 241 L 56% 28% 7% 8%
13 0 266 56% 27% %
13 M 266 54% 31% T
14 1 196 L 63% 33% o
14 N 196 : 60% 36% -
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2 Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 51022 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 Proteasome component Y7.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 250 ?gtf? 12Cl9 311]5 3?7 ZSL 0 0 0
1 0 250 r‘1F(S;t1&}51 12019 311]5 3?7 ZSL 0 0 0
e Molecule 2 is a protein called Proteasome component Y13.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 244 ?ggzl 12%1 31;1 3(7)9 g 0 0 0
2 P 244 ?ggzl 12C()1 Zgl 3?9 2 0 0 0
e Molecule 3 is a protein called Proteasome component PREG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
s ol G s | 0 | 0 |0
sl | G om0 | 0 |0
e Molecule 4 is a protein called Proteasome component PUP2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 b 242 112?11 11062 311]4 3(7)8 g 0 0 0
4 R 242 ?g?ll 11062 311]4 3(7)8 g 0 0 0

e Molecule 5 is a protein called Proteasome component PRES.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 2 233 1795 1129 312 350 4 0 0 0
Total C N O S
5 S 233 1795 1129 312 350 4 0 0 0
e Molecule 6 is a protein called Proteasome component C1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 244 1896 1205 330 357 4 0 0 0
Total C N O S
6 T 244 1896 1205 330 357 4 0 0 0
e Molecule 7 is a protein called Proteasome component C7-alpha.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 243 1921 1221 322 370 8 0 0 0
Total C N O S
7 U 243 1921 1221 322 370 8 0 0 0
e Molecule 8 is a protein called Proteasome component PUP1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 222 1684 1061 203 323 7 0 0 0
Total C N O S
8 v 222 1684 1061 203 323 7 0 0 0
e Molecule 9 is a protein called Proteasome component PUP3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) I 204 1581 1010 258 305 8 0 0 0
Total C N O S
o W 204 1581 1010 258 305 8 0 0 0
e Molecule 10 is a protein called Proteasome component C11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J 198 1585 1005 269 305 6 0 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 X 198 1585 1005 269 305 6 0 0 0

e Molecule 11 is a protein called Proteasome component PRE2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 K 212 1;(()5 ZZI 1 &5 QIE;IO 3(1)2 S 0 0 0
1 Y 212 ?(()5 ZZI 1 (SL5 212\310 3(1)2 S 0 0 0
e Molecule 12 is a protein called Proteasome component C5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
12 L 222 rf‘;gf;l 1 1015 31(\)13 3(??5 ZSL 0 0 0
12 z 222 rf?g&}?l 1 1015 31(\)13 325 ZSL 0 0 0

e Molecule 13 is a protein called Proteasome component PREA4.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 M 233 1824 1154 312 351 7 0 0 0
Total C N O S
13 0 233 1824 1154 312 351 7 0 0 0

e Molecule 14 is a protein called Proteasome component PRES.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S

4 N 196 1512 955 250 300 7 0 0 0
Total C N O S

41 196 1512 955 250 300 7 0 0 0

e Molecule 15 is (2E,4E)-N-[(2S,3R)-3-hydroxy-1-[[(3Z,5S,8S,10S)-10-hydroxy-5-methyl-2,7-di
oxo-1,6-diazacyclododec-3-en-8-yl|aminol-1-ox obutan-2-yl|dodeca-2,4-dienamide (CCD ID:
GDT) (formula: C27H44N406).
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GDT
Frid,
) 3 fNH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
15 | H 1 Tg;al 2C7 12 (6) 0 0
15 | K 1 Tg;al 207 12 (6) 0 0
15 | Vv 1 Tg;al 207 12 (6) 0 0
15 | Y 1 Tg;al 207 12 (6) 0 0
e Molecule 16 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
16 | A 57 Tgt;ﬂ 507 0 0
16 B 38 Tgt;l ?% 0 0
16 C 42 th;l fQ 0 0
16 | D 40 foal 0 0 0
16 | E 24 fotal o 0 0
16 | F 46 foal 0 0 0
16 | G 61 Foral 0 0 0
16 | H 48 fowal 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
6 | 1 66 T‘égal ?6 0 0
6 | J 52 Tg;al ;)2 0 0
6 | K 46 ng‘"l 4?6 0 0
6 | L 60 ngal (% 0 0
16 M 69 ngal (?9 0 0
16 N 56 ngal ;% 0 0
16 0 33 ngal ?% 0 0
16 P 32 Tgtzal ??2 0 0
16 Q 26 ngal ;.6 0 0
6 | R 34 Tgff‘l ?(31 0 0
16 S 20 ngal 2% 0 0
16 T 39 ngal ?% 0 0
16 U 58 Tg;al ?8 0 0
6 | Vv 47 ngal f? 0 0
16 | W 60 ngal (?0 0 0
16 X 42 ngal fQ 0 0
16 Y 49 ngal fq 0 0
16 Z 53 ngal 5% 0 0
16 0 74 T(;Zal % 0 0
16 1 64 ngal 6(1 0 0




3BDM
33%

63%

wwPDB X-ray Structure Validation Summary Report

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

second graphic. The second graphic shows the sequence view annotated by issues in geometry and
in the sample, but not in the model, are shown in grey.

These plots are drawn for all protein, RNA, DNA and oligosaccharide chains in the entry. The
first graphic for a chain summarises the proportions of the various outlier classes displayed in the

3 Residue-property plots (i)

e Molecule 1: Proteasome component Y7

Page 9

60TL 0671
| sty
€64 881d
| | gra
06d 9811
| oesn e s
88T 8711
T
984
|
8LA
|
TLL
Lo ENZS

ovI | |
6ED (474144

121
ozH

[ | zerd
L1d jx41)
[ oets Loz
STd 6111
PIL 8TTA
€11 i
[4%) 9TTA
[ | | |
84 ETTA
[43%1
or N ads
210 OTTA

® 9€T1

[44:!
Teca

8¢cd
Pkadi]

STl

£CTH

e Molecule 1: Proteasome component Y7

j1448

812D
dr1ey

o121

erey
(45401

9024

702D

{44

LBTT

2611
T6TH

€TTA
(4258

60TL

— . 88T

984

T8N

8LA

TLL

32%

691

L9A
994
S98

891

64%

Chain O

L6171

2¢6TI
T6TH

881Q
1874

¥811

08TM

LL1d

EAXS

€L

L9TX

6STd
8914
LSTX
€STd
0STh

LyTd
9%1D

P14

T¥TH

9€TT

YETA

CETA

0ETY

8¢

[4qxcs
j2413]

61TI
81T

9TTA

9€T1

ey
Teea

e
2220

e Molecule 2: Proteasome component Y13

STl
(448
€TTH

TZcd

8T1¢H
e dici

Rt

€1ey
(4548

9024

702D

coch

5%

5%

36%

53%

3%

Chain B: -

+

6LV

¥va

8T

9LT1

€LT0
TLIV

S9TA
7918

T9TH

LSTA

€9Td
CSTIN

6714

LvTd
9VTA

iaAxt

RLDWIDE

0O
PROTEIN DATA BANK

W

erpBe


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

3BDM

wwPDB X-ray Structure Validation Summary Report

Page 10

STTH

122d

qTCA

aren
@ J1za

e dI1gd
e Vvicd
9124

cred
T12d

802a

702s

20Tl

86TS
L1611

S6TH
Y611

26T
T61d

881Q

98TA
S8TA
Y8TN

5%

5%

39%

51%

Proteasome component Y13

e Molecule 2
3%
Chain P:

LLV

VLI

cLua
TLN

894

993
S99

2O
90

094
691

9CA
erac

89TN

SOTA
7918

T9TH

LSTX

€STd
ZSTIN

9YTA

L4428
157428

LETI
9€TA

€ETD
0ETY

9CTH

j241s]

6TTL

(429

v0Cs

20Ty

L6TT

5%

6%

41%
[ XX J

48%

Proteasome component PRE6

e Molecule 3
3%
Chain C:

€8V

69%

L9A
99

€9L
V29I

09da

991
SSL

(411

TS8d

9%A
S¥D

15728

6€D
8EA

[l wn ©o
] ™ M
II‘ﬁ IIEd ° II

TEA

erac

L1d

STd
711

84

29TV

09TM
6STS

LSTX
9STI

-

(57428

A4S
9¥%1d

€¥Td

714

8ETI

YETA

0eTY
6CTA

YCTL

081X

¥81a

6LIN

.13

5%

6%

41%

48%

Proteasome component PRE6

e Molecule 3
4%
Chain Q:

99
998

€91
A (4528

981
SSGL

[4ct|
189

oA
S0

1572

6€D

9€D
SEL

TEA

scd

€Th

< 10 ~NIe
© e NN
> Hkja H R

v.Li13
€L7TH
TLIN
891N

Y91l

(42244

09TM
6S1S

LSTA

9GTI

(57498

9¥v1d

€¥1d

714

R LDWIDE

6ETY
8ETI

9€TL

YETA

TOT1

160

€64

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 11

® €%ed
(474
j544)]

6€TT
® 8e£ad

® 9gtl

® €tk

6221
8¢cd

9¢es
S§2Cs

TeeI

081X

¥81a

B6LIN

.13

Proteasome component PUP2

e Molecule 4

7%

5%

33%

< w0 © 0 © N~
SQ’Q‘ hd 0 W0
S > = n o

56%

© ~ )
N N
>0 =

3%
L

Chain D

28l
181

S.LD

0LI

191

¥9I
€98

—
©
(7]

o)
[re)
-

Q
&

o)
[
o

4.1
Te1

i£4N
€zh
{44

ST4
YTl

CTIA
T
®

o)
a

O8TH

6.7

[4°)a 4
TOIN
097X

9STL

51498
S¥1D

15742:
(UAn]
6ETY

7ETA
€ETD

TE€Td

6218

Lged

£€¢C1

Teed

€128
(414
1120

602

L0271

Proteasome component PUP2

§02H

€6TA
2611

68TV

e Molecule 4

L8TX

asts

7%

5%

32%

55%

3%
L

Chain R

8¥%1

S¥D

N
S
II‘“

(4729

6€D

zen
1€l

624

pxas]
9CA

44
€Th

ST4

<
3
I'-.

CIA
1%

6a

a81s
asis
O8TH

6.74

SL14

Ll

(424 4
TOIN
09TA
9STL
{4

1498
SYID

15745:1
(4%5]

PeTA

T0T1

£vCV

157458

€2CI

€12S
(4241
1120

6024

L0271

S02d

Proteasome component PRES

T0ZH

L6TT

€6TA
2611

68TV

e Molecule 5

L8TH

%

29%

66%

Chain E

€TIN

(4334

+

L0771

TOIN

20TA

6SS

N~
& <
II:> a

S¥H

92TH
ceeL
Tced
0zzd
L1TH

STCA

€1eY
(4149

dZN

gcL

7021

6610
861S
L6TI
761N

6811
8814

S8TIN

d48TI

0814
a8TL

€€TI

Proteasome component PRES

e Molecule 5

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 12

2%

5% «

27%

67%

Chain S

vea

62CA
82TV

92TH
ceel
Tccd
0ced

LTTH

STCA

erey
(4348

azgN

gL

1021

661D
861S
L6TI
¥6TA

6811
83814

S8TIN

48TI

0874
871

6.L11
YotV
€971
291D
T19TX&
0911
€51d
8v1T
157498
157428

CETX

€ETI

Proteasome component C1

e Molecule 6

15%

5% «

29%

51%

%
B

Chain F

S¥D

EVN
(474

0%I

I‘DI\I
™ M
= wn

N M
o® M
M=

TEA

O~ 0N
[NESEAKS]
I>‘<>=‘:I

4N

« Sl [ -
12} neaAQA o

[
=]

6.L11

LLT3

SL73

ELTN

cLIY

0STH

TYIN

cvia

0ETY

SCT11

[4aa 4
1210

8TTh

STTY
711a

(4378

0TTd

80Td
LOTI

SOTL

L1271
9128
S12D

T1cd

8024

002X
4023

S0ZN

Proteasome component C1

e Molecule 6

15%

5% -

28%

52%

Chain T

6.LS

0SA

o oS
I3 §I$

o
<
-

© N~
o0 0
(29

L

o
]
H

TEA

62y
8CZA
L2V
9CA

ven
€zh

3

€18
CIN

98TV

7811

6LTT

LL13

SLTH

ELTH
TLIY

voTV

T9TH

8STM

0STH

TPIN

cvia

9ETL

€ETD

0€TY

S2TT

(445 4

8110

3

711

(49 %S

0T1d

80Td

SOTL

86S

sed
v6d

LETY
Lz2a
o1
da1el
vica

91Cs
ST120

1124

8024

202x
4023

S0ZN

COCH

86TA
L6171
9611
G613
¥61vV
€61V
Z6Th

06TA

88Td

Proteasome component C7-alpha

e Molecule 7

Y%

5% «

37%

54%

Chain G

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 13

i i
& @
= 9

vAaMm
K~~~ ©
P ]
XowxH

7oA

2oL

—
©
[

@
[re)
-

0 © N~
O 0
AA X

€9%

150

671

$
=

i

Ll

SET

[
0
(=4

Q
o
<

e
=
5]

N M w ©
— =
H B [S)

o
0 o =
A .

LL1T3

YLTL
€LTL
LI
TLTd

19T
681D
8STA
LSTA
TSTL
0STX
(57478

Laaxce
€VTH

LETL
9€TT

€ETD

TeTd

w0 N~ OO
N N NN O
- Rl
o < > =m

€CTA
(4458
12Td
0zTs
6TTT
8TIN
0TTa

80Td
LOTH

96V

€63

88V

€8d

62D

Leay
9€CI

TeTA

3

8120

L

(4248
T12d

S0T4

€0TL

T021

86T1

1

Proteasome component C7-alpha

zeTd
T6TH
06TA

88T

e Molecule 7

5%

40%

®
0
4

51%

238

(XS

0LI

L91

7oA
€9L
2oL
T9d

6G1

L83

SGd

1sh

671

5208

Ll

€8d

18d

B6LN

LLA
9LW

9€CI

vecn

3

812a

+

(424
T1ca

S024

€021

1021

8671

1

Proteasome component PUP1

e Molecule 8

33%

59%

Chain H

90TL

S0Td

€0TD

66T

160

s8b
783

Z8H

081

8.8

cL

891

ZON

3

SSGA

ZSL

oSV
SD
{441
€70

SEH

1

0EN

3

¥2d

(44l
T2l

8TL

€T

| =y |
N ™ [T} [ ]
= o ==

19TV
091D
6GTI
9STS

2STI
TSTY

8V

911

421l
EVIA

LETA

CETT
TETS

8CTH
1211

et
14498
€CTA

ozta
6TTL
8118

€TTI
2118

6TCA

+

e Molecule 8

01Tl

,02d
9024

T0Zd
00231

Proteasome component PUP1

33%

59%

Chain V

S0Ta

T8I

081

8.8

Y.d

cLe

891

€91
2ON

3

SGSA

2¢SL

08y

€70

SEH

1

0EN
624

3

¥2d

(4]

o o © —
N ™ \n-ooc)ﬂ-a-‘—c-m
o S B= = = = =

19TV

6STI

2STI
TSTV

27498

911

i4al]
57458

6ETT
LETA

CETT
T€TS

821D
1211

S2T1
17498
€CTA

0z1a
6TTL

9TTH

€171
[

90TL

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 14

B6TCA

L

012l

e Molecule 9

802y
,02d
90Td

T02d
002X

Proteasome component PUP3

30%

66%

Chain

00TSs

SOTN
70TI

TOTA

66d

3

v6d

L

0.4

99K

TON

8¢s

CTA

€610

T6TW

88TA

98T

T8TY

ZA% %

Proteasome component PUP3

e Molecule 9

34%

62%

Chain W

TOTA
00TA

IIII(w IIll(m
[ N
a A

064

180

0.4

994

FON

T9X
09y

ST
2SA
TSa
0SL
871
SYI

eI
£ex

0gx

06T

88TA

98TH
18T
8.LT1
PLIA

S9TH
¥91d

TN
09TT

L8T0

SSTI

TST1
0S1a

9T
STIN
¥P1d

(47499
1374%¢
oIS
6€TH

LET

0ETV

3

¥erd
€21d

[44A

811D

STTT

€114

80Td

20TS
g0TX

SOTN
¥0TI

€610
26T1d

Proteasome component C11

e Molecule 10

5%

37%

58%

2%
B

Chain J

4064
V061

6LA
8LV

7L
€4
CTLR
TLQ

694

1

198
99K

™
©
=1

wllo oo < o o o~
g oM M ~ < Sy w0 w0
wn A — 2] < == [

o
e}
(=]

T

© 0 0O o
-~ —- = NN
(2] E

<
-
=l

N
© —
I> >I

9I

S8TH
7811
€810

6.1Q
8LIA

VLTI

TLIA

3

191d

2911
1973
0970

981X
SSTT
811
0573

LYTL
VTN

EETA

61T

8TTL

9111

€171
[431]

80Td
€0TD

0071

Proteasome component C11

e Molecule 10

7%

35%

58%

3%
L

Chain X

580

6LA
8LV

7L
€.4

TLa
0.4
694

1,98

€91

PAsict

€SA

L

i

¥¥S

(4781

~ o
N-(")
a A

o
)
=

6TV
8T

918

711

CTA

[
©
II:> IIIIII

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 15

Ll

TLIN

3

L97d

1

2911
1914
091D

9STA

¥STT

0STH

LYTL
9V

TPid

SGETA

® €EEIL
ceTd

6CTA

9CTV

4428

© W O O
m- - =S
| g
aBE x>

€TTL
[4314]

80Td
€0TD
00TT

€64

4064
Vo061

€610

6810
S8TY
78TI
€8TD

8LTA

Proteasome component PRE2

e Molecule 11

—
5%

37%

58%

Chain K

ovd

[
(=4

A
94
SY

78TM

LLTH

SLT1

® 802N
102N
9024

002y
66TA

LBTM
9614
S6TT

68TN
88TH
L8TH

Proteasome component PRE2

e Molecule 11

6%

37%

58%

2%
n

Chain Y

e %074

661

©
5]
=

w o~
NSNS
w = <

2
]

~
©
155

9G4

{4k

id
ST

ovd

8EN

9ed

eex

- o
™ M
=X

620

SCTH

{444

ozy

€11
(428

o
D
IGUI

A
94
SY

oL

19TV

6STI

9GTH

¥STT

CST1
TGTV

911

EVIN

[4749%

8ETT
LETA

SETA

CETL

® 802N
Loz
9024

00ey
66TA

L6TM
9614
S6T1

68TN
881D
L8TH

Proteasome component C5

e Molecule 12

8%

7%

27%

58%

%
B

Chain L

690

eex
ced

0€x

€971

€91
2STI
TSTA

8¥IA
AR
%11

N¥TH
WPTA

Ll

SETW
VeI

TETS

€210

8118

L1

OTTA

TOTI
00TI

L

964

0634

780

€674
(4158

¥8TA
€810

8LTIA
LLTI
9L11

TLID
TL1a

8910

99TH
S9TH

Proteasome component C5

e Molecule 12

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 16

%

8%

7%

28%

56%

Chain Z

9¥N

¥¥s
EVW
(47

veA
€EX

Ted

624

+

SETN

CETS

€TI0

8TTS

L1

OTTA
60TV

L0TX

coTY
TOTI

964

v6d

€614

¥8TA
€8T1D

081X

Proteasome component PRE4

8LTA
LLTI
9L1T1

TLID
TL1d

89TH
1971
99TH

vot1d

€8T
TSTI
TSTA

8¥IA
AR
%11

e Molecule 13

12%

31%

54%

Chain M

921

611

€11

6214
0CTA
8TTA

E€TTA
(4373

901D

S0Th
70TA

[40a

86V
L6N
96M

gc6n
(4
{43

+

184

iy
©
=

Proteasome component PRE4

1528

1

LEA

SEI

62N

Lcd

1721

602h

S02H
Y02

2¢oca

6614

LBTM

€614
CT6TA

0671

L8TH

7811

V8TL
6.L1Q
8LTI
LLTT

€L14

LT
S9TH
0974
LSGIN
9GTA
SSTI
[4] %S

0GTA

DFII

avra

VvIA

6ETH

9€Td

EETH

e Molecule 13

12%

27%

56%

Chain 0

M N

=

LTTL

SCTT

0CTA

8TTA

STTT

ETTA
CITX

901D

SOTD
YOTA

[4aa g

S9d

791

291

Ll

T8

671

9vS
SYI

(47
7L

1

LEA

1121

602D

S02H
Y021

coza
1021

6614

L6TM

CBTA

06TT
68TN

L8TX

7811

Proteasome component PRE3

RSN

ayra

YoTA

6ETY

9€Td

EETN

6214

e Molecule 14

%

36%

60%

Chain N

3

S61

26a

684

3

€84

v.d

LD

690
898
9L
994
S91

Ll

Tsa
0SV

8¥%s

42

[47.\
15728

LEA
9€Y

(43

0EA

82N

921

TeL

6TH

11
€11
CTA

o
=
a

84

2

|
18171
98TY

08TV
6LTL
8L11
SLTH

TLID
0L1D

9910

Y91
€911

1910

11458
0CTH

8118

911D

v11d
€111
CTIL

LOTX
90TN
g0TX

S0Ta
701X

00TI

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3BDM

Page 17

811

D8TA

astd

e Molecule 14: Proteasome component PRE3

%

33%

63%

Chain 1:

3

00TI

S6T

€84
Z8A

v.d

TLY

690
898
191
99k
§9T1

T94

82N

9¢1

TeL

614

P11
€71

01a

84

2

8171

D8TA
astd
18171
08TV
6LTL
8L11
SLTW

TLID
041D

991Q

7o
€971

1970

GSTI

TSTL
0STa

174978

evTYd

9€TD

YeETI
€ET

Ll

[4au}
T2TH
0CTH

8TTS

ST11
v1id
€111
(428

90TN

d0Tx

S0TQ
701X

D E

L DWI

SPDB

PROTEIN DATA BANK

W



Page 18

wwPDB X-ray Structure Validation Summary Report

3BDM

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 132.77A  302.79A 143.21A .
Depositor
a, b, c,a, B, 90.00°  112.24°  90.00°
. 15.00 - 2.70 Depositor
Resolution (4) 1500 — 2.70 EDS
% Data completeness 97.9 (15.00-2.70) Depositor
(in resolution range) 97.3 (15.00-2.70) EDS
Rinerge 0.12 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.89 (at 2.69A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.234 | 0.262 Depositor
» Thfree 0.247 , (Not available) DCC
Rree test set No test flags present. wwPDB-VP
Wilson B-factor (A?) 46.0 Xtriage
Anisotropy 0.658 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.37 , 64.7 EDS
L-test for twinning? <|L| > =046, < L? > =028 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.94 EDS
Total number of atoms 51022 wwPDB-VP
Average B, all atoms (A?) 55.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.48% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 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:
GDT

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z]| > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles
Mol | Chain | prigy7 1 47155 | RMSZ 47| >5

1 A 0.47 0/1952 0.95 8/2642 (0.3%)
1 O 0.44 0/1952 0.94 6/2642 (0.2%)
2 B 0.44 0/1934 0.91 2/2618 (0.1%)
2 P 0.45 0/1934 0.92 | 2/2618 (0.1%)
3 C 0.43 0/1919 0.91 5/2598 (0.2%)
3 Q 0.42 0/1919 0.91 5/2598 (0.2%)
4 D 0.45 0/1886 0.94 6/2541 (0.2%)
4 R 0.44 0/1886 0.93 7/2541 (0.3%)
5 E 0.45 0/1823 0.95 3/2463 (0.1%)
5 S 0.45 0/1823 0.95 5/2463 (0.2%)
6 F 0.46 0/1936 0.98 9/2614 (0.3%)
6 T 0.47 0/1936 0.99 11/2614 (0.4%)
7 G 0.49 0/1959 1.02 15/2652 (0.6%)
7 U 0.48 0/1959 1.02 15/2652 (0.6%)
8 H 0.51 0/1715 0.95 6/2326 (0.3%)
8 \Y 0.50 0/1715 0.93 3/2326 (0.1%)
9 | 0.47 0/1611 1.00 9/2174 (0.4%)
9 W 0.49 0/1611 1.02 | 10/2174 (0.5%)
10 ] 0.53 | 1/1613 (0.1%) | 1.02 | 11,2173 (0.5%)
10 X 0.53 1/1613 (0.1%) 1.03 13/2173 (0.6%)
11 K 0.46 0/1681 0.94 | 5/2274 (0.2%)
11 Y 0.46 0/1681 0.93 6/2274 (0.3%)
12 L 0.47 0/1795 1.02 11,/2420 (0.5%)
12 Z 0.46 0/1795 1.02 | 8/2420 (0.3%)
13 0 0.52 0/1855 1.00 7/2514 (0.3%)
13 M 0.49 0/1855 0.98 8/2514 (0.3%)
14 1 0.52 0/1541 0.95 0/2087

14 N 0.53 0/1541 0.96 4/2087 (0.2%)
All All 0.47 | 2/50440 (0.0%) | 0.97 | 200/68192 (0.3%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
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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
12 L 0 1

12 Z 0 1

All All 0 2

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
10 X 166 | MET | SD-CE | 6.66 1.96 1.79
10 J 166 | MET | SD-CE | 5.57 1.93 1.79

The worst 5 of 200 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(®)
13 M 27 | ARG | N-CA-C | 10.78 122.60 111.07
13 0 27 | ARG | N-CA-C | 10.67 122.49 111.07
12 Z 93 | PHE | CA-C-N | 9.38 131.57 119.84
12 Z 93 | PHE | C-N-CA | 9.38 131.57 119.84
12 L 93 | PHE | CA-C-N | 8.93 131.00 119.84

There are no chirality outliers.

All (2) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 L 145 | TYR | Sidechain
12 Z 145 | TYR | Sidechain

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1915 0 1926 80 0
1 O 1915 0 1926 86 0
2 B 1904 0 1901 110 0
2 P 1904 0 1901 111 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 C 1890 0 1900 128 0
3 Q 1890 0 1900 123 0
4 D 1861 0 1836 84 0
4 R 1861 0 1836 83 0
) E 1795 0 1797 77 0
) S 1795 0 1797 80 0
6 F 1896 0 1886 84 0
6 T 1896 0 1886 86 0
7 G 1921 0 1910 90 0
7 U 1921 0 1910 101 0
8 H 1684 0 1687 65 0
8 \Y 1684 0 1687 68 0
9 I 1581 0 1574 62 0
9 W 1581 0 1574 68 0
10 J 1585 0 1590 84 0
10 X 1585 0 1590 78 0
11 K 1644 0 1594 80 0
11 Y 1644 0 1594 85 0
12 L 1757 0 1711 61 0
12 7 1757 0 1711 74 0
13 0 1824 0 1832 65 0
13 M 1824 0 1832 69 0
14 1 1512 0 1481 66 0
14 N 1512 0 1481 68 0
15 H 37 0 43 2 0
15 K 37 0 43 2 0
15 A% 37 0 43 3 0
15 Y 37 0 43 4 0
16 0 74 0 0 4 0
16 1 64 0 0 3 0
16 A o7 0 0 5 0
16 B 38 0 0 3 0
16 C 42 0 0 8 0
16 D 40 0 0 4 0
16 E 24 0 0 1 0
16 F 46 0 0 5 0
16 G 61 0 0 5 0
16 H 48 0 0 2 0
16 I 66 0 0 3 0
16 J 52 0 0 4 0
16 K 46 0 0 2 0
16 L 60 0 0 2 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
16 M 69 0 0 4 0
16 N o6 0 0 3 0
16 O 33 0 0 3 0
16 P 32 0 0 4 0
16 Q 26 0 0 3 0
16 R 34 0 0 3 0
16 S 20 0 0 1 0
16 T 39 0 0 6 0
16 U o8 0 0 11 0
16 \% 47 0 0 6 0
16 W 60 0 0 4 0
16 X 42 0 0 6 0
16 Y 49 0 0 2 0
16 Z 53 0 0 8 0

All All 51022 0 49422 2087 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 21.

The worst 5 of 2087 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)
11:Y:10(B):LYS:H | 11:Y:10(B):LYS:HD2 1.14 1.10
11:K:10(B):LYS:H | 11:K:10(B):LYS:HD2 1.15 1.09
10:J:168:MET:HE3 10:X:168:MET:HE3 1.09 1.09
14:N:136:GLY:HA2 | 14:1:161:GLN:HE21 1.12 1.07
14:N:161:GLN:HE21 14:1:136:GLY:HA2 1.15 1.06

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

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

of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.
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Mol | Chain | Res | Type
1 A 5 THR
1 A 56 SER
3 C 58 LEU
4 D 12(G) | GLU
6 F 64 ASN

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 209/209 (100%) | 199 (95%) 10 (5%) 23 50
1 O 209/209 (100%) | 199 (95%) 10 (5%) 23 50
2 B 203/216 (94%) 186 (92%) 17 (8%) 101 26
2 P 203/216 (94%) 186 (92%) 17 (8%) 101 26
3 C 213/226 (94%) 201 (94%) 12 (6%) 19 44
3 Q 213/226 (94%) 200 (94%) 13 (6%) 177 40
4 D 198/215 (92%) 184 (93%) 14 (7%) 137 33
4 R 198/215 (92%) 184 (93%) 14 (7%) 1371 33
5 E 192/193 (100%) | 179 (93%) 13 (7%) 147 35
5 S 192/193 (100%) | 179 (93%) 13 (7%) 147 35
6 F 201/238 (84%) 185 (92%) 16 (8%) 117 28
6 T 201/238 (84%) 185 (92%) 16 (8%) 117 28
7 G 207/210 (99%) 195 (94%) 12 (6%) 187 42
7 U 207/210 (99%) 195 (94%) 12 (6%) 187 42
8 H 181/190 (95%) 171 (94%) 10 (6%) 19 45
8 \Y 181/190 (95%) 170 (94%) 11 (6%) 177 40
9 | 172/173 (99%) 168 (98%) 4 (2%) 44 73
9 W 172/173 (99%) 167 (97%) 5 (3%) 37 67
10 J 175/175 (100%) | 166 (95%) 9 (5%) 211 48
10 X 175/175 (100%) | 165 (94%) 10 (6%) 181 43

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
11 K 169/169 (100%) | 157 (93%) 12 (7%) 137 33
11 Y 169/169 (100%) | 158 (94%) 11 (6%) 151 37
12 L 185/201 (92%) 162 (88%) | 23 (12%) 11
12 Z 185/201 (92%) | 162 (88%) | 23 (12%) 11
13 0 199/224 (89%) 186 (94%) 13 (6%) 151 37
13 M 199/224 (89%) 189 (95%) 10 (5%) 22 48
14 1 162/162 (100%) | 152 (94%) 10 (6%) 161 39
14 N 162/162 (100%) | 151 (93%) 11 (7%) 147 35
All All 5332/5602 (95%) | 4981 (93%) | 351 (7%) 151 36

5 of 351 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
5 S 76 LEU
10 X 34 THR
5 S 227 GLU
7 U 124 THR
11 Y 100 MET

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 235
such sidechains are listed below:

Mol | Chain | Res | Type
14 N 94 ASN
12 Z 166 HIS
4 R 147 GLN
12 Z 14(B) | ASN
10 X 160 GLN

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.
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5.5 Carbohydrates (i)

There are no oligosaccharides in this entry.

5.6 Ligand geometry (i)

4 ligands are modelled in this entry.

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

Mol | Type | Chain | Res | Link Count?onfgl\/llglzlgt:és\Z | > 2 CountsBOIfli(li/Inglglj;Z | > 2
15 | GDT K 200 11 | 36,37,37 | 2.19 3 (8%) | 42,46,46 | 1.81 8 (19%)
15 | GDT | V| 500 | 8 |3637,37| 235 | 3(8%) |424646| 172 | 8 (19%)
15 | GDT Y 500 11 | 36,3737 | 1.98 2 (5%) | 42,46,46 | 1.89 8 (19%)
15 | GDT H 500 8 36,37,37 | 2.26 4 (11%) | 42,46,46 | 1.73 8 (19%)

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the
Chemical Component Dictionary. Similar counts are reported in the Torsion and Rings columns.
’-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals Torsions Rings
15 | GDT K 500 11 - 9/50/50/50 | 0/0/1/1
15 | GDT \Y 500 8 - 12/50/50/50 | 0/0/1/1
15 | GDT Y 500 11 - 9/50/50/50 | 0/0/1/1
15 | GDT H 500 8 - 11/50/50/50 | 0/0/1/1

The worst 5 of 12 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
15 \Y 500 | GDT | C26-C27 | 12.00 1.59 1.32
15 H 500 | GDT | C26-C27 | 11.74 1.58 1.32
15 K 500 | GDT | C26-C27 | 11.36 1.57 1.32
15 Y 500 | GDT | C26-C27 | 10.00 1.54 1.32
15 \Y 500 | GDT | C14-N13 | 3.18 1.52 1.45
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The worst 5 of 32 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
15 Y 500 | GDT | C27-C26-C24 | -6.38 107.68 122.67
15 Y 500 | GDT | C26-C24-N23 | 6.04 128.30 115.07
15 K 500 | GDT | C27-C26-C24 | -5.80 109.04 122.67
15 K 500 | GDT | C26-C24-N23 | 5.75 127.67 115.07
15 \Y 500 | GDT | C26-C24-N23 | 4.95 125.91 115.07

There are no chirality outliers.

5 of 41 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
15 H 500 | GDT | N16-C17-C18-C19
15 H 500 | GDT | C26-C27-C28-N30
15 H 500 | GDT | C24-C26-C27-C28
15 H 500 | GDT | C26-C24-N23-C22
15 H 500 | GDT | O25-C24-N23-C22

There are no ring outliers.

4 monomers are involved in 11 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
15 K 500 | GDT 2 0
15 \Y 500 | GDT 3 0
15 Y 500 | GDT 4 0
15 H 500 | GDT 2 0

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

There are no such residues in this entry.
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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 A 250/250 (100%) -0.17 4 (1%) 70 68 34, 52, 82, 108 0
1 O 250/250 (100%) -0.08 5(12%) 65 62 37, 60, 85, 105 0
2 B 244 /258 (94%) 0.02 7 (2%) 53 50 34, 58, 92, 117 0
2 P 244/258 (94%) 0.08 7 (2%) 53 50 38, 58, 92, 117 0
3 C 241/254 (94%) 0.15 8 (3%) 49 45 35, 62, 106, 123 0
3 Q 241/254 (94%) 0.27 11 (4%) 37 34 41, 66, 110, 124 0
4 D 242/260 (93%) 0.04 7 (2%) 53 50 39, 58, 90, 123 0
4 R 242 /260 (93%) 0.09 7(2%) 53 50 42,62, 94, 125 0
) E 233/234 (99%) -0.13 2 (0%) 181180 37, 58, 84, 108 0
5 S 233/234 (99%) -0.06 5(2%) 63 61 32, 58, 88, 107 0
6 F 244 /287 (85%) -0.17 4 (1%) 70 68 32, 53, 88, 102 0
6 T 244 /287 (85%) -0.15 0§100 I 29, 52, 87, 105 0
7 G 243 /252 (96%) -0.29 3(1%) 76 75 29, 48, 78, 113 0
7 U 243/252 (96%) -0.20 3(1%) 76 75 33, 52, 78, 112 0
8 H 222/232 (95%) -0.39 1 (0%) [ 871186 27, 43, 64, 106 0
8 \% 222/232 (95%) -0.40 1 (0%) [ 87} 186 28, 46, 64, 109 0
9 I 204 /205 (99%) -0.45 0 §100Q¢ 100 31, 50, 66, 79 0
9 W 204/205 (99%) -0.47 1 (0%) [ 871186 31, 48, 66, 78 0
10 J 198/198 (100%) -0.28 4 (2%) 65 62 33, 49, 70, 119 0
10 X 198/198 (100%) -0.24 6 (3%) 52 49 36, 49, 69, 124 0
11 K 212/212 (100%) -0.17 4 (1%) 66 63 30, 51, 78, 85 0
11 Y 212/212 (100%) -0.15 4 (1%) 66 63 33, 54, 76, 85 0
12 L 222/241 (92%) -0.28 3(1%) 73 72 32, 50, 74, 90 0
12 Z 222/241 (92%) -0.29 2 (0%) 181180 37, 50, 74, 90 0

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

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
13 0 233/266 (87%) -0.41 1 (0%) 29, 44, 61, 69 0
13 M 233/266 (87%) -0.48 1 (0%) | 88|87 27, 45, 60, 69 0
14 1 196,/196 (100%) -0.39 2 (1%) 179 78 32, 42, 62, 84 0
14 N 196,/196 (100%) -0.41 1 (0%) |87 186 28, 41, 63, 83 0
All | Al | 6368/6690 (95%) -0.18 104 (1%) 70 68 | 27,52, 85, 125 0

The worst 5 of 104 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
12(E) | SER 8.1
56 LEU 6.8
12(D) | ALA 6.6
12(D) | ALA | 6.2
12(E) | SER 5.8

||| ol e
O| 0| =|O| =

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 oligosaccharides 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. 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 | RSCC | RSR | B-factors(A?) | Q<0.9
15 | GDT \Y 500 | 37/37 0.91 0.12 35,40,62,63 0
15 | GDT H 500 | 37/37 0.92 0.09 31,35,53,53 0
15 | GDT K 500 | 37/37 0.93 0.08 31,41,46,47 0
15 | GDT Y 500 | 37/37 0.93 0.08 39,44,55,56 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different

WO RLDWIDE
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orientation to approximate a three-dimensional view.

Electron density around GDT V 500:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around GDT H 500:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

Electron density around GDT K 500:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF, (at 3 rmsd) in purple (negative)
and green (positive)
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Electron density around GDT Y 500:

2mF,-DF. (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

6.5 Other polymers (i)

There are no such residues in this entry.
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