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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

Xtriage (Phenix) : 2.0

EDS : 3.0

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 3.59 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 0.344
Clashscore T | . 4
Ramachandran outliers [INNY 0 I 0.2%
Sidechain outliers I W 10.4%
RSRZ outliers W 32.8%
Worse Better

I Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
R free 180053 1747 (3.70-3.50)
Clashscore 190562 1827 (3.70-3.50)
Ramachandran outliers 187476 1773 (3.70-3.50)
Sidechain outliers 187428 1772 (3.70-3.50)
RSRZ outliers 180081 1745 (3.70-3.50)

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

24%

——— —

1 A 262 65% 27% . 5%
24%

T — —

1 B 262 63% 27% 5% 5%
26%

T —— —

1 C 262 65% 26% . 6%
24%

T —— —

1 D 262 64% 27% . 5%

35%
T —— —
1 E 262 59% 31% . 6%

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK


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

Page 3 wwPDB X-ray Structure Validation Summary Report 4UV3
Continued from previous page...
Mol | Chain | Length Quality of chain
70%
T — —
1 F 262 60% 31% . 6%
71%
e — —
1 G 262 60% 29% 5% 6%
30%
T ———— ——
1 H 262 64% 29% . 5%
26%
—— ——
1 I 262 62% 30% . 6%
35%
T ———— ——
1 J 262 62% 29% . 5%
31%
— e —
1 K 262 61% 30% . 6%
24%
— ——
1 L 262 63% 27% 5% 6%
22%
e —— —
1 M 262 63% 28% . 6%
28%
—_— ——
1 N 262 64% 28% . 6%
27%
—_— —
1 O 262 64% 27% . 6%
40%
. —
1 P 262 65% 25% . 6%
1%
T — —
1 Q 262 62% 29% . 6%
38%
e — —
1 R 262 58% 32% . 6%
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2 Entry composition (i)

There is only 1 type of molecule in this entry. The entry contains 34255 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 CURLI PRODUCTION ASSEMBLY/TRANSPORT COM-
PONENT CSGG.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L] 4 265 |0 os s a0 7 0 0 0
1| B 265 |0 os s 307 7 0 0 0
! ¢ 241 rf; E)&(LJ1 1 1(298 31;9 3(86 g 0 0 0
LD 265 | 00 100 s s07 7 0 0 0
! k 241 rf; E)&(L)l 1 1(398 3159 3((?6 ? 0 0 0
1 F 241 rllﬂg gaol 1 1(398 31;19 3(6)6 g 0 0 0
1 G 247 rllﬂg gaOI 1 1(398 31;9 3(6)6 S 0 0 0
1 H 248 ?gtﬁl 12%4 31§3 3(6)7 g 0 0 0
1 I 241 ?{; E)?)l 1 1(5198 31;9 3(6)6 S 0 0 0
1 J 248 ?gtﬁl 12C()4 315\;3 3(6)7 g 0 0 0
1 K 241 ?g E)?)l 1 1%8 3§9 326 g 0 0 0
1 L 241 ?g E)E(LJl 1 1098 31;I9 3?6 g 0 0 0
! M 247 ?g E)%l 1 1(2)8 31;I9 326 g 0 0 0
! N 241 rfS E)E(L)l 1 1%8 31;I9 3(6)6 g 0 0 0
1 0 241 r‘1F(S; E)‘%(L)l 1 1%8 31§9 3((36 g 0 0 0
N 27|00 108 w0 305 7 0 0 0

Continued on next page...


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

Page 5 wwPDB X-ray Structure Validation Summary Report 4UV3
Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 Q 247 1900 1198 329 366 7 0 0 0
Total C N O S
1 R 241 1900 1198 329 366 7 0 0 0
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3 Residue-property plots (i)

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
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: CURLI PRODUCTION ASSEMBLY /TRANSPORT COMPONENT CSGG

24%

Chain A: 65% 27% 5%

o o o (]
<+ 19 ©
00 W
0 ==

O -t woN~EdQ 0 © N~
4 Hd-9+9 N & 9 <
ZZIE SERE S8 =S o
o O ° (] e o o0 o
[
0
=
(]

~__© ]
— mQ o Il

o N I

= I a

F48
S63
A64

[
(X )
I 1.

M122
Vi23 @
G125
S126
1127
Y130
S132
Q153
N160

E210 @
1227 @
G231
L236
D238

e Molecule 1: CURLI PRODUCTION ASSEMBLY /TRANSPORT COMPONENT CSGG

24%
. L
Chain B: 63% 27% 5% 5%

bose.- I-
B
B
S

e Molecule 1: CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

26%
Chain C: 65% 26% %

A10
L14
P16
R17

A9

Y21
K22
N40
D43
(B4 @
T45
G46
Q47
F48
S64
N55
F56
S63
A64
T70
D74
R76
w77
F78
E82
R83

E92
R93
196
R97
E101 °
V105
1107
N108
N109

M122
V123 °
5126 L]
1127 ©®
5132
K135
V139
A141
R142
Y143 ©
G145
Y152
Q153 @
Q156
Vie3 @
V166

S178
K179 @
T80 @
I181
E185
F191

Ni76 ®
Tirne e
1200 @
V204 ©
T207
E210 ®
P211 ®
M213
L214
°
°
F226
L227 ©
:::jl:::.
K242
H255



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

4UV3

wwPDB X-ray Structure Validation Summary Report

Page 7

n N
O O
H H
I Z 8L | | osai Z. oI o zEis
° " dovi SSZH = 2 o 9 ".
a 5 - I
Lim ° (@) o o 8TII
9.4 ° al . [ ter1 ol - 79V 1271
4 85TV ° M W M > e €98 e 9218
° ° °
oS3 zoe ©) . l o . e Lol
° £5T0 O (@) £2TA °
2STA ° ° e 2Tl °
o [ | ° = BE) = 1211 °
oV ® SvID % 1 m 964 o
£9S | EHd ° e gsN °
[ | ® €vIA o, o 9pTI o LTzl A, %98 ° °
954 | | o LTTl N kN SHTH 9zzd N | oesv °
e SSN 6ETA 9zTd Z ~ | gGN | | @Hd = x zsd ° e T181I
e 1SS ° o €A P e TSk 08TL
QH Mﬂn Nm:_ MM | | €171
° 9818 8vd L erd
o o e 6ETA i L0 1111
° QI e vITl ~ ~ 9%9 | orty
8vd €ETN €121 . 8vd * ° . ShL 60TN
‘e e S 3 e “r 3 * Jorz
° °
e SvL ° e orea M SPL 1T2d o (47 | 9otV |
o wvd ° M o pd e orzd M [ | ® SOTA
| eva 8TTI 63 e ¢©va [ ] = 6E4 OI
[a%) 1211 o wn [472] $0ZA wn QI 35ZH
Lowr 921S 702A wn [ | wn ® 2OIN
%N I goza < ° 1028 < e o9en 1013
° 202D ° 0021 | ged 001D
or e &ein 1028 Z. ° . el [}
$ET 2T ° 164
oo m o ver m - - so1 Bl
° o ogd Tved
ogd o — °
| ° o < 0ed o or o
) 3 - 2
° mﬁ ° A [ | A 3 mﬁ °
° Szl in ° °
e €111 (@) [ | 1614 (@) e cui °
12k mﬂﬁz m o i . m mﬁ 1221
or 80TN ° ° 8TV °
L7 L0TT 6819 M o M o P
91d A e 80
[ am soTA or Al o o | esuw o
2% | | e 18II D N ° ) o zgd
(] e 1073 08TL C C
| | 6LTY T4 ° I
otV 164 .- .. (31 ° e Tied
— —
6V 961 ° e 6V 8.4
o. : o. e E o. o .
€64 ° = .- = .. ° e 9
° o c6u ° O A ) = e L oas |
e ad ° TL1T < o < o e 7.0
° ° [e) = o = ° o & $0TA
: * s 2 - = 3 * . om
€8y 99TA ° O o ° O °

WO RLDWIDE
PROTEIN DATA BANK

e Molecule 1: CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG



4UV3

wwPDB X-ray Structure Validation Summary Report

Page 8

40%

6%

31%

60%

Chain F

€98

8SL

954

[
® ¥SS
o

2¢S8d
® 1Sk

8vd
L7D
9¥%d
® S¥l

£%a

ovN
6EA

el

0ed

°

re

I
IHH

e e
- N
I3
bl

3

SETA

® CEISs

0ETA

® 8211
1211
® 9T1Ss

® €TIA
CCIN
13425

60TN
80TN
LOTI

@® SOTA

—
o
—
=

®
© ~
g8

o o000 o
o o w
o] o i)
=] MooH

0000
0
~
[»

eE
==

<
~
a
[ ] [ ]

o9V
S9L

e %0cA
€023
20zH
T0cd

2811
1871
08TL

9LIN

[
®
0
-~
p=

€970
TSTA

SGCH

(448

i

12T
® 9¢cd

¥ie1

o
—
NN
oA

[
©
o
I
B

CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

e Molecule 1

6%

5%

29%

60%

41%

Chain G

€98

9G4
SGN
39S

TSA

8¥vd
27D

SPL

[47]

0
I
A

Sl

[
-~
IS
>

~
-
<

91d

L]
[ ]
) 6v
[

o
™
i
wn

® O€TX

N ©
~ N ~
- =
pER) =

® GOTA

COTN
1018

164
961

™
)
4

20Td

@ 6L1%

[
o
o
P
[T

® 291d

09TN

CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

(4408

praas

e Molecule 1

30%

©
—
o,

5%

(X ]
~
©
IIIIS:IIII..
..iIII

1113

29%

64%

Chain H

vLa
@ €M

738

2&d

8vd
LvD
97D
STL

®
® €W
(4]

6EA

Sed
VeI

[re) [}
N ™
IIIIEA IIII‘L IIIIII

ey
1328

P11

LN J
o m
© o=
a < <

Sd

® 931d

® ¥S11
® €STd

® S¥1D

® E¥Ik

® 6ETA

0o0000
~ © N
oA 2]
— -~
H o w0

9zTs

€CTA
CTIN
1211

COTN
ToTd

b

961

3

z6d

[
@
=

t

N M
0
Mo

3

0000
~ ©
~ o~
=

©
~
~

ey

1221
@ 9ztd

e o
<
-
I
=

T12d
@ 0123

+

0021

TLTT

® 99TA

® €9TA
2974

85TV

O

R LDWIDE
PROTEIN DATA BANK

W



4UV3

wwPDB X-ray Structure Validation Summary Report

Page 9

@) @) 0
@) U @,
N N N
O O O
= H ~
Z | 01 Z. ° e EviA QI 7. gLd CE
ElD) ° LLM Z3TA
m | d@Hd o LTl m o. e TTed m e 9.
P 9zzd ° e o1cd L oals o
@) o 6ETA | | @)
ol [l ® 9V — 1021 [am .
xX x €98 ] BN
W —mo W —m: 01 o sem oI ﬂMu —6
. . o o ©ozA .
O @) 188 oI (@)
— 01 — 954 ZeTS ° —~
| ssN 01
[aist 851 [aie 73S o'
(@) | uss e €12 o o €V e 8ziI @)
f 994 | zien . zsd PIas .
wn o/Oo ® SSN o MHMM wn % TSk ® 9T1Is wn M
. M 1211 [ | Z N oI QI Z "
< 9218 L1021 < 8vd ® £2IA <
o' [ | | | o L9b (44t o
~ €CTA $0TA T ® 9% 1211 -
T~ T~ ® S¥l [ ] T~
S o vl > o v ° >
— L% — e €wa o —
: = | e E - :
Syl s81d
= Cwa = o e =
% e £va Wuu 6€4 [ ] ° mﬁ\mu
1171
Mu Mu o. [ oty e 18I Nnu
° 601N e 08Tl
ged e 80IN e 6.1
Z. Z. P 07T [} g52H Z,
@) @) o oo 9.1 ©)
— 1071 — ° ® S0TA ° o —
= e 90TV i ° ° ~
® S07A oed ° o
m © 01 m N — ZoTN e Tl m ®
A N ~ o o 1014 [4za ~ =
© szl 1073 P 001D o
= L B I BT
[t zei [ | ~ ° 961 ® 99TA ° o~
o e 1A o Llou o zey [ | [ | ° o,
[ | 961 . e 12k €64 ® €974
— o Ll ] — [ ] z63 ° ° — R
— 91d €64 [ e Ll [ | ° — b=l
m S [em o zem m .I o 681 . m
P11 01 o
C ~ ) C P11 85TV C
[ | £8Y Ia 1221
- e TN o o1V zgd ® 95T o oted .-
— — —
0TV €84 6V e SsTa
< ® 6V z8d aSZH ) QI or o %STT ° <
= a o1 ° fEsaan = o 8. e €sid = o i
% i mmﬁ % — o o o LM ° % e od
a5zH e d ° sd e 9 ° e ud e84
S 5 e w sLa o O = Cas = S elml o
M o] e €l L0 M o] ° 7.0 o ° M < e =&l °
= oI o 9 ° = ° S719 ° = oI
° @) | oas ° @) | aHd 121 ° O °

R LDWIDE

O
PROTEIN DATA BANK

erbDeBe

W



4UV3

wwPDB X-ray Structure Validation Summary Report

Page 10

N N N
O O @)
H ~ H
seel Z, | S5eH Z 961 o i | Z G e sswv
i 5 omm e &R 5 JE
® 8IS Z LLM o €97A 2t Z Z e 9.
@) 9.4 29Ty | | o o | &8 e ©SI1
ol < | oass [ | [420) [am © [am < e 7. €510
° S © e 7. 85TV 01 = © = o — 1
¥121 o | ern ° °
e £iT o X ® 951b 882a o . o . ° ® SvID
[ aren @) 0 ° oI | (@) sszH O oV | EHd
112d o cgza pazd €95 €914
e orza = o 9V ) = oI = [ | a2
[ | muu £9S 2STA ° m % 984 THTY
2021 01 GSN | oD
° o LTl o ° 38 6STA
oI A < 964 9zed = S o . 83TV = ) e sV o
o v 2R ommm 2 R’ i o 28 ¢
[ ] o 98 o SvID ° o wov 9310 TG& 9g1S
00z1 < o Cmma < o5 ] < ] ]
[aet ° o [ ] o &sid zve e 84 £IN
T ° e ¥ITl - 954 mm§ i e LW TETS
=~ o €Iz ~_ aaN ~_ 999 o
- 8vd | eien . 38 e SvId o o S¥L o.
- 130 TTed | | | | EHd | v
m 9%H m 8vd e €Ik ° m . oeva 8211
avl ) ozzd zd 1211
= ow - - = ov o = o oz1s
M £va €3 svL Sa) o -4
° n 2eTS wn o wva ° n o wCid
N [p) e £wa o [p) ° ® €TIA
° < mwz < [a70) . zeTS u HM < u vEI . ZTIH
° Z. e gl Z. or o. laen 7 o. °
ag1d e eI eI ° e Tred
i S - E S S R R O Gl o
e 18Il T ® €CIA i e lTiI [ | i °
08TL ogd ° ogd ® 9IS $02A o ° °
6LT3 m 2 m S ] ] [ ] m S °
- © o* © A ® €TIA ® 00Z1 © 601N
LLTL @ mﬁ. @ ] ZZIn w 7ot 801N
9LIN 124 12A 1011
- zey oo oi o — 0w |
(] P ® T2k Dl. [] Dl. (] SOTA
° [ | @ 80TN yI10 o Ly [ |
® L1 ° — 174 1011 — 114 €111 — 91d Z01N
— o1d [ so1v | — 91d [ emd | =R [lsm| e T01@
° SSZH [aafN SOTA [a o .S TTTI e 2 $11 [ |
® 99TA €524 = d ° ﬁﬂﬁm = & mS I u = ° z1d me
i — © ] o8tz © T ST © Lo i
® £9TA ° . .. oty 1011 ° .. oty £64
— — —
° 61 [ sotv ° o & o cex
. Az <2 <@ QI S0TA ° < e 83 °
° = .. = -~ [ wotL ° = .- 0
° o 9 — 2 = 9d €010 2 Z. e 9
® 85TV e | ZoN o e ad
1S S R S 2 e To7a e o .5 e e
9570 M < M < €L 00Th e 0871 M < ° z8d
olissiall o .zl = = | ® 6L <
811 9tzd ° o ° @) Le¥ 8118 ° O °

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 4UV3

Page 11

oy

t

® LTtl
® 9zzd

e VICl
® €ITu

® Tiad
e 012d

"

0021

TLTT

99TA

® €91A

SSCH

e Molecule 1: CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

6%

27%

64%

27%

Chain O:

t

9G4
SGN
748

8vd

1

® 12k

610

e Ld
91d

711

L2371
9zTs

€CTA

LLM

=

@ 0123
70T

202D

.

@ 091N

85TV

{4448

©)
@
n
O
=
Z,
€2
2
o
o
=
o
O
=
aet
o
s
[p]
Z
<
e
=
P
—
M
=
62
[P
[p]
=
Z
S
=
O
S
a2
o
o
A
—
=
=)
O
-
g
=
Q
=
=}
=
[ ]

6%

25%

65%

N
=)
<

Chain P:

b

® Sil

TCA

® Lld

[ X ]
~ ©
— —
o [

oty

wn a
.n‘.4

o0 o
I
®
=
0

e o
© I~ ©
SRR
2
@0 H A

® CTCIN
11425

€111

60TN
80TN
L0TI

@® S07A

e 1074

164
961

26d

(o) 24c

woza

® 0021

1811
08TL
6LT3

99TA

1

6%

29%

SSCH

62%

41%

(4445

H

® 9¢td

t

e Molecule 1: CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

81CS

L

e V1Tl
°

Chain Q:

TTed

Pov

%SS

2ad
TSA

8vd

[ X )
QNN oS w o N
IS S
» ocAmE B o

(N ]
<
o
&

1

o
o
~

Sl

]
3]
B4

TCA

[ ]
© ~
—
[

(N °
o -

R ]

<< 4

9d
Sd

O

R LDWIDE
PROTEIN DATA BANK

W



4UV3

wwPDB X-ray Structure Validation Summary Report

Page 12

284

o
~
H

8L4
LLM

000 00000
<+ 1B ©
NN
a ~

L

681D

1811
08TL

9LIN

TLTI
0L73
691D

99TA

29Td

oo}
w -
<<

o
)
=
o

TSTA

SPID

SSCH

{4408

9gTd

L]
e 71Tl
°

e Molecule 1

@ Tiad
e 0123

CURLI PRODUCTION ASSEMBLY/TRANSPORT COMPONENT CSGG

6%

32%

58%

38%

Chain R

SN
7SS

€%a
(4]

6EA

114
91d

©
~
B

m.
~
-

© I~
NS
==

<
~
a

® 0021

® SEIN

11 13

® €ITn
® T1ad
e Oted

@ ©oTA

T0Cd

O

R LDWIDE
PROTEIN DATA BANK

W



Page 13 wwPDB X-ray Structure Validation Summary Report 4UV3
4 Data and refinement statistics (i)
Property Value Source
Space group c121 Depositor
Cell constants 161.93A 372.85A 161.97A .
Depositor
a, b, c, a, B, 90.00° 92.90° 90.00°
. 30.00 - 3.59 Depositor
Resolution (4) 3000 — 3.59 EDS
% Data completeness 91.5 (30.00-3.59) Depositor
(in resolution range) 91.6 (30.00-3.59) EDS
Rinerge 0.16 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.93 (at 3.57A) Xtriage
Refinement program REFMAC 5.7.0029 Depositor
R R 0.297 , 0.349 Depositor
7 Phfree 0.296 , 0.344 DCC
Rree test set 5110 reflections (5.00%) wwPDB-VP
Wilson B-factor (A?) 101.0 Xtriage
Anisotropy 0.225 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.26 , 73.9 EDS
L-test for twinning? <|L| > =045 < L[?*>=10.28 Xtriage
Estimated twinning fraction 0.029 for h-k,-1 Xtriage
F,,F. correlation 0.83 EDS
Total number of atoms 34255 wwPDB-VP
Average B, all atoms (A?) 116.0 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 53.94 % 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 3.9236e-05. The detected translational NCS is most
likely also responsible for the elevated intensity ratio.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 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)

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 | a7 #|Z] >5 RMSZ #|Z| >5
1 A 084 | 1/1941 (0.1%) | 0.98 | 3/2633 (0.1%)
1 B 0.77 1/1941 (0.1%) 0.97 7/2633 (0.3%)
1 C 0.68 | 1/1930 (0.1%) | 0.91 | 2/2619 (0.1%)
1 D 0.70 0/1941 0.93 2/2633 (0.1%)
1 E 0.79 0/1930 0.96 3/2619 (0.1%)
1 F 0.78 0/1930 0.96 3/2619 (0.1%)
1 G 0.78 1/1930 (0.1%) 0.99 | 10/2619 (0.4%)
1 H 0.73 0/1941 0.93 2/2633 (0.1%)
1 | 0.72 0/1930 0.92 2/2619 (0.1%)
1 J 0.72 0/1941 0.93 2/2633 (0.1%)
1 K 0.73 0/1930 0.92 3/2619 (0.1%)
1 L 0.84 1/1930 (0.1%) 0.99 2/2619 (0.1%)
1 M 0.75 0/1930 0.95 2/2619 (0.1%)
1 N 0.68 0/1930 0.92 2/2619 (0.1%)
1 O 0.68 0/1930 0.94 3/2619 (0.1%)
1 P 0.77 0/1930 0.94 3/2619 (0.1%)
1 Q 0.78 0/1930 0.95 4/2619 (0.2%)
1 R 0.88 5/1930 (0.3%) 1.06 | 12/2619 (0.5%)
All All 0.76 | 10/34795 (0.0%) | 0.95 | 67/47212 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
the center is modelled as a planar moiety or with the opposite hand.A planarity outlier is detected
by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms of a
sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
1 E 0 1
1 L 0 1
1 P 0 1
1 R 0 1
All All 0 4

The worst 5 of 10 bond length outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 R 115 | SER C-O -8.66 1.13 1.24
1 G 115 | SER C-O0 |-781 1.14 1.24
1 R 82 | GLU | N-CA | 6.76 1.54 1.46
1 R 80 | PRO | CA-C | -6.38 1.43 1.52
1 R 79 ILE | CA-C |-6.38 1.46 1.53

The worst 5 of 67 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 R 81 LEU CA-C-N | 9.81 136.02 122.19
1 R 81 LEU | C-N-CA | 9.81 136.02 122.19
1 R 79 ILE | N-CA-C |-9.16 99.97 108.95
1 O 128 ILE | CB-CA-C | -9.02 100.24 111.88
1 D 4 ALA | CA-C-N |-831 111.82 120.38

There are no chirality outliers.

All (4) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 E 14 | LEU | Peptide
1 L 14 | LEU | Peptide
1 P 14 | LEU | Peptide
1 R 78 | PHE | Peptide

5.2 Too-close contacts (i)

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 1911 0 1930 73 0
1 B 1911 0 1930 65 0
1 C 1900 0 1917 64 0
1 D 1911 0 1930 69 0
1 E 1900 0 1917 84 0
1 F 1900 0 1917 90 0
1 G 1900 0 1917 88 0
1 H 1911 0 1930 38 0
1 I 1900 0 1917 70 0
1 J 1911 0 1930 92 0

W O RLD

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 K 1900 0 1917 73 0
1 L 1900 0 1917 87 0
1 M 1900 0 1917 74 0
1 N 1900 0 1917 71 0
1 O 1900 0 1917 69 0
1 P 1900 0 1917 67 0
1 Q 1900 0 1917 69 0
1 R 1900 0 1917 81 0
All All 34255 0 34571 937 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 14.

The worst 5 of 937 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:F:107:ILE:HD13 | 1:N:107:ILE:HD13 1.33 1.09
1:E:107:ILE:HD13 | 1:0:107:ILE:HD13 1.38 1.05
1:E:84:GLN:O 1:E:84:GLN:HG3 1.57 0.99
1:D:107:ILE:HD13 | 1:P:107:ILE:HD13 1.44 0.99
1:F:182:LEU:HD22 1:G:9:ALA:HBI1 1.43 0.99

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.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 242/262 (92%) 225 (93%) | 16 (%) 1 (0%) 30 61
1 B | 242/262 (92%) | 227 (94%) | 15 (6%) 0 [100] [100]
1 C 241/262 (92%) 225 (93%) | 15 (6%) 1 (0%) 30 61

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 D | 242/262 (92%) | 227 (94%) | 14 (6%) | 1(0%) | 30 61
1 E | 2417262 (92%) | 226 94%) | 135%) | 2.(1%) | [16] 49
1 F | 241/262 (92%) | 228 (95%) | 13 (5%)
1 G| 241/262 (92%) | 227 (94%) | 14 (6%) 100 | 100]
1 H | 242/262 (92%) | 226 (93%) | 16 (7%) (100 [ 100]
1 I 241/262 (92%) | 229 (95%) | 12 (5%) 100 ] [100]
1 3| 2427262 (92%) | 225 (93%) | 16 (7%)
1 K | 241/262 (92%) | 227 (94%) | 14 (6%)
1 L | 241/262 (92%) | 226 (94%) | 15 (6%) 100 | 100]
1 M| 241/262 (92%) | 226 (94%) | 15 (6%) [100] [ 100]
1 N | 241/262 (92%) | 224 (93%) | 16 (7%) | 1(0%) | 30 61
1 O | 241/262 (92%) | 226 (94%) | 14 (6%) | 1(0%) | 30 61
1 P | 2417262 (92%) | 227 (94%) | 13(5%) | 1(0%) | 30 61
1 Q | 241/262 (92%) | 228 (95%) | 13 (5%) 0 [100] [100]
1 R | 241/262 (92%) | 225 (93%) | 16 (%) 0
AL | Al | 4343/4716 (92%) | 4074 (94%) | 260 (6%) | 9 (0%) | 43 72

5 of 9 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 E 44 GLU
1 O 44 GLU
1 P 44 GLU
1 C 44 GLU
1 D 44 GLU

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 | 200/223 (94%) | 187 (90%) | 22 (10%) | [6] 29

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 B 209/223 (94%) 186 (89%) | 23 (11%) 6|
1 C 208/223 (93%) 187 (90%) | 21 (10%)
1 D 209/223 (94%) 187 (90%) | 22 (10%) 6|
1 E 208/223 (93%) | 186 (89%) | 22 (11%) 6|
1 F 208/223 (93%) 186 (89%) | 22 (11%) 6|
1 G 208/223 (93%) 184 (88%) | 24 (12%)
1 H 209/223 (94%) 190 (91%) 19 (9%) 9|
1 I 208/223 (93%) 188 (90%) | 20 (10%) 8
1 J 209/223 (94%) 189 (90%) | 20 (10%) 8|
1 K 208/223 (93%) 188 (90%) | 20 (10%) 8
1 L 208/223 (93%) 184 (88%) | 24 (12%)
1 M 208/223 (93%) | 188 (90%) | 20 (10%) | |8
1 N 208/223 (93%) 187 (90%) | 21 (10%)
1 o) 208/223 (93%) | 187 (90%) | 21 (10%)
1 P 208/223 (93%) 187 (90%) | 21 (10%)
1 Q 208/223 (93%) 185 (89%) | 23 (11%) 6|
1 R 208/223 (93%) 183 (88%) | 25 (12%)
All All 3749/4014 (93%) | 3359 (90%) | 390 (10%)
5 of 390 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
1 K 200 LEU
1 N 109 ASN
1 L 22 LYS
1 M 15 MET
1 O 15 MET
Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 63

such sidechains are listed below:

Mol | Chain | Res | Type
1 I 156 GLN
1 P 120 ASN
1 K 247 ASN
1 P 84 GLN

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type
1 Q 176 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no oligosaccharides 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 (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 248 /262 (94%) 1.39 63 (25%) 38, 94, 165, 213 0
1 B 248 /262 (94%) 1.38 64 (25%) 45, 99, 162, 200 0
1 C 247 /262 (94%) 1.55 68 (27%) 49,119, 181,226 | 0
1 D 248 /262 (94%) 1.56 64 (25%) 58,120, 186,224 | 0
1 E 247 /262 (94%) 1.84 93 (37%) 52, 118,183,230 | 0
1 F 247 /262 (94%) 2.00 105 (42%) ml 53, 117, 184, 233 0
1 G 247 /262 (94%) 1.86 108 (43%) ml 53,117, 174,236 | 0
1 H 248/262 (94%) 1.76 78 (31%) | 57, 112, 174, 249 0
1 I 247/262 (94%) 1.50 67 (27%) | 43, 105, 167, 258 0
1 J 248 /262 (94%) 1.75 92 (37%) | 58, 112, 184, 238 0
1 K 247 /262 (94%) 1.53 80 (32%) | 38, 107, 168, 229 0
1 L 247/262 (94%) 1.46 62 (25%) | 29, 92, 155, 226 0
1 M 247 /262 (94%) 1.35 57 (23%) | 41, 102, 158, 205 0
1 N 247/262 (94%) 1.54 74 (29%) | 42,115, 173, 212 0
1 o) 247 /262 (94%) 1.54 70 (28%) | 57, 123, 184, 229 0
1 P 247/262 (94%) 1.88 106 (42%) ml 51, 120, 188, 248 0
1 Q 247/262 (94%) 2.00 107 (43%) ml 50, 121, 184, 240 0
1 R 247 /262 (94%) 1.79 100 (40%) ml 50, 116, 176, 204 0
All | All | 4451/4716 (94%) 1.65 1458 (32%) | 29, 111, 179, 258 0

The worst 5 of 1458 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 J 73 | LYS 9.0
1 H 73 | LYS 8.7
1 C 4 ALA 8.2

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

Mol | Chain | Res | Type | RSRZ
1 O 80 | PRO 8.1
1 R 43 | ASP 8.0

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)

There are no ligands in this entry.

6.5 Other polymers (i)

There are no such residues in this entry.
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