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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 3.50 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
Rfrec I [jo— .265
Clashscore | - 5
Ramachandran outliers IS 0
Sidechain outliers NN 0.3%
RSRZ outliers NN 0.2%
Worse Better

I Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Riree 180053 1085 (3.54-3.46)
Clashscore 190562 1140 (3.54-3.46)
Ramachandran outliers 187476 1113 (3.54-3.46)
Sidechain outliers 187428 1114 (3.54-3.46)
RSRZ outliers 180081 1084 (3.54-3.46)

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 206 56% 42% B
1 F 206 : 67% 31% B
1 K 206 = 64% 33% .
1 P 206 60% 37% B
1 U 206 : 67% 30% B

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

Mol | Chain | Length Quality of chain

1 Z 206 65% 32% -
1 e 206 63% 34% -
1 j 206 66% 30% v
2 B 246 68% 30% B
2 G 246 70% 28% B
2 L 246 63% 34% B
2 Q 246 70% 27% B
2 \% 246 71% 26% B
2 a 246 67% 30% B
2 f 246 70% 27% o
2 k 246 67% 30% B
3 C 279 65% 33% -
3 H 279 76% 23% .
3 M 279 73% 25% .
3 R 279 73% 25% .
3 W 279 65% 34% .
3 b 279 73% 26% .
3 g 279 66% 32% B
3 1 279 69% 29% B
4 D 100 73% 24% -~
4 I 100 73% 24% -
4 N 100 61% 37% N
4 S 100 79% 19% N
4 X 100 72% 26% B
4 ¢ 100 72% 26% B

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
4 h 100 53% 44% -
4 m 100 69% 28% -
) E 10 20% 80%
5 J 10 40% 60%
5 O 10 60% 40%
5 T 10 50% 50%
5 Y 10 50% 50%
5 d 10 50% 50%
5 i 10 50% 50%
5 n 10 60% 40%




Page 5 wwPDB X-ray Structure Validation Summary Report S8RRO

2 Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 53193 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 G12V-TCR alpha chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! A 202 ?gft)zl 1(%3 2125 3(1)7 2 0 0 0
1 K 202 ?‘;Eﬁl 1(%2 2125 3(1)6 2 0 0 0
1 Kk 203 ?gg?l 1(%5 21(\316 3(1)8 2 0 0 0
L F A v v v
LV 00| 2T 0 o6 a5 s 0 0 0
L] 2 00| 2T 00 o6t a15 s 0 0 0
L] e 00| oy 1008 o65 17 8 0 0 v
! ] 200 ?gg?)l 9(;5 2123 3C1)4 2 0 0 0
e Molecule 2 is a protein called G12V-TCR beta chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 242 ?3?81 12(;35 31211 3((34 2 0 0 0
2| G 20| 100 1o ai0 30 8 0 v v
2| L 20| 100 s ai0 0 8 0 v v
21 9Q 240 ?ggl 12C26 3129 3(539 g 0 0 0
2V 20| 100 1o ai0 30 8 0 0 0
2 e 20| 100 1 ai0 30 8 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
2 f 240 1942 1226 349 359 8 0 0 0
Total C N O S
2 k 240 1942 1226 349 359 8 0 0 0

e Molecule 3 is a protein called HLA class I histocompatibility antigen, A alpha chain.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
3 ¢ 274 gthaSI 1?336 41(\)13 420 S 0 0 0
3 H 275 5(2)?;;1 1?391 41(\)I4 4(3)3 S 0 0 0
3 M 276 5(2)51&51 13CQ7 41(\)I5 4(3)4 S 0 0 0
3 R 21t g‘;;l 1§)0 41(\)IG 4(;6 S 0 0 0
3 W 276 ggﬁla; 13C97 41(\)I5 424 S 0 0 0
3 b 276 ggﬁla; 1?3)7 41(\)15 4(3)4 S 0 0 0
¥ & 21 gg;asl 1:’?86 41(\)13 4(:30 S 0 0 0
3 : 273 gg tlilll 1 3C7 ) 41(\)11 4(2)9 S 0 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 0 MET - initiating methionine | UNP P04439
H 0 MET - initiating methionine | UNP P04439
M 0 MET - initiating methionine | UNP P04439
R 0 MET - initiating methionine | UNP P04439
W 0 MET - initiating methionine | UNP P04439
b 0 MET - initiating methionine | UNP P04439
g 0 MET - initiating methionine | UNP P(04439
1 0 MET - initiating methionine | UNP P04439

e Molecule 4 is a protein called Beta-2-microglobulin.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 D %8 820 523 139 156 2 0 0 0

Continued on next page...
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Continued from previous page...
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
4 I o7 Té‘éolt;l 5(119 11;3]8 1(5)3 2 0 0 0
4 N 98 T802t(? l 523 11?\}9 1(5)6 2 0 0 0
4 S 98 T802t(§L l 523 11;3]9 1(5)6 2 0 0 0
4 X 98 T802t(;l l 523 115\’319 1(5)6 2 0 0 0
i ¢ i T802t8L 1 5(;3 11;]9 1(5)6 2 0 ¥ 0
1] b o7 S5 a0 18 15 2 0 0 0
d|om o7 5 a0 18 15 2 0 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
D 0 MET - initiating methionine | UNP P61769
I 0 MET - initiating methionine | UNP P61769
N 0 MET - initiating methionine | UNP P61769
S 0 MET - initiating methionine | UNP P61769
X 0 MET - initiating methionine | UNP P61769
¢ 0 MET - initiating methionine | UNP P61769
h 0 MET - initiating methionine | UNP P61769
m 0 MET - initiating methionine | UNP P61769

e Molecule 5 is a protein called GTPase KRas, N-terminally processed.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
5 E 10 Tg;al LE) E ?1 0 0 0
5 J 10 T‘égal ﬁ) E ?1 0 0 0
5 0 10 T‘ét;‘l LE) E 101 0 0 0
5 T 10 Tgt;‘l 400 E 101 0 0 0
5 Y 10 Tgt;‘“l 400 E ﬁ 0 0 0
5 d 10 Tgt;‘“l 400 i 101 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
5 ! 10 62 40 11 11 0 0 0

Total C N O
o n 10 62 40 11 11 0 0 0

There are 8 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual | Comment | Reference
E 6 VAL GLY variant UNP P01116
J 6 VAL GLY variant UNP P0O1116
O 6 VAL GLY variant UNP P01116
T 6 VAL GLY variant UNP PO1116
Y 6 VAL GLY variant UNP P01116
d 6 VAL GLY variant UNP P01116
i 6 VAL GLY variant UNP P01116
n 6 VAL GLY variant UNP P01116

e Molecule 6 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total O
6 C 1 1 1 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: G12V-TCR alpha chain
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e Molecule 1: G12V-TCR alpha chain

%
. |
Chain F: 67% 31% .

sa
| |
Q7
K8
E9
|
L14
[ |
G17
| |
V20
M21
SL22
N23
c24
[ T125
Y26
| |
F34
L35
F36
W37
Y38
|
RAT
L48
L49
LSO
K51
| |
R58
| |
H61
Q62
| 663
Fé64
| |
F75
H76
L77
o ars
K79
|80
s81
| |
D86
| |
Y91
€92
[ Ao3
L94
1895
E96
Leor
698
N99

Y100
|
V103
|
A106
G107
| Ti08
R109
|
1113
|
1116
|
Q125
L126
|
K134

e Molecule 1: G12V-TCR alpha chain

2%

. =
Chain K: 64% 33% -

e e
® oo™
a X m

vi2
L14
|
G17
L18
(PO
V20
|
N23
Cc24
T25
Y26
|
I29
|
F34
L35
F36
w37
Y38
SV
H40
|
P46
R47
L48
|
K51
o852
S63
|
F64
|
S73
B
F75
H76
L77
Q78
K79
S80
S81
|
L84
|
A88
L89
Y90
Yo1

[ ] [ ]
© o0 © 0 O N~ o © — o0 [} - N © © < W0 © N — o N ™M o
™ Cmim -3 R ™ ™ ™ =i ™
858 2 o O T E R eI oo g S . &) &) @) &
[2RCRY = 5 O SO Yan > oRAcn negn< 55 SAERa K o» 2= @A

e Molecule 1: G12V-TCR alpha chain

Chain P: 60% 37% =

WO RLDWIDE

er

PROTEIN DATA BANK


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

S8RRO

wwPDB X-ray Structure Validation Summary Report

Page 10

09"

8EA
LEM

SET
ved

Scl

121d

9171

€171

60TH

111

G12V-TCR alpha chai

e Molecule 1

O/O
B

30%

67%

Chain U

v01d
€0TA
COTA

007X
66N
86D

964

8.b
LL7
9.H

T2
0ZA

811

V11

(47

—
—
=l

Le1d
STT
STTH
€171

L0TD
90TV

11

G12V-TCR alpha chai

e Molecule 1

32%

65%

Chain Z

COTA

00TA

794

z9b
T9H

TS

0 o
<
= A

9vd

EVN
{4741

G12V-TCR alpha cha

OVH

8EA
LEM
9€4d

{4
T2
0ZA

811

974

V11

11T

Tozd

9611
S6TI

C6TN

781d

28T

TL14
0L1a
69TH
8918

¥o1T
8STI

[4:15')
TGTS

SYTh
vvis
€v1a

8ETT
9ETA
SETS
ve™

TETS
0ETH

LeTd
9211
SZTh

€CTA
(494

9111

€TTI
CITA

LOTD
90TV

111

e Molecule 1

34%

63%

Chain e

€Ls

794

894

TS

8¥%1

iy © I~ oo
o m oM n
[ D

0€X
621

i
N
IH

9CA

i)

® €N

TZn
0ZA

811

STL
Y11

CTIA

—
—
=

64
8%

1024
0021

8674

S6TI

€6TN
TBIN
T614

9814
781

28T

08TS

TL14

69T
8918
1974
7911
8STI

(4198
1818

vvis
€¥1a
cvid
6ET
TETS
621S
821a
4274
{448 4
9TTI
€111

60TY
80TL

COTA

00TA

e Molecule 1

n

G12V-TCR alpha cha

30%

66%

in j

Cha

188

8Y

671
8%1

9vd

OVH

8€X
LEM

9CA

%20

{44
T2
0ZA
61d
8T1

974

P11

11T

96TI

T6T4d

6LTM

PLIN

0L1d

8918

99TH
S91d

RLDWIDE

€9TA

6GTL

vvis

9ETA

T€T8

821a
L2748

SzTh

€TTI

TITY
0TTT

80TL

7014

COTA

00TA

S6S

1

681

0O
PROTEIN DATA BANK

erpBe

W



S8RRO

wwPDB X-ray Structure Validation Summary Report

Page 11

111

G12V-TCR beta cha

e Molecule 2

30%

68%

wn ©o o]
o 0 )
IBEI3

Chain B

T6L
064
68D

188
98I

181
084
6.1
8.4
LLL

€L
TLL
TLY

L9V
99D

TOA
094
694
850
€91
67M

Ly1
97

6EX

€ER

62
821

21

(44

A%

T1d

il =
2= ]

8ETY
TETA
Teed
0€T
(44
8121
L0ZN

§02d
0N

v61d
€618

1818
981Q

7811

1810

9.0

CTLID

9974

T9TM

8YIV

(4244

SETT

€ETT
CETS

(43

4744
€¥2d

111

G12V-TCR beta cha

e Molecule 2

28%

70%

Chain G

S6L

084
8.4
LLL
€4
694
850
€91

TSd
081

LY
9¥h

6EX
8EM
LeS

SEM

€EA

62i

< w0 N~
[N [
- H oA

[4a\

ST1
AL

T1d

8ETY

Teed
0€TH

8¢cH
Lgz2a

44
6024
[4u4
S6T1
v61d
€618
0873

LL1d

0L1D

S9TX

ST

0S1D

8YIV

SYTA

€VIL

157458

1n

G12V-TCR beta cha

e Molecule 2

63%

Chain L

98I

LLL
694
094
89d

EEN)
it
€91
[4<AA
T84
081

Ly
i)
1728

137]
[9)74)]

©
0
ISI

9EW

€EA
zeh

624
821
L21
j£4)

(44
ey

STT

11d

60

LT

0LTD
69718

S9TX
Z9TA
09TM
9STA
GSTH

vS1a

SPTA

EVIL

14745

9€TI
SETT

CETS
TETd

8CTA

TCTA

9111

[
TTTL

664

064
68D

aved
8ETY
SE€CI
TETA
Teed
0€TA
veen
9TCA

ST24d
%]

[424)]
60Td

S0zd
702N

11

G12V-TCR beta cha

e Molecule 2

27%

70%

Chain Q

81171

907X

T01S

N M
0 0
IH.-I

081

D
<+
I3

LyT

SecI
7eTh

TETA
Teed

9zzh

j444)

8121

9TCA

ja%4s]

[424)]
60Cd

cozh
T0C4

9674

RLDWIDE

v61d
€6TS

0873

LL1d

89TH
29TA
LS73
vS1a
6711
8Y1V
PAAN!

(4434
15458

zeTs
1€Td

6214
8CTA

@ Sc1d

€CTd

TCIA

0O
PROTEIN DATA BANK

erpBe

W



S8RRO

wwPDB X-ray Structure Validation Summary Report

8ETY

Page 12

11

G12V-TCR beta cha

e Molecule 2

26%

71%

Chain V

261

€491

(444

8ETY

Teed
0E€TH

8¢cyd

9zTh

1444

8121

ST12d

(%4

6024
80CH

902H

11

G12V-TCR beta cha

e Molecule 2

30%

67%

Chain a

Teed
0ETA

8¢Ty

1444

0ced

8121

91CA
S0ed
66TY
Y614
€61S
261S

88TH
L81S

cL1D
SSTH

8vIV
LYTT

EVTL

13458
[oi41s]

SETd

6214
8CTA

Ssc¢rd
T2TA
8TT1

€TT1
(4354

L0Td
90TA
SO0T1

€073

1018
00TH
664

(444

8ETY

eTh

CTETA

11

G12V-TCR beta cha

e Molecule 2

27%

70%

Chain f

081

8EM
LES

SEM
ved

zed

pXas
92D

T
€N

ey
0zd

L1d

ST1

T1d

(44
8¢y

j444.
€ced

6024

£0zh

T0C4

S6TT

e Molecule 2

68D 4741

78V 9€TA

6.1 Teed

11

G12V-TCR beta cha

30%

67%

Chain k

LLL

S¥i

ovd

6€Td
8ETY

9€TA

Teed
0€TH

44

8121

orey
6024

S0¢d
S6T1
7614
€61S
(4

1818
981Q

1870

LL1d

v.1Q

CTLID

0L1D
29T
vS1a
8vIV
CETS
9CTA
erqic

ve1d
€21d

TCIA

8TT1

907X

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



S8RRO

wwPDB X-ray Structure Validation Summary Report

Page 13

(444

111

, A alpha cha

igen

HLA class I histocompatibility anti

e Molecule 3

33%

65%

Chain C

784

v.La

[}

893

99N

7oL

L7149

©
—
(&

HLA class I histocompatibility antigen, A alpha cha

el
e
(%

64

LA

S

~
)
=1

€H

8614

7611
€6Td

T6TH
981X
S81d
¥81d
B6LTT
8911

0911
6STA

SSTO
¥S1a

0STV

VTN
SYTH

EVIL
(4459
70
07TV

8ETH

€78

621a

€TTA

911a

455"

(435}
TTTd

90Ta

01D
€0TA
cota

664

S61

j2X4
€L2d

0.2T

9921
S92H

09CH
LSTK
992d
14l
iz

EVTH

Tvcd
S€Td
€ETL
0€TT
Lgea
$zeh
ceed

672y
812l

e Molecule 3

9121

T2V

[4v4:s

111

23%

76%

Chain H

S0TS

cota

664

161

S61

€6H

Sed
veEA
€€d

€21

14

114
91D

€18

118

L. .
o = o

i 2X4
04271
9921
09CH
8GalL
astece
€VTAh
Tvcd

S€Td
vecy

TETA
0€TT

9121
112V
60CA

0810
6LTT

9LTX
0L74
8911
0971
LSTd
€8TV
67TV
TETH
911a

1114
0TTT

80TY

111

HLA class I histocompatibility antigen, A alpha chai

e Molecule 3

25%

73%

Chain M

8ETW
€ETM
9211
STV
vCrI

iaaxs

594

Ll
€.L24
TLT]

0.L271

9921
S92D

09CH
eveN
[444)]
wed
o¥eL
6€ETH
S€Td
vecy
€E€TL
1gc2a
444l

L12M
91CL

60CA
8024
02D
9021
€020
68TH
981X
S$81d
781d

TLIA
0LTd

8911
L9TM

0911
9811

0STV
67TV

(47458

1n

, A alpha cha

igen

HLA class I histocompatibility anti

e Molecule 3

25%

73%

Chain R

6ETV
8ETH
EETM
T€TH
[43%]
TT1d
0TT1
€0TA

664

€6H
268

S84
784
€80
9LA
€LL
69V
S94

€93

634
894

2SI

8vd

~
<
A

ST

62d

LTR
92H

L7¥

vy
€18

S

€H

9921
€9CH
z9zh
T92A
09CH
9G24
foistacs
PAZAN

i474.
£vCH

Tved

8€Ta

9ETY

T€TA
0€T1

L12M
9121

19244

8024

9021
S0cy

S81d

LL13

6974
8971

9974

0971
6GTA

STV
671V
8¥13
LYTM

YvIa

{4458
710

04271
69¢d

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



S8RRO

wwPDB X-ray Structure Validation Summary Report

Page 14

n

HLA class I histocompatibility antigen, A alpha cha

e Molecule 3

34%

65%

Chain W

L0TD
€0TA
664
86K
L61
960
26S
784

181
08L

9LA
sS4
v.d

L1TM
9121l

90271

€020

1021

86Td

€6Td

T6TH

68T

S81d
781d

1814

TLIA

o O < W0 O N~ (o]
mEomEE S s s
> O>EME=E ~

asixcs

67TV

VTN

EVIL

CETS
TETYH

621Q

LTIN

€CTA

T2TH
811X
L1TV
911a

[43%]

VLM

TLTT

HLA class I histocompatibility ant

0421

9921
992D

09CH
952y
€523
6¥CA
474
7o
[474i]
Tved
8€2a
ogey
geed
veey

Te€TA
0€TT

4g2a

444l

612Y

1n

, A alpha cha

igen

e Molecule 3

8ETH
9zT1
R €CTTA
8TTA

TT1d
0TT1

26%

80Ty
€0TA

001D
664

S61
26S
684
784
€80
284
181
S.4
TLD

69V
894

73%

S94
7oL

isicy
S0

TSM

€ed

8CA

€21

144

€18

9y
S

Chain b

8GCL

952y

€523

eV

Tvecd

9€TY
S€ed

0€T1
Lgea
jz44)]

812h

9121l

132414

60Tk
8024

9021
soey

cocy
1021

L6TH
961Q

0671

S81d

6L11

LT

89711

S9TA
91D

6STA
9GT1
(57444
€VIL

{4498
j3an)

9921

€9CH
z9zh
T9CA
09CH

1n

, A alpha cha

igen

HLA class I histocompatibility anti

e Molecule 3

32%

66%

Chain g

€0TA
cota

(47

0 Q © o -
= m [T

L12h
9121
ST21
4548
T2V
02D
T02T
86TH

7611
€61d

T6TH

98T

¥81d

081D
6L11

9LTH

89TT

09TT
6GTA

9GT1

0STY
671V

LYTM

SvTH

(4258
1524

8ETN

EETM

TETH

9CTT

8TTA
L1TY

[49%]
T17d
0TTT

80TY

§2x4}
TL2L
S92
z9Th
T92A
09CH
652D
¥5ca
6%CA

£vTH

HLA class I histocompatibility ant

Tved
(OZAN

9gey
Seed

€ETL

e Molecule 3

T€CA

82Tl
Leea

TeTh

n

, A alpha cha

igen

29%

69%

Chain 1

cTId
T11d
0TTT

8074

901a

€0TA

664

784

08L

ocd
614
81D
L14

71y
€18

64

8€Ta

9€TY
S€Td

0€TT

82Tl
122a

f44di]
6124
4

80T4

9021

7021

RLDWIDE

66TV
86Td

S6TS
T6TH
98TH
S981d
¥81d

0810
6LTT

9LTN
cLTT
8911

7910
€971

0971
6STA

L8714
9811

(4459

0€TT
621a

9211

231t

0O
PROTEIN DATA BANK

W

erpBe



S8RRO

wwPDB X-ray Structure Validation Summary Report

Page 15

€L24

T.21
0.L21

9921
S92D

€9CH

692D

LSTA

e Molecule 4: Beta-2-microglobulin

s5zh
6%CA
Lo

(474}
Tvcd

24%

73%

Chain D:

261

e Molecule 4: Beta-2-microglobulin

24%

73%

Chain I:

87

9¥vI

6€T

LEA

ced
TE€EH

LTA

o
N
O

(4

Tis
OTA

8b

e Molecule 4: Beta-2-microglobulin

9

IF'N-
H o

37%

61%

Chain N:

e Molecule 4: Beta-2-microglobulin

L6d
96d

19%

79%

Chain S:

4500

6LV

694

791

294
198

9T

vva

0¥1

€ES

0oed
62D

LTA

VZN

zccd

e Molecule 4: Beta-2-microglobulin

0zs

26%

72%

Chain X:

763

T61

082
6LV

LL3
cLd
L9K
994
S91
%91
€94
294

65d

S6S

(45

OTA

e Molecule 4: Beta-2-microglobulin

26%

72%

Chain c:

L64

261

181

Y8H

Z8A
784

8LA

SN

2cLd

0.4

991
791

650

LSS

971

¥va

6€T

e Molecule 4: Beta-2-microglobulin

LEA

zed
TEH

ccd
TN

€TH
T

|
S ©
IIII..Ed II=‘

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report

S8RRO

Chain h: 53% 44% =

[}
-
le I

N21
F22
N24
C25

MET
I1
Q2
R3
F
R CI
I7
Q8
R
Y10
|
N17

N NOmmn ) < < [T 7] LW O OO0 00O ~ ~ ~ Q © 0
- O nm A n - = m - w0 X AZE 0> P [} m ~ > 12

— N mENoO N~
Q0 0 D 9
XoH > A e

e Molecule 4: Beta-2-microglobulin

Chain m: 69% 28% .

N~ o N o N [} 0 ©0 © © © ©O N~ ~ 0 1] oD q
H = O = o 2] a 0 o> (=] > — B = A m

e Molecule 5: GTPase KRas, N-terminally processed

V37
L39
L40
K41
S57

. ——
Chain E: 20% 80%

o
— MW o N0 =
= O < >0 > B

e Molecule 5: GTPase KRas, N-terminally processed

Chain J: 40% 60%

— N m w0 © N
== > < >0

e Molecule 5: GTPase KRas, N-terminally processed

Chain O: 60% 40%

M v o
U <>

e Molecule 5: GTPase KRas, N-terminally processed

Chain T: 50% 50%

e Molecule 5: GTPase KRas, N-terminally processed

Chain Y: 50% 50%

WO RLDWIDE

er

PROTEIN DATA BANK



Page 17 wwPDB X-ray Structure Validation Summary Report

S8RRO

e Molecule 5: GTPase KRas, N-terminally processed
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4 Data and refinement statistics (i)

Property Value Source
Space group P 212121 Depositor
Cell constants 131.48A 195.79A 442.86A .
Depositor
a, b, c, a, B, 90.00° 90.00° 90.00°
. 46.46 — 3.50 Depositor
Resolution (4) 4646 — 3.50 EDS
% Data completeness 84.4 (46.46-3.50) Depositor
(in resolution range) 95.4 (46.46-3.50) EDS
Rinerge (Not available) Depositor
Reym (Not available) Depositor
<IJ)o(l) >"* 1.12 (at 3.48A) Xtriage
Refinement program PHENIX (1.20.1 4487: 777) Depositor
R R 0.238 , 0.286 Depositor
7 Phfree 0.268 , 0.265 DCC
Rree test set 6903 reflections (4.75%) wwPDB-VP
Wilson B-factor (A?) 80.5 Xtriage
Anisotropy 0.419 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.33, 97.9 EDS
L-test for twinning? <I|L|>=032, <L?*>=0.16| Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.86 EDS
Total number of atoms 53193 wwPDB-VP
Average B, all atoms (A?) 123.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 3.54% 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)

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 0.64 0/1630 0.94 1/2209 (0.0%)

1 F 0.66 0/1628 0.95 1/2206 (0.0%)

1 K 0.70 | 1/1634 (0.1%) | 1.01 | 2/2214 (0.1%)

1 P 0.63 | 1/1624 (0.1%) | 0.96 0/2201

1 U 0.61 0/1624 0.93 2/2201 (0.1%)

1 Z 0.66 1/1624 (0.1%) 1.11 7/2201 (0.3%)

1 e 0.62 0/1630 0.98 2/2209 (0.1%)

1 j 0.70 | 1/1616 (0.1%) | 0.96 | 1/2189 (0.0%)

2 B 0.56 2/2010 (0.1%) 0.81 0/2739

2 G 0.54 0/1994 0.80 0/2718

2 L 0.54 0/1994 0.84 0/2718

2 Q 0.52 0/1994 0.80 0/2718

2 \Y 0.52 0/1994 0.80 0/2718

2 a 0.50 0/1994 0.78 0/2718

2 f 0.51 0/1994 0.82 2/2718 (0.1%)

2 k 0.47 0/1994 0.77 1/2718 (0.0%)

3 C 0.63 2/2288 (0.1%) 0.91 3/3106 (0.1%)

3 H 0.58 0/2297 0.86 0/3118

3 M 0.68 6/2305 (0.3%) 0.90 2/3129 (0.1%)

3 R 0.62 0/2311 0.93 3/3137 (0.1%)

3 W 0.55 0/2305 0.85 0/3129

3 b 0.60 0/2305 0.84 0/3129

3 g 0.53 0/2288 0.81 0/3106

3 1 0.52 0/2272 0.81 0/3083

4 D 0.65 2/843 (0.2%) 0.77 0/1142

4 I 0.50 0/835 0.75 0/1131

4 N 0.50 0/843 0.81 0/1142

4 S 0.49 0/843 0.80 0/1142

4 X 0.44 0/843 0.74 0/1142

4 c 0.50 0/843 0.76 0/1142

4 h 0.43 0/835 0.77 0/1131

4 m 0.41 0/835 0.67 0/1131

5 E 0.70 0/61 1.18 0/80

5 J 0.70 0/61 1.10 0/80
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. Bond lengths Bond angles
Mol | Chain | ¢\ o7 #|Z| >5 RMSZ 4| Z| >5
5 O 0.68 0/61 0.87 0/80
5 T 0.84 0/61 0.98 0/80
5 Y 0.64 0/61 1.17 0/80
5 d 0.57 0/61 0.91 0/80
bt i 0.65 0/61 0.91 0/80
5 n 0.65 0/61 0.80 0/80
All All 0.58 | 16/54557 (0.0%) | 0.87 | 27/74075 (0.0%)

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 A 0 1
1 F 0 1
1 K 0 2
1 e 0 2
2 \Y 0 1
3 C 0 2
3 H 0 2
3 M 0 2
All All 0 13

The worst 5 of 16 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 M 275 | GLU | CG-CD | 10.09 1.77 1.52
3 M 275 | GLU | CD-OE1 | 8.22 1.41 1.25
4 D 98 | ASP | CB-CG | 7.53 1.70 1.52
3 M 276 | LEU C-0O 6.93 1.37 1.23
1 Z 99 | ASN | CB-CG | 6.59 1.68 1.52

The worst 5 of 27 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 Z 99 ASN | N-CA-CB | -13.39 91.51 111.19
3 C 108 | ARG | CG-CD-NE | -11.50 86.70 112.00
1 Z 99 ASN CA-C-N -10.49 105.86 122.65
1 Z 99 ASN C-N-CA -10.49 105.86 122.65
1 Z 98 | GLY CA-C-N -9.83 107.29 121.83
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There are no chirality outliers.

5 of 13 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
109 | ARG | Sidechain
108 | ARG | Sidechain
21 | ARG | Sidechain
109 | ARG | Sidechain
14 | ARG | Sidechain

w|—| ol w|—
=ni eS| N@I K@=

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 1593 0 1516 74 0
1 F 1591 0 1514 26 0
1 K 1597 0 1519 75 0
1 P 1587 0 1511 81 0
1 U 1587 0 1511 64 0
1 Z 1587 0 1511 75 1
1 e 1593 0 1516 60 0
1 ] 1580 0 1503 62 1
2 B 1958 0 1896 95 0
2 G 1942 0 1883 62 0
2 L 1942 0 1883 75 0
2 Q 1942 0 1883 o1 0
2 \Y 1942 0 1883 62 0
2 a 1942 0 1883 75 0
2 f 1942 0 1883 o7 0
2 k 1942 0 1883 92 0
3 C 2228 0 2080 81 0
3 H 2237 0 2086 64 0
3 M 2245 0 2097 65 1
3 R 2251 0 2102 o7 0
3 W 2245 0 2097 78 0
3 b 2245 0 2097 60 1
3 g 2228 0 2080 72 0
3 1 2214 0 2070 65 0
4 D 820 0 785 18 0
4 I 812 0 781 18 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 N 820 0 785 27 0
4 S 820 0 785 12 0
4 X 820 0 785 19 0
4 ¢ 820 0 785 21 0
4 h 812 0 781 33 0
4 m 812 0 781 19 0
5 E 62 0 74 15 0
5 J 62 0 74 12 0
5 O 62 0 74 4 0
) T 62 0 74 9 0
) Y 62 0 74 10 0
) d 62 0 74 13 0
5 i 62 0 74 7 0
5 n 62 0 74 4 0
6 C 1 0 0 0 0

All All 53193 0 00747 1557 2

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 15.

The worst 5 of 1557 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)
3:M:275:GLU:CD | 3:M:275:GLU:CG 1.77 1.53
1:7:99:ASN:ND2 | 2:a:100:HIS:CE1 1.92 1.35
1:P:34:PHE:O 1:P:94:LEU:HD12 1.37 1.25
1:7:99:ASN:HD21 | 2:a:100:HIS:CE1 1.55 1.20
1:K:5:VAL:CG2 1:K:26:TYR:CB 2.33 1.06

All (2) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
3:b:108:ARG:NH2 | 1:j:170:ASP:OD1[4 545] 1.40 0.80
3:M:108:ARG:NH2 | 1:Z:170:ASP:OD1[3_555] 2.18 0.02
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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.

Percentiles

oo] [100]

o] [100]

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

o] [100]

o] [100]

o] [100]

o] [100]

I |

o] [100]

o] [100]

o] [100]

o] [100]

o] [T

Mol | Chain Analysed Favoured | Allowed | Outliers
1 A 200/206 (97%) 186 (93%) | 14 (7%) 0
1 F 200/206 (97%) 195 (98%) 5 (2%) 0
1 K 201/206 (98%) 185 (92%) | 16 (8%) 0
1 P 199/206 (97%) 187 (94%) | 12 (6%) 0
1 U 199/206 (97%) 192 (96%) 7 (4%) 0
1 Z 199/206 (97%) 192 (96%) 7 (4%) 0
1 e 200/206 (97%) 192 (96%) 8 (4%) 0
1 j 198/206 (96%) 187 (94%) | 11 (6%) 0
2 B 240/246 (98%) 230 (96%) | 10 (4%) 0
2 G 238/246 (97%) 232 (98%) 6 (2%) 0
2 L 238/246 (97%) 233 (98%) 5 (2%) 0
2 Q 238/246 (97%) 230 (97%) 8 (3%) 0
2 \Y 238/246 (97%) 228 (96%) | 10 (4%) 0
2 a 238/246 (97%) 232 (98%) 6 (2%) 0
2 f 238/246 (97%) 229 (96%) 9 (4%) 0
2 k 238/246 (97%) 227 (95%) | 11 (5%) 0
3 C 272/279 (98%) 258 (95%) | 14 (5%) 0
3 H 273/279 (98%) 262 (96%) | 11 (4%) 0
3 M 274/279 (98%) 264 (96%) | 10 (4%) 0
3 R 275/279 (99%) 262 (95%) | 13 (5%) 0
3 W 274/279 (98%) 263 (96%) | 11 (4%) 0
3 b 274/279 (98%) 262 (96%) | 12 (4%) 0
3 g 272/279 (98%) 262 (96%) | 10 (4%) 0
3 1 271/279 (97%) 259 (96%) | 12 (4%) 0
4 D 96,/100 (96%) 95 (99%) 1 (1%) 0

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 I 95,/100 (95%) 94 (99%) | 1(1%) 0 |
4 N 96,/100 (96%) 95 (99%) | 1 (1%) 0 |
4 S 96/100 (96%) | 95 (99%) | 1 (1%) 0 100 ] [ 100]
4 X 96/100 (96%) | 96 (100%) 0 0 100 | 100]
4 c 96/100 (96%) | 96 (100%) 0 0 (100 [ 100]
4 h 95/100 (95%) | 94 (99%) | 1 (1%) 0 100 ] [100]
4 m 95/100 (95%) 93 (98%) | 2 (2%) 0 |
5 E 8/10 (80%) 8 (100%) 0 0 100 ] [ 100]
5 J 810 (80%) 7(88%) | 1(12%) 0 100 | 100]
5 0 8/10 (30%) 8 (100%) 0 0 [100] [ 100]
5 T 8/10 (80%) 8 (100%) 0 0 100 ] [100]
5 Y 8/10 (80%) 8 (100%) 0 0 100 | 100]
5 d 8/10 (80%) 8 (100%) 0 0 100 ] [ 100]
5 i 8/10 (80%) 7(88%) | 1(12%) 0 (100 | 100]
5 n 8/10 (80%) 8 (100%) 0 0 100 ] [ 100]

All | All | 6516/6728 (97%) | 6269 (96%) | 247 (4%) 0 |

There are no Ramachandran outliers to report.

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 182/184 (99%) 181 (100%) 1 (0%) 81180
1 F 181/184 (98%) 180 (99%) 1 (1%) 78 179
1 K 182/184 (99%) 179 (98%) 3 (2%) 55 70
1 P 181/184 (98%) 181 (100%) 0 100 § § 100
1 U | 181/184 (98%) | 181 (100%) 0 (100 [ 100}
1 Z 181/184 (98%) 180 (99%) 1 (1%) 78 179

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 e 182/184 (99%) 179 (98%) 3 (2%) 25 70
1 j 180/184 (98%) 178 (99%) 2 (1%) 65 74
2 B 214/216 (99%) 214 (100%) 0 100 § § 100
2 G 212/216 (98%) 211 (100%) 1 (0%) 81180
2 L 212/216 (98%) 211 (100%) 1 (0%) 81180
2 Q 212/216 (98%) 211 (100%) 1 (0%)

2 \Y 212/216 (98%) 212 (100%) 0
2 a 212/216 (98%) 212 (100%) 0
2 f 212/216 (98%) 212 (100%) 0
2 k 212/216 (98%) 212 (100%) 0
3 C 231/236 (98%) 230 (100%) 1 (0%)
3 H 232/236 (98%) 232 (100%) 0
3 M 233/236 (99%) 233 (100%) 0
3 R 234/236 (99%) 232 (99%) 2 (1%)
3 W 233/236 (99%) 233 (100%) 0
3 b 233/236 (99%) 233 (100%) 0
3 g 231/236 (98%) 231 (100%) 0
3 1 230/236 (98%) 230 (100%) 0
4 D 93/95 (98%) 93 (100%) 0
4 I 92/95 (97%) 92 (100%) 0
4 N 93/95 (98%) 93 (100%) 0
4 S 93/95 (98%) 93 (100%) 0
4 X 93/95 (98%) 93 (100%) 0
4 c 93/95 (98%) 93 (100%) 0
4 h 92/95 (97%) 92 (100%) 0
4 m 92/95 (97%) 92 (100%) 0
5 E 6/6 (100%) 6 (100%) 0
) J 6/6 (100%) 6 (100%) 0
5 O 6/6 (100%) 6 (100%) 0
5 T 6/6 (100%) 6 (100%) 0
5 Y 6/6 (100%) 5 (83%) 1 (17%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
5 d 6/6 (100%) 6 (100%) 0
D i 6/6 (100%) 6 (100%) 0
5 n 6/6 (100%) 6 (100%) 0

All | ALl | 5794/5896 (98%) | 5776 (100%) | 18 (0%)

5 of 18 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type

1 e 198 | GLU
1 i 169 | MET
1 j 94 | LEU
2 Q | 172 | CYS
1 e 169 | MET

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 68
such sidechains are listed below:

Mol | Chain | Res | Type

3 o 188 | HIS
1 h 13 IS
2 k 41 | GLN
3 M 87 | GLN
3 M 66 | 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.
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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)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 U 1
1 j 1

All chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 U 17:GLY C 18:LEU N 1.19
1 ] 17:GLY C 18:LEU N 1.14
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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 202,206 (98%) -0.34 o [ 100 [100 75, 107, 163, 181 0
1 F 202,206 (93%) -0.26 2 (0%) |79 56 | 81,106, 169, 182 0
1 K 203,206 (98%) 017 | 4(1%) 65 39 | 30,107, 157, 194 0
1 P 201,206 (97%) -0.27 0 79, 108, 183, 228 0
1 U 201,206 (97%) -0.32 ( 74, 109, 197, 223 0
1 Z 201,206 (97%) -0.23 ( 86, 114, 182, 213 0
1 e 202,206 (98%) -0.24 ( 84, 114, 178, 208 0
1 j 200,206 (97%) -0.28 0 68, 112, 198, 238 0
2 B 242 /246 (98%) -0.38 ( 61, 116, 164, 184 0
2 G 240,246 (97%) -0.38 ( 81, 120, 163, 185 0
2 L 240,246 (97%) -0.42 0 79, 115, 151, 174 0
2 Q 240,246 (97%) -0.32 ( 82, 129, 164, 184 0
2 \% 240,246 (97%) -0.31 84, 138, 166, 174 0
2 a 240/246 (97%) -0.33 85, 136, 177, 211 0
2 f 240,246 (97%) -0.32 83, 128, 171, 193 0
2 k 240,246 (97%) -0.35 87, 135, 176, 198 0
3 C 274/279 (98%) -0.35 30, 113, 189, 205 0
3 H 275,279 (98%) -0.51 74, 104, 174, 206 0
3 M 276,279 (98%) -0.44 55, 113, 155, 180 0
3 R 277/279 (99%) -0.40 77, 105, 148, 179 0
3 W | 276/279 (98%) -0.46 78, 108, 160, 176 0
3 b 276,279 (98%) -0.45 80, 104, 142, 183 0
3 g 274,/279 (98%) -0.42 85, 118, 209, 227 0
3 1 273,279 (97%) -0.32 92, 128, 230, 253 0

Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains

Page 29 wwPDB X-ray Structure Validation Summary Report S8RRO

Continued from previous page...

Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
4 D 98/100 (98%) -0.51 0 76, 140, 165, 170 0
4 I 97/100 (97%) -0.49 0 91, 115, 138, 179 0
4 N 98,/100 (98%) -0.41 0 | 95, 131, 161, 169 0
4 S 98,/100 (98%) -0.43 0 92, 125, 158, 166 0
4 X 98/100 (98%) -0.52 0 | 99, 129, 152, 157 0
4 c 98/100 (98%) -0.60 0 86, 112, 143, 157 0
4 h 97/100 (97%) -0.44 0 104, 148, 170, 183 0
4 m 97/100 (97%) -0.44 0 117, 159, 184, 193 0
5 E 10/10 (100%) -0.28 0 95, 98, 109, 113 0
5 J 10/10 (100%) -0.27 0 | 85, 92, 98, 103 0
5 o) 10/10 (100%) -0.08 0 96, 100, 104, 114 0
5 T 10/10 (100%) -0.34 0 88, 90, 96, 103 0
5 Y 10/10 (100%) -0.14 0 84, 96, 105, 108 0
5 d 10/10 (100%) -0.22 0 89, 96, 102, 103 0
5 i 10/10 (100%) 0.00 0 | 97, 101, 109, 113 0
5 n 10/10 (100%) 0.01 0 102, 109, 117, 119 0
All | ALl | 6596/6728 (98%) -0.37 15 (0%) 821 | 30,118, 177, 253 0

The worst 5 of 15 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 K 193 | ASN 4.2
1 K 3 ASP 4.1
2 B 76 ASP 3.4
2 G 76 | ASP 3.0
1 F 23 ASN 2.9

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 oligosaccharides in this entry.
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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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