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

MolProbity : 4.02b-467
Xtriage (Phenix) : NOT EXECUTED
EDS : NOT EXECUTED

Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.11
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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 2.80 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 I 36
Ramachandran outliers I N 2.5%
Sidechain outliers I I I 4 .4%
Worse Better

0 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 141614 3569 (2.80-2.80)
Ramachandran outliers 138981 3498 (2.80-2.80)
Sidechain outliers 138945 3500 (2.80-2.80)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria 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%

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 336 47% 44% 5% . -
1 C 336 50% 41% R
1 E 336 46% 46% 5% -
1 G 336 51% 41% R
1 I 336 49% 43% R
1 K 336 49% 4% R
1 M 336 49% 43%

1 O 336 48% 43% 5% - -

Continued on next page...

WORLDWIDE

sie

PROTEIN DATA BANK


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

Page 3

wwPDB X-ray Structure Validation Summary Report

1FQV

Continued from previous page...

Mol | Chain | Length Quality of chain
2 B 149 33% 569% T
2 D 149 2% 46% %
2 F 149 36% 51% 5% 8%
2 H 149 39% 49% T
2 J 149 38% 50% BT
2 L 149 42% 46% BT
2 N 149 38% 50% BT
2 P 149 38% 50% %
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2  Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 29256 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 SKP2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace

Total C N O S
1 A 325 2563 1630 441 476 16 1 0 0

Total C N O S
1 C 325 2563 1630 441 476 16 1 0 0

Total C N O S
1 b 325 2563 1630 441 476 16 1 0 0

Total C N 0O S
1 G 325 2563 1630 441 476 16 1 0 0

Total C N O S
1 I 325 2563 1630 441 476 16 4 0 0

Total C N O S
1 K 325 2563 1630 441 476 16 4 0 0

Total C N @) S
1 M 325 2563 1630 441 476 16 4 0 0

Total C N O S
1 0 325 2563 1630 441 476 16 4 0 0

e Molecule 2 is a protein called SKP1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
2 B 137 ?85?41 637 11;18 2C1)3 g 0 0 0
2 b 137 ?8521 637 11;18 2(1)3 g 0 0 0
2 d 137 ?8341 637 11;18 2(1)3 g 0 0 0
2 H 137 ?8521 637 11;18 2(1)3 g 0 0 0
2 J 137 ?8521 637 11;18 2(1)3 g 0 0 0
2 L 137 ?8341 637 11;18 2(1)3 2 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 N 137 1094 697 178 213 6 0 0
Total C N O S
2 P 137 1094 697 178 213 6 0 0

There are 192 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
B ? - ASP DELETION UNP P63208
B ? - ASP DELETION UNP P63208
B ? - GLU DELETION UNP P63208
B ? - GLY DELETION UNP P63208
B ? - ASP DELETION UNP P63208
B ? - ASP DELETION UNP P63208
B ? - PRO DELETION UNP P63208
B ? - PRO DELETION UNP P63208
B ? - PRO DELETION UNP P63208
B ? - GLU DELETION UNP P63208
B ? - ASP DELETION UNP P63208
B ? - ASP DELETION UNP P63208
B ? - GLU DELETION UNP P63208
B ? - ASN DELETION UNP P63208
B ? - LYS DELETION UNP P63208
B ? - GLU DELETION UNP P63208
B ? - LYS DELETION UNP P63208
B ? - ARG DELETION UNP P63208
B ? - THR DELETION UNP P63208
B 78 GLY - SEE REMARK 999 | UNP P63208
B 79 GLY - SEE REMARK 999 | UNP P63208
B 80 SER - SEE REMARK 999 | UNP P63208
B 81 GLY - SEE REMARK 999 | UNP P63208
B 82 THR - SEE REMARK 999 | UNP P63208
D ? - ASP DELETION UNP P63208
D ? - ASP DELETION UNP P63208
D ? - GLU DELETION UNP P63208
D ? - GLY DELETION UNP P63208
D ? - ASP DELETION UNP P63208
D ? - ASP DELETION UNP P63208
D ? - PRO DELETION UNP P63208
D ? - PRO DELETION UNP P63208
D ? - PRO DELETION UNP P63208
D ? - GLU DELETION UNP P63208

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

Chain | Residue | Modelled | Actual Comment Reference
D ? - ASP DELETION UNP P63208
D ? - ASP DELETION UNP P63208
D ? - GLU DELETION UNP P63208
D ? - ASN DELETION UNP P63208
D ? - LYS DELETION UNP P63208
D ? - GLU DELETION UNP P63208
D ? - LYS DELETION UNP P63208
D ? - ARG DELETION UNP P63208
D ? - THR DELETION UNP P63208
D 78 GLY - SEE REMARK 999 | UNP P63208
D 79 GLY - SEE REMARK 999 | UNP P63208
D 80 SER - SEE REMARK 999 | UNP P63208
D 81 GLY - SEE REMARK 999 | UNP P63208
D 82 THR - SEE REMARK 999 | UNP P63208
F ? - ASP DELETION UNP P63208
F ? - ASP DELETION UNP P63208
F ? - GLU DELETION UNP P63208
F ? - GLY DELETION UNP P63208
F ? - ASP DELETION UNP P63208
F ? - ASP DELETION UNP P63208
F ? - PRO DELETION UNP P63208
F ? - PRO DELETION UNP P63208
F ? - PRO DELETION UNP P63208
F ? - GLU DELETION UNP P63208
F ? - ASP DELETION UNP P63208
F ? - ASP DELETION UNP P63208
F ? - GLU DELETION UNP P63208
F ? - ASN DELETION UNP P63208
F ? - LYS DELETION UNP P63208
F ? - GLU DELETION UNP P63208
F ? - LYS DELETION UNP P63208
F ? - ARG DELETION UNP P63208
F ? - THR DELETION UNP P63208
F 78 GLY - SEE REMARK 999 | UNP P63208
F 79 GLY - SEE REMARK 999 | UNP P63208
F 80 SER - SEE REMARK 999 | UNP P63208
F 81 GLY - SEE REMARK 999 | UNP P63208
F 82 THR - SEE REMARK 999 | UNP P63208
H ? - ASP DELETION UNP P63208
H ? - ASP DELETION UNP P63208
H ? - GLU DELETION UNP P63208
H ? - GLY DELETION UNP P63208

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
H ? - ASP DELETION UNP P63208
H ? - ASP DELETION UNP P63208
H ? - PRO DELETION UNP P63208
H ? - PRO DELETION UNP P63208
H ? - PRO DELETION UNP P63208
H ? - GLU DELETION UNP P63208
H ? - ASP DELETION UNP P63208
H ? - ASP DELETION UNP P63208
H ? - GLU DELETION UNP P63208
H ? - ASN DELETION UNP P63208
H ? - LYS DELETION UNP P63208
H ? - GLU DELETION UNP P63208
H ? - LYS DELETION UNP P63208
H ? - ARG DELETION UNP P63208
H ? - THR DELETION UNP P63208
H 78 GLY - SEE REMARK 999 | UNP P63208
H 79 GLY - SEE REMARK 999 | UNP P63208
H 80 SER - SEE REMARK 999 | UNP P63208
H 81 GLY - SEE REMARK 999 | UNP P63208
H 82 THR - SEE REMARK 999 | UNP P63208
J ? - ASP DELETION UNP P63208
J ? - ASP DELETION UNP P63208
J ? - GLU DELETION UNP P63208
J ? - GLY DELETION UNP P63208
J ? - ASP DELETION UNP P63208
J ? - ASP DELETION UNP P63208
J ? - PRO DELETION UNP P63208
J ? - PRO DELETION UNP P63208
J ? - PRO DELETION UNP P63208
J ? - GLU DELETION UNP P63208
J ? - ASP DELETION UNP P63208
J ? - ASP DELETION UNP P63208
J ? - GLU DELETION UNP P63208
J ? - ASN DELETION UNP P63208
J ? - LYS DELETION UNP P63208
J ? - GLU DELETION UNP P63208
J ? - LYS DELETION UNP P63208
J ? - ARG DELETION UNP P63208
J ? - THR DELETION UNP P63208
J 78 GLY - SEE REMARK 999 | UNP P63208
J 79 GLY - SEE REMARK 999 | UNP P63208
J 80 SER - SEE REMARK 999 | UNP P63208

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
J 81 GLY - SEE REMARK 999 | UNP P63208
J 82 THR - SEE REMARK 999 | UNP P63208
L ? - ASP DELETION UNP P63208
L ? - ASP DELETION UNP P63208
L ? - GLU DELETION UNP P63208
L ? - GLY DELETION UNP P63208
L ? - ASP DELETION UNP P63208
L ? - ASP DELETION UNP P63208
L ? - PRO DELETION UNP P63208
L ? - PRO DELETION UNP P63208
L ? - PRO DELETION UNP P63208
L ? - GLU DELETION UNP P63208
L ? - ASP DELETION UNP P63208
L ? - ASP DELETION UNP P63208
L ? - GLU DELETION UNP P63208
L ? - ASN DELETION UNP P63208
L ? - LYS DELETION UNP P63208
L ? - GLU DELETION UNP P63208
L ? - LYS DELETION UNP P63208
L ? - ARG DELETION UNP P63208
L ? - THR DELETION UNP P63208
L 78 GLY - SEE REMARK 999 | UNP P63208
L 79 GLY - SEE REMARK 999 | UNP P63208
L 80 SER - SEE REMARK 999 | UNP P63208
L 81 GLY - SEE REMARK 999 | UNP P63208
L 82 THR - SEE REMARK 999 | UNP P63208
N ? - ASP DELETION UNP P63208
N ? - ASP DELETION UNP P63208
N ? - GLU DELETION UNP P63208
N ? - GLY DELETION UNP P63208
N ? - ASP DELETION UNP P63208
N ? - ASP DELETION UNP P63208
N ? - PRO DELETION UNP P63208
N ? - PRO DELETION UNP P63208
N ? - PRO DELETION UNP P63208
N ? - GLU DELETION UNP P63208
N ? - ASP DELETION UNP P63208
N ? - ASP DELETION UNP P63208
N ? - GLU DELETION UNP P63208
N ? - ASN DELETION UNP P63208
N ? - LYS DELETION UNP P63208
N ? - GLU DELETION UNP P63208

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
N ? - LYS DELETION UNP P63208
N ? - ARG DELETION UNP P63208
N ? - THR DELETION UNP P63208
N 78 GLY - SEE REMARK 999 | UNP P63208
N 79 GLY - SEE REMARK 999 | UNP P63208
N 80 SER - SEE REMARK 999 | UNP P63208
N 81 GLY - SEE REMARK 999 | UNP P63208
N 82 THR - SEE REMARK 999 | UNP P63208
P ? - ASP DELETION UNP P63208
P ? - ASP DELETION UNP P63208
P ? - GLU DELETION UNP P63208
P ? - GLY DELETION UNP P63208
P ? - ASP DELETION UNP P63208
P ? - ASP DELETION UNP P63208
P ? - PRO DELETION UNP P63208
P ? - PRO DELETION UNP P63208
P ? - PRO DELETION UNP P63208
P ? - GLU DELETION UNP P63208
P ? - ASP DELETION UNP P63208
P ? - ASP DELETION UNP P63208
P ? - GLU DELETION UNP P63208
P ? - ASN DELETION UNP P63208
P ? - LYS DELETION UNP P63208
P ? - GLU DELETION UNP P63208
P ? - LYS DELETION UNP P63208
P ? - ARG DELETION UNP P63208
P ? - THR DELETION UNP P63208
P 78 GLY - SEE REMARK 999 | UNP P63208
P 79 GLY - SEE REMARK 999 | UNP P63208
p 80 SER - SEE REMARK 999 | UNP P63208
P 81 GLY - SEE REMARK 999 | UNP P63208
P 82 THR - SEE REMARK 999 | UNP P63208
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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. Residues are color-
outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. Stretches of 2 or more consecutive

residues without any outlier are shown as a green connector. Residues present in the sample, but

coded according to the number of geometric quality criteria for which they contain at least one
not in the model, are shown in grey.

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

3 Residue-property plots (i)

Note EDS was not executed.
e Molecule 1: SKP2

Page 10
Chain A:

L osutr 2520 | 6gED 6170 8L7d zLed | eee1 I
TLIA [ | 8€€Q [ srEn | LLTD | | T9EH
[ | 9%gH | | LT%Y 9LTH £921 0gel 091
8971 | aven £EEA 9THY [ | 292l | | | |
1971 $HCT . zees STHN TLIA | | whed ez
[ | [ | 1880 »199 [ | 84 | eved 9250
$9TL TN | | | | N 8971 et zved 142"
€9TA ovey 9zeH 11%d * [ | | 9gzs 19 $THI
z91a [ | mmm; | | . $9TL g9zd oved £2%9
191d L€TL 2070 | g9TA | %%eo 1 (447
09TH | ogeN | 0zey 109N 291a €428 | oTeel
6811 gETA | 6Ted 00%1 197d | | qgeT 0zva

| 8GN $ETI 81EA | e6eh | 09TH 1921 | | 6150
L8TY geed 86€1 6611 oy z€es [ sren |
9819 zeza L6€H 8GIN | | 1880 LT%4
GGTL 1828 | o6ed L8TY TN | oges 9THY

| w11 [ | 66T 9319 0%y 6281 STHN
€370 9221 TN | weey | GSTL | | 82€a | |

[ e | — £6€8 S L63L | ee1 11%d
19TL 444 z63 g £51a | ggEN 9z€H [ |

| osth | 14d)] 904 | 1681 | ger1 ggTA szEA 10PN
67TH 0221 508k 0681 TTL 434 [ | 0071
8v1T [ | [ | L | osth eeed ozey | e6eb
[ ] [-34 00€T 88€T 6%TH zeza GG 86€T
1974 [ | 662 hmma wmﬁ | | 81EA L6€H
0T 2129 | 86Tl 444 968d
6ETH | TieH L1621 $8€d 1974 T2eh | g6eT

I 0121 | 96zL | £8€A 0%TA 0221 BEEY
LETY 60ZL g6 z8€1 [ | | | £6€d
9£10 | ©6eS | 188D LETH S12S 60T 263
GETA . £62A 08€4 9£1D | | | goeN | 1681

| emd | | 6LEA GETA [414) LOEY 06€1
£€18 g0zI 6827 gLeh | eIy 112H 90€Y4 . e8eh
2ETA [ | 88z L1871 ££18 | ore1 | S0ER 88¢T
[ | 6610 182h 9.€1 | eerA 6021 | | L8€1
6271 [sem | eseA | §ed TETY [ | T0EN |

| gTrE L6TH 98TH $LET 90z 00€1 »8ed
127d 9670 S | elel 5021 662 £8€A

| 9TrT I €8¢ zLEd | | | | z8ET
[145) z8TL | oTueT . 9211 0021 5628 | 788D
$TTT €674 | 1824 0Led S | gero | | | w6zs 08€4d
[ | 261d 08za 69€D s $TTT L6TH £6TA | 6LEn

0zTI 6,24 €210 8LeD

68TV LLET
9LEL

L9€d

91711 LLTK 9111 v61Y

29ed fa\| €674 182h
$11a 18TV | | al} $11a z61d | 9gzn | BLET
£11d | 9811 69€a % £11d 98zH | |
L et 8agk L e | w8TH oLed
1118 %810 - 0£%T N 1118 €8z 69€D
Loma | esid L orta | 89e1 |
9y 6271
60TH 281N ] T 60TH I 19€3
1874 T9gH 129 i) 8018 082a [ |
| o8Ts oggb 9270 = e LOTA 9g1d | 6Led z9ed
6LTY [ ] | agvd 3} (@) 7810 820 [ ]
8.1d vhed $THI ) | gs1d o oLuem 83€x
L kA | eved £2%D o £ 28TH 9.2s | i9€0
9.LTY g5zd Thed TTHH M < 1814 9y
| suma ) Coweh = | os1s |
BLIY gazs 0ved ° (@) 6LTY gaes

RLDWIDE

SPDB

PROTEIN DATA BANK

W


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

1FQV

wwPDB X-ray Structure Validation Summary Report

Page 11

SKP2

e Molecule 1

5%

46%

46%

Chain E

6211

LT1d

STT0
11

91711

711Q
€11d

T118

60TH
80TS
LOTA

L9211

a4
£¥TN

TheN
obTH

LETL
9E€TN
SETA

€€cd
zeea
T€TS

62ty
8¢T1

STl
(444
1220
0Zz1

9120
S12S

[454]

60CL

681d
%810

Z8TH
814

6.74
8.L1d

62e1

9TEH
STeA

0ZeY

8TEA

S6TH

€6CTA

682V
88ZA
182b

G8CH
8T
£8cd

08ca
6.T4
8.T0

[k4cs
TLTa

69cH

L92d

€921
[4IAN

LSTH

qG6Td
vaTh
€4TS
2S8T)

LTPY
91PN
STPN
T1%d
80%I

TOvN
00%1

86€1
LBEH

S96€T

£6€3
26€Y

06€1

88¢€1

v8ed
€8N
28eI

6LEN
8.Leb
LLET
9LEL

YLET

cLed

0Led
69€D

L9€d

29ed

SKP2

e Molecule 1

41%

51%

Chain G

6L74
8L1d

9LTH

YLV

CTLIA

oMo ©
© © © © o m
oo -
[=N |

6411
89N
LSTH
9G1D
SSTL

€910

TSTL

6%TH
8%11

15248
0%TX

LETH

SETA

€EIS
CTETA
TEH
0€TT
6211

LT1d

STT0
¥Cr1

9111

711a
€11d

807S
LOTA

8.LT0
LLTH

29TL

pAst4c

ggcd
4]
€4cs
f4c4]

ei4s
24}
7921

13748
0vTH

LETL

SETA

€€Td

1€2S
§zT1
zTTN
[344)]
0zz1
§12S
6021
§02I
6610
86TH
L6TH

961D
G6TA

€614

g981d
810

Z8TH
1814

T9€H
0ged

vved

{445

0ved

8EEd

TEES
TEEA

62e1

STEA

0zed

8TEA

TIER

60€1

L0gY

6CYL

LThY

6170
LTPY
91PN
STPN
450

TT%d

80%1

TO%N
00%I

86€1
L6EH
96€d

v6eV
£6¢€H
26EY

06€1

88¢€'1
L8EL

v8ed
€8EA
T8EL

08€4

8.Leb
LLET
9LEL

vLET

ZLed

e Molecule 1

0Lex
69€D

SKP2

43%

49%

Chain I

LT1d

<210
wc11

91711

¥11d

€11d

T118

60TH

92D

€921
4N

eft 4
4]
€9CS
4eta)

LTl
ovcH

921

157445
oveyd

SETA

£ecd

1€T8
§gel
{444\

j144]
0zz1

§1¢s

8813
L8TV

§81d
810

(43411
1814

7ved

cved

oved

€6CA

682V

182h

S8CTH

£8cd
28TL

08zd

8.TD

cLea

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



1FQV

wwPDB X-ray Structure Validation Summary Report

Page 12

14729
£T¥D
(4474}

6170

AL
e152')
STPN
450

T1%d

80%1

TOPN
00%I

86€1
L6EH

£6€H
26€)

06€1

88€1
L8EL

v8ed
€8EA
CT8EI

08€d

8LED
LLET
9LEL

bLel
€LeL
TLed

oLex
69€D

L9€d

2¢9ed

65ed

95¢ey

TSEH
0geb

LPEN

6C%L

e Molecule 1

LTHY
9THD

SKP2

44%

49%

Chain K

15248
0%TX

LETH
9€T10

€€1S
CETA
TETH

6211

9T11

11

91711

711a
€11d

TT1S

60TH
807S
LOTA

gagTd
vaTd
€4TS
2S8T)
L9211
¥

TPCN
0¥%eH

LETL

SETA

£€ecd
ceea
T€TS

62cH

(445

€221
TTTN
jx44)]
0zeT1

g1es

60TL

LOTA

S0TI
Y0TA

2ogN

L6TH
961D

€674
T61d
T61S

L8TY

g981d
810

Z8TH
1814

6.74

TS€H
0geb

vved

Zhex
13 43]
obed

TEES
TEEA

62€1

LgeT1
9CEH
(47}

0cey

8TEA

60€1

90€eY

cLTE

92D

€921
2921

LTPY
9T¥d
STvd
429
£T¥D
(4474}

0zvE
6170

L1%A
91PN
STPN

T1%d

20%d

Z8EI

08ed
6.LEN
8LED
LLe71
9LEL

YLET

TLed

0Lex
69€D

L9€3

2¢9ed

89EL

95¢ey

28e1

0€PT
62THL

SKP2

e Molecule 1

43%

49%

Chain M

0€T1
6211

LT1d
9T11
STT0
w11

91711

711Q
€11d

TT1S

60TH
8078
LOTA

8813
L81Y

681d
%810

Z8TH
7814

6.74
8.1d

LSED
95¢Yd

pge1
€G€S

TSEH
0geb

vved

Thed

0%ed

TEES
TEEQ

9CEH
GTEA

0ced

8TEA

60€1

L0€X

cLTH
TLea

86€1T
L6EH

£6€d
TEEN

06€T

88€T
L8EL

78ed
€8EA
T8EI

08€d

8LeD
LLET
9LEL

YLET

TLEd

0Lgd
69€D

L9€3d

c9€ed

8GEX

SKP2

e Molecule 1

5% o

43%

48%

Chain O

6L74
8L1d

9LTH

CTLIA

8971
L9711

Y9TL
€9TA
291a
T91d

6411
8GTN
LSTH
9G1H
SSTL

€910

TSTL

RLDWIDE

erpBe

6%TH

711a
€11d

TT1S

60TH
80TS
LOTA

0O
PROTEIN DATA BANK

W



1FQV

wwPDB X-ray Structure Validation Summary Report

Page 13

cLTE

92D

%921

2921

0921

LSGcH

€8cS

i4S

A4

Tven
(V48

LETL
€ezd
zeza
1€2S
{444\
Tzeh
0zT1

912h
a12s

60TL

L0TA
90¢H
S0TI

86TH
LBTH
961D

€674
T61d
1618

8813

S81d
»810

Z8TH
7814

TS€H
0ggeb

bhed

Zhed

0ved
6EED

GEeT

TEES
TEEA

62€1

9CEH
GTEA

0ceY

8TEA

S62d

€62A

682y
882A
182h

G8CH

j4:14)

LLTH

450

TT%d
0T%Y

co%d
TOPN
00%I

86€T
L6EH
96€d

v6eY
£6€d
TEEN

06€T

88€1T
L8EL

78ed
€8EA
T8EI

08€d

8LeD
LLET
9LEL

YLET

TLEd

0.Led
69€D

L9€d

c9ed

6G€a
8GEX

6CYL

SKP1

e Molecule 2

8%

56%

<+ < 10 © ~ )
2] & & S <+
| (o= | =

33%

Chain B

89a

SOH
YoH

T9M

PSI
£8Y
TSy
TSN
0GA

[4%}

6CL

LTI
oTL
4
s

9TA
STd

€11

TSIV

6%12
8%13

9%IL
Sh1d
4410
EPIN

6€T4
8ETL
LETH
9ETYH
QETI
verE
€eTd
2Eld
TETL
0ETH

8TTY
L2371
9CTH

veIv
€CTA
CTIL
TCTA

6111
L11Q
9111
STT1

T11a

607X
80TN
LOTY
90TV
G071
%071
€071

98d

8STh

SGTH

e Molecule 2

€GTA

SKP1

8%

46%

42%

Chain D

981

SOH
Y9H

T9M

[
0
H

~
%)
5

eI

)
It}
<

[
=y
=

L1

<
IIIIQ'..
a

ve1

(4%

0EW
62L

LTI
9TL

s

144

8TA

9TA

€GTA

6713

9TTH

YTV

CTTL

SKP1

e Molecule 2

8%

5%

51%

36%

Chain F

890

G9H
Y9H

TOM

661
8GA

3

81

[]
0 10
- <

67N

Ly1
9%d
SPA
vvd

9EN

YET

{42

OEW
6L

9CL

es

(444
v

614
8TA

9TA
S1d

€11
(45!

91
oy

€9TA

TSIV

6%12
8%1d

9%IL
SH14d

LETH
9ETYH
QETI
veTd
£€eTd
CEld
TETL
0ETH

8TTY
L2171
9CIH

TTIL
TTIA
0T1d
6111
8TTA
L11Q

Q111

07711
607X

LOTY

G071
%0171
€071
cotd
1014

869
96a
c6d

164
060

88M

98d
§81

097D

8STh

GSTH

O

R LDWIDE
PROTEIN DATA BANK

W



1FQV

wwPDB X-ray Structure Validation Summary Report

Page 14

SKP1

e Molecule 2

8%

49%

39%

Chain H

890

S9H

TOM

a1
€3y
{44

67N

LYT
9%d
ShA
¥vd

9EW

<
™
|

0 » O -
AN ®®mO
MEHEAM|

el

< ©
N 3]
©n B

I\
N
£

144

612
8TA

9TA
STd

€11
(458

=
© -
©v =}

< 10 ©
H X A

TSIV

6%12

607X

LOTY

0910
69TH

SKP1

e Molecule 2

8%

50%

38%

Chain J

G681

SG9H
Y9H

TOM

681

LSY

G9T
81

t4°)
TGN
0SA
67N

9%d
SPA
¥¥d

1

YET

(438

0EW

8¢

9gL

€9TA

TSIV

6%13
8%13

9%IL
i ATS
¥¥1a
EPIN

0%IN

9ETYH
GETL
vera
€eTd
CEld
TETL
0ETH

LgTI
9CTH

cTIL
TCTA

6111

98d

SKP1

e Molecule 2

8%

46%

42%

Chain L

890

S9H
YOH

TOM

641

eI
€SV

+

©
=
=

9TA
STH

€11

91
=S

II g
-

e Molecule 2

2d

€9TA

6¥13
8¥1d

9YTL

i4410
EYIN

ECTA

12T

6TTL

L11a
9111
STT1

1110
01711
60TA
80TN
LOTY

SKP1

SO0T1
%011
€071
cotd
1074

T62
060

8%

50%

38%

Chain N

890
SOH
641

8GA
LGN

81

4

67N

LYT

SPA
¥vd

1

YT

{4

6L

pkas
9TL
STA
24
x4}

124
0Z1

©
=
=

9TA
ST1d

€11
(45}

91
=S

8STh

9913

€9TA

6%13
8%1d

9%TL

09710

SKP1

e Molecule 2

O

R LDWIDE
PROTEIN DATA BANK

W



1FQV

wwPDB X-ray Structure Validation Summary Report

Page 15

8%

.

50%

38%

©0 o -
- - 3}
I> h]I<

Chain P

890

S9H

TOM

661
8GA

~
0
B4

81

sy
TSN

67N
9%d

SPA
¥vd

1

YET

{44

6CL
8cH
LTI
9TL

TS

{448

STd

€11
(45}

91
=S
I

2d

€9TA

TSIV

6¥13
8v1d

9PIL
S¥1d
b2l
EYIN

3

6€T4

LETH
9ETH
SETI
vera
£ETH

TETL
0ETH

8TTY
LTI
9TTH

YTIV

cTIL
1145

69TM

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 16

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group Cl121 Depositor
Cell constants 262.70A  148.20A 133.30A .
Depositor
a, b, c,a, B, 90.00°  120.03°  90.00°
Resolution (A) 8.00 — 2.80 Depositor
% Data Completeness (Not available) (8.00-2.80) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Raym (Not available) Depositor
Refinement program CNS Depositor
R, Rree 0.275 , 0.314 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 29256 wwPDB-VP
Average B, all atoms (A2) 51.0 wwPDB-VP
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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 MVARS: RMSZ £|Z] >5
1 A 0.56 1/2612 (0.0%) 0.80 3/3545 (0.1%)
1 C 0.63 4/2612 (0.2%) 0.88 7/3545 (0.2%)
1 E 0.52 0/2612 0.77 1/3545 (0.0%)
1 G 0.63 2/2612 (0.1%) 1.06 7/3545 (0.2%)
1 I 0.60 2/2612 (0.1%) 1.01 6/3545 (0.2%)
1 K 0.59 1/2612 (0.0%) 1.06 7/3545 (0.2%)
1 M 0.59 3/2612 (0.1%) 0.90 4/3545 (0.1%)
1 ) 0.55 1/2612 (0.0%) 1.06 8/3545 (0.2%)
2 B 0.35 0/1111 0.61 1/1502 (0.1%)
2 D 0.42 0/1111 0.64 1/1502 (0.1%)
2 F 0.38 0/1111 0.63 1/1502 (0.1%)
2 H 0.58 0/1111 0.71 1/1502 (0.1%)
2 J 0.42 0/1111 0.66 1/1502 (0.1%)
2 L 0.44 0/1111 0.66 1/1502 (0.1%)
2 N 0.44 0/1111 0.65 1/1502 (0.1%)
2 P 0.54 0/1111 0.69 1/1502 (0.1%)
All All 0.55 | 14/29784 (0.0%) | 0.87 | 51,/40376 (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 I 0 1

The worst 5 of 14 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 G 186 | LEU C-N 15.94 1.70 1.34
1 I 186 | LEU C-N 12.79 1.63 1.34
1 G 189 | HIS C-N -9.35 1.12 1.34
1 K 189 | HIS C-N -8.94 1.13 1.34

Continued on next page...
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Continued from previous page...
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 190 | PHE | N-CA | -7.71 1.30 1.46

The worst 5 of 51 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 G 189 | HIS O-C-N | 23.02 159.53 122.70
1 I 189 | HIS | C-N-CA | -22.18 66.25 121.70
1 K 186 | LEU | O-C-N | 21.78 157.54 122.70
1 G 186 | LEU | O-C-N | 20.23 155.06 122.70
1 O 18 | LEU | O-C-N | 19.63 154.11 122.70

There are no chirality outliers.

All (1) planarity outliers are listed below:

Mol | Chain | Res | Type Group
1 I 189 | HIS | Mainchain

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 2563 0 2598 214 0
1 C 2563 0 2597 206 0
1 E 2563 0 2598 217 0
1 G 2563 0 2596 217 0
1 I 2563 0 2598 188 0
1 K 2563 0 2598 217 0
1 M 2563 0 2598 194 0
1 O 2563 0 2598 221 0
2 B 1094 0 1099 87 0
2 D 1094 0 1099 75 0
2 F 1094 0 1099 84 1
2 H 1094 0 1099 71 0
2 J 1094 0 1099 75 0
2 L 1094 0 1099 84 1
2 N 1094 0 1099 7 0
2 P 1094 0 1099 87 0

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

Mol | Chain

Non-H

H(model)

H(added)

Clashes

Symm-Clashes

All All

29256 0

29573

2115

1

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 36.

The worst 5 of 2115 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:G:186:LEU:C 1:G:187:ALA:N 1.70 1.40
1:M:189:HIS:O 1:M:190:PHE:O 1.58 1.17
1:K:417:LYS:CE | 1:0:417:LYS:HG3 1.75 1.15
1:1:417:LYS:HG3 | 1:M:417:LYS:CE 1.77 1.14
2:1:43:ASP:HB2 | 2:1.:44:PRO:HD3 1.29 1.14

All (1) 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)
2:F:49:ASN:ND2 | 2:1:43:ASP:OD1[2_656] 1.93 0.27

5.3 Torsion angles (i)

5.3.1 Protein backbone (1)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 323/336 (96%) 294 (91%) | 21 (6%) 8 (2%) 19
1 C 323/336 (96%) 292 (90%) | 24 ("%) 7 (2%) 6| 22
1 E 323/336 (96%) 289 (90%) | 27 (8%) 7 (2%) 6| 22
1 G 323/336 (96%) 292 (90%) | 24 (7%) 7 (2%) 6| 22
1 I 323/336 (96%) 295 (91%) | 21 (6%) 7 (2%) 6| 22

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 323/336 (96%) 291 (90%) | 24 ("%) 8 (2%)
1 M 323/336 (96%) 293 (91%) | 25 (8%) 5 (2%)
1 O 323/336 (96%) 294 (91%) | 21 (6%) 8 (2%)
2 B 133/149 (89%) 117 (88%) | 12 (9%) 4 (3%)
2 D 133/149 (89%) 118 (89%) | 10 (8%) 5 (4%)
2 F 133/149 (89%) 118 (89%) | 11 (8%) 4 (3%)
2 H 133/149 (89%) 118 (89%) | 12 (9%) 3 (2%)
2 J 133/149 (89%) 120 (90%) 8 (6%) 5 (4%)
2 L 133/149 (89%) 119 (90%) 9 (7%) 5 (4%)
2 N 133/149 (89%) 116 (87%) | 13 (10%) | 4 (3%)
2 P 133/149 (89%) 117 (88%) | 11 (8%) 5 (4%)

All All 3648/3880 (94%) | 3283 (90%) | 273 (8%) | 92 (2%)

5 of 92 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 190 PHE
1 A 306 ARG
1 C 187 ALA
1 C 306 ARG
1 C 421 ILE

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 299/311 (96%) 282 (94%) 17 (6%) 20 50
1 C 299/311 (96%) 286 (96%) 13 (4%) 29 62
1 E 299/311 (96%) 285 (95%) 14 (5%) 26 59
1 G 299/311 (96%) 285 (95%) 14 (5%) 26 59
1 I 299/311 (96%) 281 (94%) 18 (6%) 19 48

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 K 299/311 (96%) 287 (96%) | 12 (4%) 31 65
1 M 299/311 (96%) 284 (95%) | 15 (5%) 24 56
1 O 299/311 (96%) 283 (95%) | 16 (5%) 22 53
2 B | 124/134 (92%) | 122 (98%) | 2 (2%) | 62 [s8] |
2 D 124/134 (92%) 120 (97%) 4 (3%) 39 73
2 F 124/134 (92%) 120 (97%) 4 (3%) 39 73
2 H 124/134 (92%) 120 (97%) 4 (3%) 39 73
2 J 124/134 (92%) 120 (97%) 4 (3%) 39 73
2 L 124/134 (92%) 121 (98%) 3 (2%) 49 |81
2 N 124/134 (92%) | 122 (98%) | 2 (2%) 62 M
2 P 124/134 (92%) 117 (94%) 7 (6%) 21 51
All All 3384/3560 (95%) | 3235 (96%) | 149 (4%) 28 61

5 of 149 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 420 GLU
1 I 317 LEU
1 O 359 ASP
2 H 55 LEU
1 I 207 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes.

sidechains are listed below:

Mol | Chain | Res | Type
2 H 7 GLN
1 I 399 GLN
1 O 350 GLN
2 H o1 ASN
1 1 211 HIS

5.3.3 RNA (D

There are no RNA molecules in this entry.

5 of 154 such
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

There are no ligands in this entry.

5.7 Other polymers (i)

There are no such residues in this entry.

5.8 Polymer linkage issues (i)

The following chains have linkage breaks:

Mol | Chain | Number of breaks
1 G 2
1 K 1
1 I 1
1 C 1
1 O 1

The worst 5 of 6 chain breaks are listed below:

Model | Chain | Residue-1 | Atom-1 | Residue-2 | Atom-2 | Distance (A)
1 G 186:LEU C 187:ALA N 1.70
1 I 186:LEU C 187:ALA N 1.63
1 C 189:HIS C 190:PHE N 1.19
1 O 189:HIS C 190:PHE N 1.17
1 K 189:HIS C 190:PHE N 1.13
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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