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Li, D.; Li, H.
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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 wuser guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : 1.9-1692

EDS : 1rb-20026688

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)

Refmac : 5.8.0135
CCP4 : 6.5.0

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : trunk26865
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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 2.20 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 NN | — 0234
Clashscore N I 16
Ramachandran outliers IS 0.0%
Sidechain outliers N I 3.4%
RSRZ outliers NN I 7.3%
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))
R free 91344 3774 (2.20-2.20)
Clashscore 102246 4477 (2.20-2.20)
Ramachandran outliers 100387 4404 (2.20-2.20)
Sidechain outliers 100360 4405 (2.20-2.20)
RSRZ outliers 91569 3781 (2.20-2.20)

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. 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

8%

1 1 248 64% 21% . 13%

3%

1 A 248 60% 24% . 13%
8%

1 B 248 59% 24% . 14%

25%

1 D 248 50% 34% . 14%
7%

1 F 248 60% 27% o 1%

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

Mol | Chain | Length Quality of chain
&
I
1 I 248 54% 31% . 13%
—
L]
1 K 248 60% 24% . 13%
2%
_ I
1 M 248 54% 29% . 13%
E—
I
1 O 248 60% 26% - 13%
—
I
1 Q 248 56% 29% . 13%
5%
[ e ——
1 S 248 55% 30% . 13%
E—
I
1 U 248 63% 23% . 13%
9%
—— e ——
1 \W 248 54% 31% . 13%
5%
- ——
1 Y 248 56% 30% . 13%
2 2 240 80% 1%  « 7%
;/0
2 C 240 78% 14% 8%
;/0
2 E 240 76% 16% . 7%
2 G 240 78% 14% 8%
2 H 240 82% 1% 8%
2 J 240 80% 12% « 8%
2 L 240 80% 12% o 7%
2 N 240 76% 16% 8%
2 P 240 82% 10% 8%
20/0
=
2 R 240 84% 14% .
2 T 240 81% 12% 7%
;/0
2 Vv 240 85% 13%
20/0
2 X 240 82% "% 7%
;/0
2 7 240 81% 1% - 7%

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-
ria:
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 DMF 1 249 - - - X
3 DMF 2 101 - - - X
3 DMF 2 108 - - X X
3 DMF 2 112 - - X X
3 DMF 2 4 - - X X
3 DMF 2 49 - - - X
3 DMF 2 52 - - - X
3 DMF 2 57 - - - X
3 DMF 2 87 - - - X
3 DMF A 249 - - - X
3 DMF A 250 - - - X
3 DMF B 249 - - - X
3 DMF B 250 - - - X
3 DMF C 103 - - X X
3 DMF C 47 - - - X
3 DMF C 63 - - - X
3 DMF C 88 - - - X
3 DMF D 249 - - - X
3 DMF D 250 - - - X
3 DMF D 251 - - X X
3 DMF D 252 - - - X
3 DMF D 253 - - - X
3 DMF E 20 - - X X
3 DMF E 28 - - - X
3 DMF E 53 - - - X
3 DMF E 75 - - X
3 DMF F 249 - - - X
3 DMF F 250 - - - X
3 DMF F 251 - - - X
3 DMF G 111 - - - X
3 DMF G 119 - - X X
3 DMF G 12 - - X X
3 DMF G 24 - - - X
3 DMF G 62 - - - X
3 DMF G 64 - - X X
3 DMF G 70 - - - X
3 DMF G 7 - - - X
3 DMF G 98 - - - X
3 DMF H 117 - - - X
3 DMF H 43 - - X X
3 DMF H 72 - - - X
3 DMF | 249 - - - X
3 DMF I 250 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 DMF J 110 - - - X
3 DMF J 123 - - X X
3 DMF J 45 - - - X
3 DMF K 249 - - - X
3 DMF K 250 - - X X
3 DMF K 251 - - - X
3 DMF L 36 - - - X
3 DMF L 81 - - - X
3 DMF L 97 - - X
3 DMF M 249 - - - X
3 DMF M 250 - - - X
3 DMF M 251 - - - X
3 DMF M 252 - - - X
3 DMF N 104 - - X X
3 DMF N 118 - - X X
3 DMF N 22 - - X -
3 DMF N 90 - - X X
3 DMF N 93 - - X X
3 DMF O 249 - - - X
3 DMF O 250 - - - X
3 DMF O 251 - - - X
3 DMF P 107 - - X X
3 DMF P 14 - - X X
3 DMF P 2 - - - X
3 DMF P 56 - - - X
3 DMF P 60 - - - X
3 DMF Q 249 - - - X
3 DMF Q 250 - - X X
3 DMF Q 251 - - - X
3 DMF R 59 - - X X
3 DMF R 89 - - - X
3 DMF R 95 - - - X
3 DMF S 249 - - - X
3 DMF S 250 - - - X
3 DMF T 10 - - - X
3 DMF T 102 - - - X
3 DMF T 113 - - X X
3 DMF T 115 - - - X
3 DMF T 29 - - - X
3 DMF T 84 - - - X
3 DMF U 249 - - - X
3 DMF U 250 - - X X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
3 DMF \Y% 109 - - X
3 DMF \Y 116 - X -
3 DMF \Y 120 - X X
3 DMF \Y 27 - X X
3 DMF \Y 32 - X X
3 DMF \% 39 - - X
3 DMF \Y 42 - X X
3 DMF \Y 82 - - X
3 DMF \Y 83 - X X
3 DMF W 249 - - X
3 DMF W 250 - X X
3 DMF X 122 - - X
3 DMF X 15 - - X
3 DMF X 16 - - X
3 DMF X 41 - - X
3 DMF Y 249 - - X
3 DMF Y 250 - - X
3 DMF Y 251 - - X
3 DMF 7 114 - - X
3 DMF Z 18 - - X
3 DMF Z 54 - - X
3 DMF Z 94 - - X
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2  Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 50080 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called Proteasome subunit alpha.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 215 ?2?41 1(%5 31(\)IB 3C1)3 2 0 0 0
1 B 213 ngl 10028 31(\)Il 3C1)1 2 0 0 0
1 b 214 ?2;361 1(%3 31(\)IQ 3C1)2 2 0 0 0
1 d 220 ?ggaél 1(%8 31(\)IS 3(2)0 2 0 0 0
1 ! 216 ?gg%l 10C48 31(\)14 3(1)4 2 0 0 0
1 K 216 T(f)iziaél 1(515 31(\)I4 3(1)4 2 0 0 0
1 M 216 ngaél 1(315 31(\)I4 3(1)4 g 0 0 0
1 0 216 ngaél 1(515 31(\)I4 3(1)4 g 0 0 0
L Q 215 ?E)ig;l 1(%9 31(\)I?> 3(1)3 g 0 0 0
L] 5 26| 0w a0 s s 0 0 0
L] v 26| o a0 s s 0 0 0
1 W 216 1;225?)1 10(318 31(\;4 3(1)4 g 0 0 0
! Y 216 ?Zgaél 10(315 31(\;4 3(1)4 g 0 0 0
L : 215 ?ggzl 10(;39 31(\;3 3(1)3 g 0 0 0

e Molecule 2 is a protein called Proteasome subunit beta.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#entry_composition
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
IR T Y HEEEEE
2 E 223 ?ZTQI 10029 22]3 3C2)5 § 0 0 0
IR T Y IR EEE
IR F T Y IR EEE
IR F T Y IR EEE
2 L 223 ngl 10029 22]3 3C2)5 ? 0 0 0
IR T Y IR EEE
IEERN T Y IR EEE
2 R 239 ?7)233%1 11003 31?0 3(29 ? 0 0 0
2 T 223 ngl 10029 22]3 3(2)5 2 0 0 0
2 v 239 ?(7)253%1 11003 31?0 351)9 § 0 0 0
2 X 223 ?Z‘Egl 10029 22]3 3(2)5 § 0 0 0
2 2 223 ?Z‘El 10029 22]3 3(2)5 § 0 0 0
2 2 223 ?(f)igl 10029 22]3 3(2)5 § 0 0 0

There are 84 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
C 535 HIS - EXPRESSION TAG | UNP 033245
C 536 HIS - EXPRESSION TAG | UNP 033245
C 537 HIS - EXPRESSION TAG | UNP 033245
C 538 HIS - EXPRESSION TAG | UNP 033245
C 539 HIS - EXPRESSION TAG | UNP 033245
C 540 HIS - EXPRESSION TAG | UNP 033245
E 535 HIS - EXPRESSION TAG | UNP 033245
E 536 HIS - EXPRESSION TAG | UNP 033245
E 537 HIS - EXPRESSION TAG | UNP 033245
E 538 HIS - EXPRESSION TAG | UNP 033245
E 539 HIS - EXPRESSION TAG | UNP 033245
E 540 HIS - EXPRESSION TAG | UNP 033245

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

Chain | Residue | Modelled | Actual Comment Reference
G 535 HIS - EXPRESSION TAG | UNP 033245
G 536 HIS - EXPRESSION TAG | UNP 033245
G 537 HIS - EXPRESSION TAG | UNP 033245
G 538 HIS - EXPRESSION TAG | UNP 033245
G 539 HIS - EXPRESSION TAG | UNP 033245
G 540 HIS - EXPRESSION TAG | UNP 033245
H 535 HIS - EXPRESSION TAG | UNP 033245
H 536 HIS - EXPRESSION TAG | UNP 033245
H 537 HIS - EXPRESSION TAG | UNP 033245
H 538 HIS - EXPRESSION TAG | UNP 033245
H 539 HIS - EXPRESSION TAG | UNP 033245
H 540 HIS - EXPRESSION TAG | UNP 033245
J 535 HIS - EXPRESSION TAG | UNP 033245
J 536 HIS - EXPRESSION TAG | UNP 033245
J 537 HIS - EXPRESSION TAG | UNP 033245
J 538 HIS - EXPRESSION TAG | UNP 033245
J 539 HIS - EXPRESSION TAG | UNP 033245
J 540 HIS - EXPRESSION TAG | UNP 033245
L 535 HIS - EXPRESSION TAG | UNP 033245
L 536 HIS - EXPRESSION TAG | UNP 033245
L 537 HIS - EXPRESSION TAG | UNP 033245
L 538 HIS - EXPRESSION TAG | UNP 033245
L 539 HIS - EXPRESSION TAG | UNP 033245
L 540 HIS - EXPRESSION TAG | UNP 033245
N 535 HIS - EXPRESSION TAG | UNP 033245
N 536 HIS - EXPRESSION TAG | UNP 033245
N 537 HIS - EXPRESSION TAG | UNP 033245
N 538 HIS - EXPRESSION TAG | UNP 033245
N 539 HIS - EXPRESSION TAG | UNP 033245
N 540 HIS - EXPRESSION TAG | UNP 033245
P 535 HIS - EXPRESSION TAG | UNP 033245
P 536 HIS - EXPRESSION TAG | UNP 033245
P 537 HIS - EXPRESSION TAG | UNP 033245
P 538 HIS - EXPRESSION TAG | UNP 033245
P 539 HIS - EXPRESSION TAG | UNP 033245
P 540 HIS - EXPRESSION TAG | UNP 033245
R 535 HIS - EXPRESSION TAG | UNP 033245
R 536 HIS - EXPRESSION TAG | UNP 033245
R 537 HIS - EXPRESSION TAG | UNP 033245
R 538 HIS - EXPRESSION TAG | UNP 033245
R 539 HIS - EXPRESSION TAG | UNP 033245
R 540 HIS - EXPRESSION TAG | UNP 033245

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

Chain | Residue | Modelled | Actual Comment Reference
T 535 HIS - EXPRESSION TAG | UNP 033245
T 536 HIS - EXPRESSION TAG | UNP 033245
T 537 HIS - EXPRESSION TAG | UNP 033245
T 538 HIS - EXPRESSION TAG | UNP 033245
T 539 HIS - EXPRESSION TAG | UNP 033245
T 540 HIS - EXPRESSION TAG | UNP 033245
\Y 535 HIS - EXPRESSION TAG | UNP 033245
\Y 536 HIS - EXPRESSION TAG | UNP 033245
A% 537 HIS - EXPRESSION TAG | UNP 033245
A% 538 HIS - EXPRESSION TAG | UNP 033245
\Y 539 HIS - EXPRESSION TAG | UNP 033245
\Y 540 HIS - EXPRESSION TAG | UNP 033245
X 535 HIS - EXPRESSION TAG | UNP 033245
X 536 HIS - EXPRESSION TAG | UNP 033245
X 537 HIS - EXPRESSION TAG | UNP 033245
X 538 HIS - EXPRESSION TAG | UNP 033245
X 539 HIS - EXPRESSION TAG | UNP 033245
X 540 HIS - EXPRESSION TAG | UNP 033245
Z 535 HIS - EXPRESSION TAG | UNP 033245
Z 536 HIS - EXPRESSION TAG | UNP 033245
Z 537 HIS - EXPRESSION TAG | UNP 033245
Z 538 HIS - EXPRESSION TAG | UNP 033245
Z 539 HIS - EXPRESSION TAG | UNP 033245
Z 540 HIS - EXPRESSION TAG | UNP 033245
2 535 HIS - EXPRESSION TAG | UNP 033245
2 536 HIS - EXPRESSION TAG | UNP 033245
2 537 HIS - EXPRESSION TAG | UNP 033245
2 538 HIS - EXPRESSION TAG | UNP 033245
2 539 HIS - EXPRESSION TAG | UNP 033245
2 540 HIS - EXPRESSION TAG | UNP 033245

e Molecule 3 is DIMETHYLFORMAMIDE (three-letter code: DMF) (formula: C3H;NO).
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c2
c1 N N
—  (Q o
C
Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 TO;al g T (1) 0 0
3 A 1 TO;al g T ? 0 0
3 B 1 TO;al (33 T ? 0 0
3 B 1 TO;al g T ? 0 0
3 C 1 Togal (33 T ? 0 0
3 C 1 TO;al g T ? 0 0
3 C 1 TO;al g T ? 0 0
3 C 1 TO;al g T ? 0 0
3 C 1 TO;al g T (1) 0 0
3 C 1 TO;al g T (1) 0 0
3 C 1 TO;al g T (1) 0 0
3 D 1 TO;al g T (1) 0 0
3 D 1 TO;al g T (1) 0 0
3 D 1 TO;al g T (1) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 D 1 TO;al g T (1) 0 0
3 D 1 TO;al g T (1) 0 0
3 E 1 TO;al g T (1) 0 0
3 E 1 TO;al g T (1) 0 0
3 E 1 TO;al g T (1) 0 0
3 E 1 Togal g T (1) 0 0
3 E 1 TO;al g T (1) 0 0
3 E 1 TO;al g T (1) 0 0
3 F 1 TO;al g T (1) 0 0
3 F 1 TO;al g T (1) 0 0
3 F 1 TO;al g T ? 0 0
3 G 1 Togal g T ? 0 0
3 G 1 TO;al g T (1) 0 0
3 G 1 TO;al g T ? 0 0
3 G 1 TO;al g T ? 0 0
3 G 1 TO;al (33 T ? 0 0
3 G 1 Togal (33 T ? 0 0
3 G 1 TO;al g T ? 0 0
3 G 1 TO;al g T ? 0 0
3 G 1 TO;al g lf ? 0 0
3 H 1 TO;al g T ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 H 1 TO;al g T (1) 0 0
3 H 1 TO;al g T (1) 0 0
3 H 1 TO;al g T (1) 0 0
3 H 1 TO;al g T (1) 0 0
3 H 1 TO;al g T (1) 0 0
3 I 1 Togal g T (1) 0 0
3 I 1 TO;al g T (1) 0 0
3 J 1 TO;al g T (1) 0 0
3 J 1 TO;al g T (1) 0 0
3 ] 1 TO;al g T (1) 0 0
3 K 1 TO;al g T ? 0 0
3 K 1 Togal g T ? 0 0
3 K 1 TO;al g T (1) 0 0
3 K 1 TO;al g T ? 0 0
3 I 1 TO;al g T ? 0 0
3 I, 1 TO;al (33 T ? 0 0
3 I, 1 Togal (33 T ? 0 0
3 I, 1 TO;al g T ? 0 0
3 M 1 TO;al g T ? 0 0
3 M 1 TO;al g lf ? 0 0
3 M 1 TO;al g T ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 M 1 TO;al g T (1) 0 0
3 N 1 TO;al g T (1) 0 0
3 N 1 TO;al g T (1) 0 0
3 N 1 TO;al g T (1) 0 0
3 N 1 TO;al g T (1) 0 0
3 N 1 Togal g T (1) 0 0
3 0 1 TO;al g T (1) 0 0
3 0 1 TO;al g T (1) 0 0
3 0 1 TO;al g T (1) 0 0
3 P 1 TO;al g T (1) 0 0
3 P 1 TO;al g T ? 0 0
3 P 1 Togal g T ? 0 0
3 P 1 TO;al g T (1) 0 0
3 P 1 TO;al g T ? 0 0
3 P 1 TO;al g T ? 0 0
3 P 1 TO;al (33 T ? 0 0
3 P 1 Togal (33 T ? 0 0
3 Q 1 TO;al g T ? 0 0
3 Q 1 TO;al g T ? 0 0
3 Q 1 TO;al g lf ? 0 0
3 R 1 TO;al g T ? 0 0

Continued on next page...

=
=1
=
-
o
4

(2)
v
E

o
=|
o
3
m
Z
o
>
1



Page 15

wwPDB X-ray Structure Validation Summary Report

3MIO

Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 R 1 TO;al g T (1) 0 0
3 R 1 TO;al g T (1) 0 0
3 R 1 TO;al g T (1) 0 0
3 R 1 TO;al g T (1) 0 0
3 S 1 TO;al g T (1) 0 0
3 S 1 Togal g T (1) 0 0
3 T 1 TO;al g T (1) 0 0
3 T 1 TO;al g T (1) 0 0
3 T 1 TO;al g T (1) 0 0
3 T 1 TO;al g T (1) 0 0
3 T 1 TO;al g T ? 0 0
3 T 1 Togal g T ? 0 0
3 U 1 TO;al g T (1) 0 0
3 U 1 TO;al g T ? 0 0
3 v 1 TO;al g T ? 0 0
3 v 1 TO;al (33 T ? 0 0
3 v 1 Togal (33 T ? 0 0
3 \% 1 TO;al g T ? 0 0
3 v 1 TO;al g T ? 0 0
3 v 1 TO;al g lf ? 0 0
3 v 1 TO;al g T ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 \% 1 TO;al g T (1) 0 0
3 \% 1 TO;al g T (1) 0 0
3 W 1 TO;al g T (1) 0 0
3 W 1 TO;al g T (1) 0 0
3 X 1 TO;al g T (1) 0 0
3 X 1 Togal g T (1) 0 0
3 X 1 TO;al g T (1) 0 0
3 X 1 TO;al g T (1) 0 0
3 X 1 TO;al g T (1) 0 0
3 Y 1 TO;al g T (1) 0 0
3 Y 1 TO;al g T ? 0 0
3 Y 1 Togal g T ? 0 0
3 Z 1 TO;al g T (1) 0 0
3 7 1 TO;al g T ? 0 0
3 y/ 1 TO;al g T ? 0 0
3 y/ 1 TO;al (33 T ? 0 0
3 1 1 Togal (33 T ? 0 0
3 2 1 TO;al g T ? 0 0
3 2 1 TO;al g T ? 0 0
3 2 1 TO;al g lf ? 0 0
3 2 1 TO;al g T ? 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 2 1 TO;al g T (1) 0 0
3 2 1 TO;al g T (1) 0 0
3 2 1 TO;al g T (1) 0 0
3 2 1 TO;al g T (1) 0 0

o Molecule 4 is (2R,3S,4R)-2-[(S)-(18)-CYCLOHEX-2-EN-1-YL(HYDROXY)METHYL
|-4-ETHYL-3-HYDROXY-3-METHYL-5-OXOPYRROLIDINE-2-CARBALDEHYDE
(three-letter code: SA6) (formula: Ci5HosNOy).

ci8 civ

c1o b c16

WHulnhélm&

Cc20 NO

H "gﬁ-w\H()Fb
N le// 14

T=CT caoR) 0
Vo cas)/ o
CaR) | . o1t
s
c1—

USO

012

5, HO
06

Mol | Chain | Residues Atoms ZeroOcc | AltConf
KRN
IR S SR
e [ [N e [
IEEEE S SR
IEEEE S S
IR S R

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
IS
I
I
IS
v [ [
IS
I I
IR
e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 A 43 ngal 4% 0 0
5 B 41 T‘ﬂal 1?1 0 0
5 C 163 Tloggl 1(6)3 0 0
5 D 40 ngal ﬁ) 0 0
5 E 166 Tloggl 1(6)6 0 0
5 F 58 ngal 5% 0 0
5 G 131 Tlo?ffl 1(;1 0 0
5 H 148 Tloigl 128 0 0
5 I 52 Tg;al 502 0 0
5 ] 142 Tﬁfgl 122 0 0
5 K 45 ngal 4% 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 L 153 Tf;;l 1%)3 0 0
5 | M 40 ijoal fo 0 0
5 N 154 Tf;jl 1? 4 0 0
5 0 47 TZ?I 57 0 0
5 P 139 T]LO;S‘I 129 0 0
5 Q 38 Tg;al ?f; 0 0
5 R 170 Tlo;gl 1(7)0 0 0
5 S 42 th;‘l E 0 0
5 T 116 Tloltgl 1(1)6 0 0
5 U 49 ngal 2) 0 0
5 v 177 Tlo;?l 1(7)7 0 0
5 W 35 ngal ?% 0 0
5 X 150 Tf;gl 1(;0 0 0
5 Y 28 Tgtgal 2% 0 0
5 y/ 123 Tloztgl 1(2)3 0 0
5 1 47 th;‘l ;)7 0 0
5 2 143 TIOEI 123 0 0




Page 20 wwPDB X-ray Structure Validation Summary Report 3MIO

3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-
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: Proteasome subunit alpha

13%

. _ |
Chain A: 60% 24% L 13%
(] [ ) [ X ]
- . . o .
% (=4 [0 << < = > P - M H WO =1 P -5 = == - (3] P > o =
(] [ ] [ ] [ ] 000 [ ] [ ] 0000
N m w0 o - N © o <+ 0 (o] o = N m O N~ [ =] (] - (V] 0 O N~ (2]
e A Mped & < pod PO PO W P o © O OO © © O~ ~ (2] [ee] 0 0 0 0
493 B ¥ Bl BB BECCCRBEEBERERT~8RaRR28583
Mo ~ [ ] %] 53] = © oA - [ ) 53] = - ] "
0000 [ ]

R217
T2!6 0
5228
L230
0231
L233

e Molecule 1: Proteasome subunit alpha

8%

. _ I
Chain B: 59% 24% . 14%
[ ] [ X ]
n
<+ 0 © w0 O N < 0
o o R ] SRI{T8 3 JYIILe SR HIBETEBITETRERTE™S
v oA [ M| a3 ES o< = > =9 - =" M H 0 = =9 - = = ~ ~ o

LN J [ ]

© I~ ~ ™ © o=
S o Q- N ®
ISES o o o oo
< 0 e e B <

e Molecule 1: Proteasome subunit alpha

25%
Chain D: 50% 34% . 14%

o - 0
© = o =
©n m o (5]

(]
) e} o = o m © mm dEmoEm® ¢ 10 ©mm
- 3] m m 0 10 10 0 © © © ENNN
M| < == S | = < = =A@,

R16

| P15L @
H152 @
Vi54
V155
G158 @

| 1159 @
1160 @
E161 @
P162 @
1163 ©
4166
L167 ©®

WO RLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/validation/2016/XrayValidationReportHelp#residue_plots

3MIO

wwPDB X-ray Structure Validation Summary Report

Page 21

® veTl
@ €eq1

® T1ead

@® 8TTS

§eel

0zcH

81cd
LicH

€121

60CH

® L0TS

® §0ZA
® ©02TH

Proteasome subunit alpha

e Molecule 1

11%

27%

60%

7%

Chain F

CITL

TOoTA

L6Y

£6a

06a

S84

T84

9.4

S.4

YL

ELN

69N

YoV

294

991

vas
€41
[4ch’s
8vyd

£vY

STd

TTh

6d
85
LI

Sk

@® <T61S

061V
@ 6814

L81Y

G8TA

€871

7811

6.1a
8L1L

YLIN

TLIR
0418
6913
89T
L9771

SOTN
Y91V

291d
913
0971

Proteasome subunit alpha

841D

SGTA
HGTA

CSTH

0813

TII
[UA%S

® SETH

€113

€€TT

1ech
0€21

8¢TS

et4a
€121

® S0TA

e Molecule 1

13%

L

31%

54%

12%

Chain [

+

S8y

184

3

S.4
L1

69N

vov

294

99T

%8s
€491

o A
e 0gA

8T

Ela
STy

61T
91Y

S1d
e vy

® TV

o0 e
~
1

@ 067V
(]

L8TV

€811

6.1Q

8L1L

YLIN
€L73

® TLik
0L1S

89T
L9711
99TV

€971
291d
e 1912
0971

® 831D

€113
CTIL

0T7I

LOT1

20TA

860

€€TT

Proteasome subunit alpha

e 1ech
0€21

82TS

9TTL

£TTH

L12Hd

Ll

L0Ts
® 90cv
@ S§ocA

® €o0c1

e Molecule 1

13%

24%

60%

9%

Chain K

™ § 1 ©
L S
< o= A

684

S8y

184

LLD

w1
ELN

69N

vov

cod

96T

oM
0 0 10
M H®v

-
<
=

TEA
0EA

8T

Sey

61T

S1d

6d
8S

L8TV
98TV

€811

+

6.10
8LTL

YLIN

1STd
081

0vTH

SETH

£ETT

182l

Proteasome subunit alpha

82TS

1

612H

Ll

8021

e Molecule 1

90TV
S0TA

13%

29%

54%

14%

Chain M

R LDWIDE

O

PROTEIN DATA BANK

W



3MIO

wwPDB X-ray Structure Validation Summary Report

Page 22

L8R

S8y

3

G4
PLT
€LN
69N

YoV

294

611

L1S

S1d
v1Y

1871

@ 6.1a
8LTL

b

BLIN
® €.13

® TLIX

431

681

@ 8tcs
L]
® 9ccl

LigH

H

o000
Proteasome subunit alpha

06TV

@ 687Y

e Molecule 1

L81Y

€871

N

[52)

b

.

N

©

N

%

o

«©
R
o
e

=

or—

<

<

CTOTA

© mm < o o
) © © © N~
| = < = =

oo
0 0 10
S

o = o 0
© © © mm©o
— —
B oo oA =

o
o o
=5

. 0
N-
<

)
-
pE|

0
=
(5]

vTd

06TV
@ 6874

€871

+

6.1a
8LIL

SLTV
PLIN
@ €.1F
@ <T.LIV
TLIR
0L1Ss
@ 6913

L9771

8GTD

GSTA
P9TA

CSTH

0873

9IS

THIL

0%TY

® SETY

® €EIL

STTV

€113
ZTIL

LicH

Ll

e Molecule 1

Proteasome subunit alpha

13%

29%

56%

9%

Chain Q

ocy
611

914
ST1d

ETH

TTh

[] O oo
Q@ ) [
e Aa 3] =

€8TI

1871

6.1a
8LTL

3

L]
® €.13
®

*

® 6913

L9717
€911
C91d
1972
09TL
® 8ST)

SGTA
»STA

0sta

THIL

0vTd

STTV
110

CITL

SOTh

COTA

06a

L8R

a8y

Proteasome subunit alpha

e Molecule 1

15%

13%

30%

55%

Chain S

£60a

ELN

69N

vov

94

99T

€91
[4s)

7811

6.1a
8411

€73

L11d
9TTY

€118
zITL
1174
SOTh
TOTA

L6Y

® S€TA
e
€€TT

T2

® 6ccy
® 8tcs

1

LicH

€121

06TV
@ 687

L8TY

S8TA

€811

R LDWIDE

O

PROTEIN DATA BANK

W



3MIO

wwPDB X-ray Structure Validation Summary Report

Page 23

Proteasome subunit alpha

e Molecule 1

13%

23%

63%

11%

Chain U

20TA

860
164

S6L

184

3

QL4
bL1
E€LN
69N

YoV

294

99T

as
€8I
[4c)'s

e 8%d

(541

T7d

o
® o
==

o
L0 0
— N
o<

L8TV

S8TA

€811

1811

® TLIX
0LTS

L9T1

® €911
291d
e 1913
09TL

8GTH

SGTA
HSTA

CSTH

081

9%1S

w91a

CHIL

0vTYH

SETH

[41 %5

6CTH

PIT0
€118
CTTL

0TTI

veT

€€CT

Proteasome subunit alpha

1€2h

{144

e Molecule 1

19%

™
-
=

13%

31%

54%

Chain W

294

961

€8I
[4sp

L%S

SHN

£YY

® Tvd
e 0PI

€€1

Q
™
=

4 4

L1S
9T

e PIH

6d
85

08T

9%1S

¥y1a

L8R

b

g8y

YETT

€Ty
L1TH
v1ea

€121
(4548

b

L0cs
® 90cv
@ S0cA

@ 6874

L8TY

® 98IA

€871

6.1a
8L1L

Proteasome subunit alpha

e Molecule 1

13%

30%

56%

15%

Chain Y

164

L8TV

S8TA

® €811

81T

@ 6.1a
8LTL

b

® v.lIN
€L13

0L1S8
® 6912

L9711

@ S9IN

@® €911
291d
e 1913
09TL

841D

SGTA
YaTA

® 0813
vvia

EVIX
TYIL

ovTH

® SETY

1T1E
231
€113
TIIL
TTTd
0TI
SOTh
TOTA

264

veT
€€TT

1eTh

82TS

L1CH
oTCN

Proteasome subunit alpha

¥1ca
€121

902V
SOTA

® €0c1

@ 68TH

e Molecule 1

8%

13%

21%

64%

Chain 1

(07423

® GSETY

R LDWIDE

O

PROTEIN DATA BANK

W



3MIO

wwPDB X-ray Structure Validation Summary Report

Page 24

8TTS

9TTL
el4an

-
8%

L12H

I.I
14%

® €0T1

6814
88T1
L8TV

€811

+

78%

® 6.1a
8LTL

YLIN

0L1S

L9T1
99TV

@® €911
291d
e 1913
09TL

%o

Chain C: ©

881D

S9TA
PSTA

0873 £€TT

e Molecule 2: Proteasome subunit beta

15459 jixdi]

6094

86%a

LLva

SoPH

9S%h

SEPD

CEYH

l44

8T¥D

® 91%S

P1vd
£1%a
® T1%S
6071
88€Y
LLEY

€Led
TLEA

99€X
£9¢€1
LSeyd
zGey
SPEL
8EEQ
E£EEN
TEEA
bZEN
0ozes

L0€N
90€1

20eL
TOEL

e Molecule 2: Proteasome subunit beta

ST8Y

TISY

°/ ©°

Chain E: .

7%

16%

Ll

76%

SLPV

CTLYR

99%A
9994

T9%a

957D

9EHR

£eva
ceva

oTHY

Y1vd

® TI¥S
S6EN
TEEV
88€Y
T8EN
vLe1
€Led
TLEA
£9€1
T9€A
LGgY
st
TSEY
SYEI
£€EN
TEEA
wTeN
0zZes

CoEL
T0€L

TTey

918V
ST9Y

¢1sd

6094
808§

¥8%d

e Molecule 2: Proteasome subunit beta

8%

14%

78%

Chain G:

808S

CTLYR

S9%Y

9s%b

[4si2 8

LY%Y

SYvd

E£%%S
44745

LEVD
9EVR

(4575

0EPN

oTHY

Y1vd

® TI%S

60%1

86€T

E£6EY

88¢Y

€Led
TLEA

£9€T

T9EA

TSEY

SYEI

£EEN

TEEA

STEW

0zes

90€1

TOEL

129Y

4 5=t}

e Molecule 2: Proteasome subunit beta

8%

11%

82%

Chain H:

[44:1
G194
£8%D
S9%Y
957l
LY%Y
a4
veEvE
€eva
cevd
oTHY
Y1vd
[A34]

T6EV
T6€1

88€Y

€9€1

88€T

SEER

EEEN

TEEA

STEN
wTeN

0zes

90€1

T0€L

e Molecule 2: Proteasome subunit beta

8%

12%

80%

Chain J:

D E

O

R L DWI
PROTEIN DATA BANK

W



3MIO

wwPDB X-ray Structure Validation Summary Report

Page 25

918V
STSY

6094

9L%a

S9%Y

19%a

98%h

£EVE

oTHV

£€Thd

STHD
HTvd

TI%s

60%1

1071

88€Y

S8EI

€8€T
C8€Y

€Led
CTLEA

€9€1

{4518
TEEA

STEW

0zes

90€1

TOEL

e Molecule 2: Proteasome subunit beta

—
e 7%

12%

80%

Chain L:

L0s3a

CTLYA

S9%Y

T9%a

638%a

9s%0

Ll

ov¥d

LeVD

+

9THY
AL
€1%a
454
T0%1
96€D
88€Y
Z8¢eY

vLeT

€9€71
[4sloks

LGEY
£eeN
TEEY
TEEA
0€ea
STEW
0zes
60€d

TOEL

e Molecule 2: Proteasome subunit beta

—
8%

16%

76%

Chain N:

LLva

S9vH

9S%D

Ll

LEVD

SEPD

CEYH

0EPN
[$147:)

o9THY

LIPY
91¥S

ASLS

® T1¥S

00%Y
66€T1

88€Y

98€I

Z8eY
T8EN

g€Led
TLEA

€9¢€1
f4eloks

Lseyd

TGey

SPEI

8EEQ

£EEN

TEEA

ozes

L0€Y
90€1

TOEL

6193

STSY

[q1:t4
TISY

£€8%D

e Molecule 2: Proteasome subunit beta

—
8%

10%

82%

Chain P:

G194

c19d

808S

9L%a

CTLYR

S9%Y

98%b

4247’8

VA4S

9EVL
9THY
STH0
237
€170
(457
86€'T
88€Y
£9€'T

TGEY
TSEA

SYEI

£EEN

TEEN

0zes

TOEL

e Molecule 2: Proteasome subunit beta

14%

84%

2%

Chain R: =

£esd

§zsa

6054

G0SA

96¥%1

LL%Q

S9%Y

95%h

Svvd

£¥¥S
47474

€EYH

oTHY

Y1vd

® TI¥S

66€T1
86€T1

v6EY

88€Y

98EN

£9¢€1

LSey

TSEA

8€EQ

CEEY
TEEA

SCEN

£€TeD

0zeSs

90€1

TOEL

@ G6ESH

e Molecule 2: Proteasome subunit beta

9€SH

beayn

—
7%

12%

81%

Chain T:

D E

O

R L DWI
PROTEIN DATA BANK

W



3MIO

wwPDB X-ray Structure Validation Summary Report

Page 26

€191
6094
98%1
w9V1
[4ci28
T
LEVD
(43578
oTHY
¥Tvd
£1%a
TI%s
86€T
TBEY
88¢Y
S98¢€I
8¢gY

€9€1
29€d

09€V

6YEV

8€EQ

SEER

ceey
TEEN

9TEI

0zes

TOEL

e Molecule 2: Proteasome subunit beta

@ ¢£ggd

W szsa

96¥%1

13%
-

98%1

£8%D

LL%Q

CTLYR

veva
£EYE

0EPN
6CTH

oTHY

Y1vd

454

86€T1

85%
-

S6EN

T6EV

88€Y

8¢eY

T8EN

08€I

LLEY

€981

vaed

£€eN

CEEY
TEEA

°/ .

Chain V: :

STEN

0zes

90€1

TOEL

e Molecule 2: Proteasome subunit beta

2%

Chain X: =

—
7%

11%

82%

61538

96¥%1

£8%D

LL%Q

S9%Y

95%h

[4sip!

Ll

6CTM

ASLS

(454

60%1

CT6EY

8¢eY

€Led
TLEA

0Led

99€k

€9¢€1
c9ed

8G€T

9€EI

£€EN

TEEA

0zeSs

90€1

TOEL

e Molecule 2: Proteasome subunit beta

%

Chain Z: .

7%

11%

81%

c18d

8085

8874

£8%D

TLPT

So7H

9S%0

Ll

62YM

® ¥vIvd
£1%a
454
6071
S6EN
T6ET
8¢y
0Lex

99€k

£9¢€1
c9ogd

LGeY

TGEY

SPEI

£EEN

TEEA

0ozes

90€1

TOEL

e Molecule 2: Proteasome subunit beta

7%

11%

80%

Chain 2:

€191
2153

0781
6094

c6¥%d

¥8%d

9.%a

T

€991

L9%Y

Ll

veEYH

ceva

oTHY

6174

Y1%d

CI%s

88¢€Y

€Led
TLEA

99€X

€9€1

TSEY

SYEI

£EEN

TEEA

0zes

90€1

T0€L

D E

R L DWI
PROTEIN DATA BANK

w_ 0



Page 27 wwPDB X-ray Structure Validation Summary Report 3MIO
4 Data and refinement statistics (i)
Property Value Source
Space group P1211 Depositor
Cell constants 170.37A  118.44A 195.25A .
Depositor
a, b, c, a, B,y 90.00°  113.02°  90.00°
. 24.95 - 2.20 Depositor
Resolution (4) 2511 — 2.12 EDS
% Data completeness 92.0 (24.95-2.20) Depositor
(in resolution range) 89.2 (25.11-2.12) EDS
Rinerge 0.12 Depositor
Raym (Not available) Depositor
<IJo(l)>" 1.78 (at 2.11A) Xtriage
Refinement program CNS 1.2 Depositor
R R 0.205 , 0.234 Depositor
» Phfree 0.205 , 0.234 DCC
Rfree test set 16561 reflections (4.98%) DCC
Wilson B-factor (A?) 22.6 Xtriage
Anisotropy 0.230 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.32 , 56.1 EDS
Estimated twinning fraction 0.008 for h,-k,-h-1 Xtriage
L-test for twinning? <|L| > =049, < L* > =0.32 Xtriage
Outliers 3 of 378893 reflections (0.001%) Xtriage
F,.F. correlation 0.94 EDS
Total number of atoms 50080 wwPDB-VP
Average B, all atoms (A?) 40.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.53% 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, 0.375 respectively for untwinned datasets,
and 0.333, 0.2 for perfectly twinned datasets.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section: SA6,

DMF

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 | p\1q7 #é\ >5 | RMSZ #1% >5
1 1 0.53 | 0/1683 | 0.73 | 1/2274 (0.0%)
1 A 0.49 | 0/1679 | 0.72 | 1/2268 (0.0%)
1 B 0.52 | 0/1668 | 0.71 | 1/2253 (0.0%)
1 D 0.46 | 0/1675 | 0.69 | 1/2263 (0.0%)
1 F 051 | 0/1726 | 0.74 | 2/2332 (0.1%)
1 I 0.51 | 0/1695 | 0.73 | 4/2290 (0.2%)
1 K 051 | 0/1691 | 0.71 | 172285 (0.0%)
1 M 051 | 0/1691 | 0.74 | 2/2285 (0.1%)
1 0 0.51 | 0/1601 | 0.72 | 1/2285 (0.0%)
1 Q 0.47 | 0/1683 | 0.69 | 1/2274 (0.0%)
1 S 0.50 | 0/1690 | 0.72 | 2/2284 (0.1%)
1 U 0.49 | 0/1687 | 0.71 | 3/2279 (0.1%)
1 W | 0.44 | 0/1695 | 0.68 | 1/2290 (0.0%)
1 Y 0.48 | 0/1691 | 0.72 | 1/2285 (0.0%)
2 2 0.65 0/1666 0.79 0/2259
2 C 0.71 | 0/1662 | 0.84 | 2/2254 (0.1%)
2 D) 0.73 0/1666 0.81 0/2259
2 G 0.66 0/1662 0.77 0/2254
2 H 0.70 0/1662 0.79 0/2254
2 J 0.71 0/1662 0.81 0/2254
2 L 0.70 0/1666 0.80 0/2259
) N 0.69 | 0/1662 | 0.81 | 1/2254 (0.0%)
2 P 0.69 0/1662 0.79 0/2254
) R 0.71 | 0/1797 | 0.81 | 3/2435 (0.1%)
2 T 0.66 | 0/1666 | 0.77 | 1/2259 (0.0%)
2 v 0.70 | 0/1797 | 0.78 | 1/2435 (0.0%)
2 X 0.64 0/1666 0.78 0/2259
2 Z 0.62 0/1666 0.75 0/2259
Al | Al | 060 | 0/47207 | 0.76 | 30/63895 (0.0%)

There are no bond length outliers.
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The worst 5 of 30 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(®)
1 Y 213 | LEU N-CA-C -5.99 94.82 111.00
2 R 338 | ASP | CB-CG-OD1 | 5.80 123.52 118.30
1 M 76 | ARG | NE-CZ-NH2 | -5.77 117.42 120.30
1 I 213 | LEU N-CA-C -5.71 95.60 111.00
1 K 213 | LEU N-CA-C -5.70 95.61 111.00

There are no chirality outliers.

There are no planarity outliers.

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 1 1658 0 1659 95 0
1 A 1654 0 1651 68 0
1 B 1643 0 1639 82 0
1 D 1650 0 1648 99 0
1 F 1699 0 1696 70 0
1 I 1669 0 1668 96 0
1 K 1666 0 1670 67 0
1 M 1666 0 1670 78 0
1 O 1666 0 1670 67 0
1 Q 1658 0 1659 82 0
1 S 1665 0 1668 86 0
1 U 1662 0 1662 o1 0
1 W 1669 0 1668 70 0
1 Y 1666 0 1670 80 0
2 2 1642 0 1632 39 0
2 C 1638 0 1629 33 0
2 E 1642 0 1632 47 0
2 G 1638 0 1629 43 0
2 H 1638 0 1629 33 0
2 J 1638 0 1629 43 0
2 L 1642 0 1632 31 0
2 N 1638 0 1629 44 0
2 P 1638 0 1629 31 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
2 R 1767 0 1729 46 0
2 T 1642 0 1632 21 0
2 \Y 1767 0 1729 40 0
2 X 1642 0 1632 25 0
2 Z 1642 0 1632 26 0
3 1 5 0 7 0 0
3 2 40 0 26 27 0
3 A 10 0 14 1 0
3 B 10 0 14 2 0
3 C 35 0 49 15 0
3 D 25 0 35 6 0
3 B 30 0 42 16 0
3 F 15 0 21 1 0
3 G 45 0 63 31 0
3 H 30 0 42 12 0
3 I 10 0 14 2 0
3 J 15 0 21 7 0
3 K 20 0 28 11 0
3 L 20 0 28 5 0
3 M 20 0 28 0 0
3 N 25 0 35 26 0
3 O 15 0 21 1 0
3 P 40 0 o6 14 0
3 Q 15 0 21 9 0
3 R 25 0 35 13 0
3 S 10 0 14 1 0
3 T 30 0 42 15 0
3 U 10 0 14 8 0
3 \Y 45 0 63 48 0
3 W 10 0 14 7 0
3 X 25 0 35 7 0
3 Y 15 0 21 4 0
3 7 20 0 28 8 0
4 2 20 0 22 4 0
4 C 20 0 22 3 0
4 E 20 0 22 3 0
4 G 20 0 22 3 0
4 H 20 0 22 5 0
4 J 20 0 22 2 0
4 L 20 0 22 3 0
4 N 20 0 22 3 0
4 P 20 0 22 4 0

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 R 20 0 22 3 0
4 T 20 0 22 3 0
4 \Y 20 0 22 4 0
4 X 20 0 22 4 0
4 Z 20 0 22 3 0
d 1 47 0 0 1 0
d 2 143 0 0 7 0
d A 43 0 0 4 0
S B 41 0 0 6 0
3 C 163 0 0 10 0
3 D 40 0 0 8 0
d B 166 0 0 9 0
d F o8 0 0 5 0
3 G 131 0 0 2 0
3 H 148 0 0 7 0
D I 52 0 0 10 0
3 J 142 0 0 10 0
3 K 45 0 0 5 0
d L 153 0 0 12 0
d M 40 0 0 5 0
3 N 154 0 0 5 0
d O 47 0 0 5 0
3 P 139 0 0 6 0
5 Q 38 0 0 9 0
3 R 170 0 0 7 0
d S 42 0 0 8 0
d T 116 0 0 7 0
d U 49 0 0 4 0
3 \Y 177 0 0 14 0
S W 35 0 0 4 0
5 X 150 0 0 7 0
d Y 28 0 0 6 0
d 7 123 0 0 4 0

All All 50080 0 47491 1521 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 16.

The worst 5 of 1521 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:7:ILE:HG21 1:B:11:GLN:CG 1.63 1.27
1:F:7:ILE:CG2 1:F:11:GLN:HB3 1.65 1.27
3:R:92:DMF:H21 | 5:R:1869:HOH:O 1.30 1.23
1:0:9:PRO:HD2 1:U:15:GLU:CG 1.69 1.21
1:A:80:GLN:HE21 1:A:80:GLN:C 1.45 1.20

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.

Percentiles

o0] [100]

o] [100]

o] [100]

I | i

o] [100]

Cloo] [100]

o] [100]

I |

o] [100]

I |

o] [100]

Em | o

Cloo] [100]

o] [100]

Mol | Chain Analysed Favoured | Allowed | Outliers
1 1 211/248 (85%) 199 (94%) | 12 (6%) 0
1 211/248 (85%) 203 (96%) 8 (4%) 0
1 B 209/248 (84%) 201 (96%) 8 (4%) 0
1 D 210/248 (85%) 201 (96%) 9 (4%) 0
1 F 216/248 (87%) 209 (97%) 6 (3%) 1 (0%)
1 I 212/248 (86%) 201 (95%) | 11 (5%) 0
1 K 212/248 (86%) 202 (95%) | 10 (5%) 0
1 M 212/248 (86%) 201 (95%) | 11 (5%) 0
1 O 212/248 (86%) 199 (94%) | 13 (6%) 0
1 Q 211/248 (85%) 198 (94%) | 13 (6%) 0
1 S 212/248 (86%) 203 (96%) 9 (4%) 0
1 U 212/248 (86%) 200 (94%) | 12 (6%) 0
1 W 212/248 (86%) 199 (94%) | 13 (6%) 0
1 Y 212/248 (86%) 202 (95%) | 10 (5%) 0
2 2 221/240 (92%) | 220 (100%) | 1 (0%) 0
2 C 220/240 (92%) | 219 (100%) | 1 (0%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 E | 221/240 (92%) | 219 (99%) | 2 (1%) 0 100 ] [100]
2 G 220/240 (92%) | 218 (99%) | 2 (1%) 0 |
2 H 220/240 (92%) | 219 (100%) | 1 (0%) 0 |
2 J 220/240 (92%) | 219 (100%) | 1 (0%) 0 |
2 Lo | 221/240 (92%) | 218 (99%) | 3 (1%) 0 (100 [ 100]
2 N | 220/240 (92%) | 218 (99%) | 2 (1%) 0 100 ] [100]
2 P 220/240 (92%) | 218 (99%) | 2 (1%) 0 |
2 R 237/240 (99%) | 236 (100%) | 1 (0%) 0 |
2 T | 221/240 (92%) | 220 (100%) | 1 (0%) 0 100 | 100}
2 V 237/240 (99%) | 234 (99%) | 3 (1%) 0 |
2 X | 221/240 (92%) | 219 (99%) | 2 (1%) 0 100 ] [100]
2 7| 221/240 (92%) | 218 (99%) | 3 (1%) 0 100 [ 100]
All | All | 6084/6832 (89%) | 5913 (97%) | 170 (3%) | 1 (0%) |

All (1) Ramachandran outliers are listed below:

Mol | Chain

Res | Type

1 F

191 GLY

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 1 165/192 (86%) 158 (96%) 7 (4%) 36 44
1 164/192 (85%) 155 (94%) 9 (6%) 27 30
1 B 163/192 (85%) 154 (94%) 9 (6%) 27 30
1 D 164,/192 (85%) 152 (93%) 12 (7%) 17718
1 F 169/192 (88%) 161 (95%) 8 (5%) 32 39
1 I 166,/192 (86%) 161 (97%) 5 (3%) 48 60

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 K 166,/192 (86%) 157 (95%) 9 (5%) 27 31
1 M 166,/192 (86%) 155 (93%) | 11 ("%) 21 22
1 O 166,/192 (86%) 161 (97%) 5 (3%) 48 60
1 Q 165/192 (86%) 158 (96%) 7 (4%) 36 44
1 S 166,/192 (86%) 158 (95%) 8 (5%) 31 37
1 U 165/192 (86%) 160 (97%) 5 (3%) 48 60
1 W 166,/192 (86%) 160 (96%) 6 (4%) 42 32
1 Y 166,/192 (86%) 159 (96%) 7 (4%) 36 44
2 2 165/178 (93%) 160 (97%) 5 (3%) 48 60
2 C 165/178 (93%) | 163 (99%) | 2 (1%) 78 JﬁL
2 E 165/178 (93%) 161 (98%) 4 (2%) 57 69
2 G | 165/178 (93%) | 163 (99%) | 2(1%) | |78 [s8] |
2 H 165/178 (93%) 162 (98%) 3 (2%) 66 |79
2 J 165/178 (93%) 161 (98%) 4 (2%) 57 69
2 L 165/178 (93%) 160 (97%) 5 (3%) 48 60
2 N 165/178 (93%) 162 (98%) 3 (2%) 66 |79
2 P | 165/178 (93%) | 163 (99%) | 2 (1%) | |78 18s] |
2 R 177/178 (99%) 173 (98%) 4 (2%) 58 71
2 T 165/178 (93%) 160 (97%) 5 (3%) 48 60
2 \Y% 177/178 (99%) 173 (98%) 4 (2%) 58 71
2 X 165/178 (93%) 162 (98%) 3 (2%) 66 |79
2 / 165/178 (93%) 162 (98%) 3 (2%) 66 |79
All All 4651/5180 (90%) | 4494 (97%) | 157 (3%) 44 54
5 of 157 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
2 L 509 ARG
1 O 69 ASN
1 1 33 LEU
1 M 26 ARG
1 M 182 ARG
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 92 such

sidechains are listed below:
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Mol | Chain | Res | Type
1 M 129 HIS
1 Q 73 ASN
2 Z 456 GLN
2 N 430 ASN
1 O 80 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

137 ligands are modelled in this entry.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
3 DMF 1 249 - 4,44 0.28 0 4.4.4 0.34 0
3 DMF 2 101 - 444 0.32 0 4.4.4 0.39 0
3 DMF 2 108 - 444 0.30 0 444 0.41 0
3 DMF 2 112 - 444 0.18 0 4.4.4 0.36 0
4 | SA6 2 300 | 2 [1621,21] 259 | 5(31%) | 21,3232 | 1.92 | 8 (38%)
3 DMF 2 4 - 444 0.30 0 4.4.4 0.43 0
3 DMF 2 49 - 444 0.24 0 444 0.46 0
3 DMF 2 52 - 4,4.4 0.30 0 4,4.4 0.40 0
3 DMF 2 57 - 4,4.4 0.29 0 4,4.4 0.30 0
3 DMF 2 87 - 4,44 0.29 0 4,4.4 0.40 0
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
3 DMF A 249 - 4.4.4 0.55 0 4.4.4 0.26 0
3 DMF A 250 - 4,4,4 0.44 0 4.4.4 0.49 0
3 DMF B 249 - 4,4,4 0.27 0 4.4.4 0.39 0
3 DMF B 250 - 4,4,4 0.28 0 4.4.4 0.33 0
3 DMF C 103 - 4.4.4 0.30 0 4,44 0.33 0
3 DMF C 121 - 4.4.4 0.29 0 4.4.4 0.40 0
4 SA6 C 300 2 16,21,21 | 3.08 | 6 (37%) | 21,32,32 | 1.92 5 (23%)
3 DMF C 38 - 4,4,4 0.17 0 4.4.4 0.48 0
3 DMF C 47 - 4,44 0.52 0 4.4.4 0.22 0
3 DMF C 63 - 4.4.4 0.27 0 4.4.4 0.48 0
3 DMF C 69 - 4.4.4 0.27 0 4.4.4 0.42 0
3 DMF C 88 - 4.4,4 0.31 0 4.4.4 0.46 0
3 DMF D 249 - 4,4,4 0.55 0 4,44 0.34 0
3 DMF D 250 - 4,4,4 0.31 0 4.4.4 0.36 0
3 DMF D 251 - 4.4,4 0.29 0 4.4.4 0.39 0
3 DMF D 252 - 4,44 0.28 0 4.4.4 0.36 0
3 DMF D 253 - 4.4.4 0.25 0 4.4.4 0.31 0
3 DMF E 100 - 4.4.4 0.29 0 4.4.4 0.43 0
3 DMF E 20 - 4,4,4 0.29 0 4,44 0.42 0
3 DMF E 28 - 4,4,4 0.28 0 4,44 0.19 0
4 SA6 E 300 2 16,21,21 | 2.88 | 6 (37%) | 21,32,32 | 1.81 5 (23%)
3 DMF E 53 - 4,44 0.28 0 4.4.4 0.37 0
3 DMF E 73 - 4,4,4 0.27 0 4,44 0.40 0
3 DMF E 75 - 4,4,4 0.26 0 4.4.4 0.39 0
3 DMF F 249 - 4,4,4 0.26 0 4.4.4 0.35 0
3 DMF F 250 - 4,44 0.28 0 4.4.4 0.33 0
3 DMF F 251 - 4.4.4 0.20 0 4.4.4 0.37 0
3 DMF G 111 - 4.4.4 0.24 0 4.4.4 0.32 0
3 DMF G 119 - 4,4,4 0.27 0 4.4.4 0.33 0
3 DMF G 12 - 4,4,4 0.28 0 4,44 0.40 0
3 DMF G 24 - 4,4,4 0.29 0 4.4.4 0.38 0
4 SA6 G 300 2 16,21,21 | 3.22 7 (43%) | 21,32,32 | 1.53 3 (14%)
3 DMF G 62 - 4,4,4 0.29 0 4.4.4 0.39 0
3 DMF G 64 - 4,4,4 0.30 0 4.4.4 0.35 0
3 DMF G 70 - 4.4.4 0.67 0 444 0.29 0
3 DMF G 7 - 4,4.4 0.42 0 4,44 0.39 0
3 DMF G 98 - 4,44 0.30 0 4.4.4 0.39 0
3 DMF H 117 - 4.4.4 0.39 0 4.4.4 0.75 0
4 SA6 H 300 2 16,21,21 | 3.10 7 (43%) | 21,32,32 | 1.66 6 (28%)
3 DMF H 43 - 4,44 0.35 0 4.4.4 0.68 0
3 DMF H 66 - 4.4.4 0.29 0 4.4.4 0.39 0
3 DMF H 71 - 4.4.4 0.48 0 4.4.4 0.35 0

gPDB
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
3 DMF H 72 - 4.4.4 0.30 0 4.4.4 0.38 0
3 DMF H 91 - 4,4,4 0.27 0 4.4.4 0.43 0
3 DMF I 249 - 4,4,4 0.30 0 4.4.4 0.37 0
3 DMF I 250 - 4,4,4 0.26 0 4,44 0.31 0
3 DMF J 110 - 4,4,4 0.32 0 4,44 0.55 0
3 DMF J 123 - 4.4.4 0.29 0 4.4.4 0.38 0
4 SA6 J 300 2 16,21,21 | 3.14 | 8 (50%) | 21,32,32 | 1.58 | 4 (19%)
3 DMF J 45 - 4,4,4 0.28 0 4.4.4 0.29 0
3 DMF K 249 - 4,44 0.27 0 4.4.4 0.36 0
3 DMF K 250 - 4.4.4 0.26 0 4.4.4 0.31 0
3 DMF K 251 - 4.4.4 0.30 0 4.4.4 0.16 0
3 DMF K 252 - 4.4,4 0.27 0 4.4.4 0.34 0
4 SA6 L 300 2 16,21,21 | 3.15 7 (43%) | 21,32,32 | 1.87 | 5 (23%)
3 DMF L 36 - 4.4.4 0.31 0 4.4.4 0.43 0
3 DMF L 50 - 4.4.4 0.22 0 4.4.4 0.27 0
3 DMF L 81 - 4,4,4 0.28 0 4.4.4 0.31 0
3 DMF L 97 - 4,4,4 0.28 0 4,44 0.41 0
3 DMF M 249 - 4,4,4 0.29 0 4,44 0.40 0
3 DMF M 250 - 4,4.4 0.30 0 4.4.4 0.33 0
3 DMF M 251 - 4.4.4 0.30 0 4.4.4 0.30 0
3 DMF M 252 - 4.4.4 0.31 0 4.4.4 0.35 0
3 DMF N 104 - 4,44 0.32 0 4.4.4 0.37 0
3 DMF N 118 - 4,4,4 0.36 0 4,44 0.62 0
3 DMF N 22 - 4,4,4 0.30 0 4.4.4 0.33 0
4 SA6 N 300 2 16,21,21 | 2.83 7 (43%) | 21,32,32 | 1.70 5 (23%)
3 DMF N 90 - 4,4,4 0.29 0 4.4.4 0.42 0
3 DMF N 93 - 4,4,4 0.31 0 4.4.4 0.37 0
3 DMF ) 249 - 4,4,4 0.24 0 4,44 0.49 0
3 DMF O 250 - 4,44 0.33 0 4,44 0.37 0
3 DMF O 251 - 4,44 0.38 0 4.4.4 0.75 0
3 DMF P 107 - 4.4.4 0.22 0 4.4.4 0.42 0
3 DMF P 14 - 4,44 0.26 0 444 0.38 0
3 DMF P 2 - 4,4,4 0.26 0 4,44 0.49 0
4 SA6 P 300 2 16,21,21 | 293 | 6 (37%) | 21,32,32 | 1.74 | 5 (23%)
3 DMF P 33 - 4.4.4 0.26 0 4.4.4 0.23 0
3 DMF P 51 - 4,4,4 0.25 0 4.4.4 0.33 0
3 DMF P 56 - 4,4,4 0.29 0 4,44 0.42 0
3 DMF P 60 - 4,4,4 0.27 0 4.4.4 0.37 0
3 DMF P 86 - 4.4,4 0.28 0 4.4.4 0.38 0
3 DMF Q 249 - 4,44 0.29 0 4.4.4 0.38 0
3 DMF Q 250 - 4.4.4 0.26 0 4.4.4 0.50 0
3 DMF Q 251 - 4.4.4 0.30 0 4.4.4 0.33 0

gPDB




Page 38 wwPDB X-ray Structure Validation Summary Report 3MIO
. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
4 SA6 R 300 2 16,21,21 | 3.80 7 (43%) | 21,32,32 | 1.71 5 (23%)
3 DMF R 59 - 4,4,4 0.30 0 4,44 0.38 0
3 DMF R 80 - 4.4.4 0.28 0 4.4.4 0.35 0
3 DMF R 89 - 4.4.4 0.38 0 444 0.64 0
3 DMF R 92 - 4,44 0.28 0 4.4.4 0.37 0
3 DMF R 95 - 4,4,4 0.32 0 4.4.4 0.36 0
3 DMF S 249 - 4,4,4 0.27 0 4,44 0.34 0
3 DMF S 250 - 4,4,4 0.64 0 4.4.4 0.34 0
3 DMF T 10 - 4,44 0.33 0 4,44 0.48 0
3 DMF T 102 - 4.4.4 0.15 0 4.4.4 0.12 0
3 DMF T 113 - 4.4.4 0.23 0 4.4.4 0.40 0
3 DMF T 115 - 4.4,4 0.30 0 4.4.4 0.46 0
3 DMF T 29 - 4,4,4 0.28 0 4.4.4 0.37 0
4 SA6 T 300 2 16,21,21 | 3.26 7 (43%) | 21,32,32 | 1.90 5 (23%)
3 DMF T 84 - 4.4.4 0.08 0 444 0.15 0
3 DMF U 249 - 4,4,4 0.27 0 4.4.4 0.32 0
3 DMF U 250 - 4,4,4 0.65 0 444 0.31 0
3 DMF \Y% 109 - 4,4,4 0.21 0 4,44 0.29 0
3 DMF \Y% 116 - 4,4.4 0.42 0 4.4.4 0.98 0
3 DMF \Y% 120 - 4.4.4 0.32 0 4.4.4 0.41 0
3 DMF \Y% 27 - 4.4.4 0.28 0 4.4.4 0.32 0
4 SA6 \Y% 300 2 16,21,21 | 3.25 8 (50%) | 21,32,32| 1.43 3 (14%)
3 DMF \Y% 32 - 4,44 0.29 0 4.4.4 0.45 0
3 DMF \Y% 39 - 4.4.4 0.31 0 4.4.4 0.35 0
3 DMF \Y% 42 - 4.4.4 0.28 0 4.4.4 0.44 0
3 DMF \Y% 82 - 4,4,4 0.32 0 4.4.4 0.39 0
3 DMF \Y% 83 - 4,4,4 0.23 0 4,44 0.40 0
3 DMF W 249 - 4,4,4 0.29 0 4.4.4 0.38 0
3 DMF W 250 - 4,4,4 0.28 0 4,44 0.41 0
3 DMF X 122 - 4,44 0.29 0 444 0.33 0
3 DMF X 15 - 4.4.4 0.30 0 444 0.43 0
3 DMF X 16 - 4,44 0.27 0 4.4.4 0.37 0
4 SA6 X 300 2 16,21,21 | 3.14 | 8 (50%) | 21,32,32 | 1.65 2 (9%)
3 DMF X 40 - 4.4.4 0.30 0 4.4.4 0.38 0
3 DMF X 41 - 4.4.4 0.52 0 444 0.33 0
3 DMF Y 249 - 4,4,4 0.30 0 4.4.4 0.40 0
3 DMF Y 250 - 4,4,4 0.62 0 4.4.4 0.30 0
3 DMF Y 251 - 4,4,4 0.29 0 4.4.4 0.39 0
3 DMF Z 114 - 4.4,4 0.32 0 4.4.4 0.42 0
3 DMF / 18 - 4,44 0.22 0 4.4.4 0.40 0
4 SA6 Z 300 2 16,21,21 | 3.36 | 9 (56%) | 21,32,32 | 1.64 | 4 (19%)
3 DMF Z 54 - 4,4,4 0.33 0 4,44 0.44 0

gPDB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | | RMSZ | #(7| > 2| Counts | RMSZ | #|Z| > 2
3 DMF Z 94 - 4.4.4 0.26 0 4.4.4 0.36 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. ’-’
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 DMF 1 249 - - 0/2/2/2 |0/0/0/0
3 DMF 2 101 - - 0/2/2/2 |0/0/0/0
3 DMF 2 108 - - 0/2/2/2 |0/0/0/0
3 DMF 2 112 - - 0/2/2/2 |0/0/0/0
4 SA6 2 300 2 - 0/6/47/47 1 0/2/2/2
3 DMF 2 4 - - 0/2/2/2 |0/0/0/0
3 DMF 2 49 - - 0/2/2/2 |0/0/0/0
3 DMF 2 52 - - 0/2/2/2 10/0/0/0
3 DMF 2 57 - - 0/2/2/2 |0/0/0/0
3 DMF 2 87 - - 0/2/2/2 |0/0/0/0
3 DMF A 249 - - 0/2/2/2 |0/0/0/0
3 DMF A 250 - - 0/2/2/2 |0/0/0/0
3 DMF B 249 - - 0/2/2/2 |0/0/0/0
3 DMF B 250 - - 0/2/2/2 |0/0/0/0
3 DMF C 103 - - 0/2/2/2 10/0/0/0
3 DMF C 121 - - 0/2/2/2 |0/0/0/0
4 SA6 C 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF C 38 - - 0/2/2/2 |0/0/0/0
3 DMF C 47 - - 0/2/2/2 |0/0/0/0
3 DMF C 63 - - 0/2/2/2 |0/0/0/0
3 DMF C 69 - - 0/2/2/2 |0/0/0/0
3 DMF C 88 - - 0/2/2/2 |0/0/0/0
3 DMF D 249 - - 0/2/2/2 |0/0/0/0
3 DMF D 250 - - 0/2/2/2 |0/0/0/0
3 DMF D 251 - - 0/2/2/2 |0/0/0/0
3 DMF D 252 - - 0/2/2/2 |0/0/0/0
3 DMF D 253 - - 0/2/2/2 |0/0/0/0
3 DMF E 100 - - 0/2/2/2 |0/0/0/0
3 DMF E 20 - - 0/2/2/2 |0/0/0/0
3 DMF E 28 - - 0/2/2/2 |0/0/0/0
4 SA6 E 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF E 53 - - 0/2/2/2 10/0/0/0
3 DMF E 73 - - 0/2/2/2 |0/0/0/0
3 DMF E 75 - - 0/2/2/2 |0/0/0/0
3 DMF F 249 - - 0/2/2/2 10/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 DMF F 250 - - 0/2/2/2 |0/0/0/0
3 DMF F 251 - - 0/2/2/2 |0/0/0/0
3 DMF G 111 - - 0/2/2/2 |0/0/0/0
3 DMF G 119 - - 0/2/2/2 | 0/0/0/0
3 DMF G 12 - - 0/2/2/2 |0/0/0/0
3 DMF G 24 - - 0/2/2/2 |0/0/0/0
4 SA6 G 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF G 62 - - 0/2/2/2 |0/0/0/0
3 DMF G 64 - - 0/2/2/2 |0/0/0/0
3 DMF G 70 - - 0/2/2/2 |0/0/0/0
3 DMF G 7 - - 0/2/2/2 |0/0/0/0
3 DMF G 98 - - 0/2/2/2 |0/0/0/0
3 DMF H 117 - - 0/2/2/2 |0/0/0/0
4 SA6 H 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF H 43 - - 0/2/2/2 |0/0/0/0
3 DMF H 66 - - 0/2/2/2 |0/0/0/0
3 DMF H 71 - - 0/2/2/2 |0/0/0/0
3 DMF H 72 - - 0/2/2/2 10/0/0/0
3 DMF H 91 - - 0/2/2/2 |0/0/0/0
3 DMF I 249 - - 0/2/2/2 |0/0/0/0
3 DMF I 250 - - 0/2/2/2 |0/0/0/0
3 DMF J 110 - - 0/2/2/2 |0/0/0/0
3 DMF J 123 - - 0/2/2/2 |0/0/0/0
4 SA6 J 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF J 45 - - 0/2/2/2 10/0/0/0
3 DMF K 249 - - 0/2/2/2 |0/0/0/0
3 DMF K 250 - - 0/2/2/2 |0/0/0/0
3 DMF K 251 - - 0/2/2/2 |0/0/0/0
3 DMF K 252 - - 0/2/2/2 |0/0/0/0
4 SA6 L 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF L 36 - - 0/2/2/2 |0/0/0/0
3 DMF L 50 - - 0/2/2/2 |0/0/0/0
3 DMF L 81 - - 0/2/2/2 |0/0/0/0
3 DMF L 97 - - 0/2/2/2 |0/0/0/0
3 DMF M 249 - - 0/2/2/2 |0/0/0/0
3 DMF M 250 - - 0/2/2/2 |0/0/0/0
3 DMF M 251 - - 0/2/2/2 |0/0/0/0
3 DMF M 252 - - 0/2/2/2 |0/0/0/0
3 DMF N 104 - - 0/2/2/2 |0/0/0/0
3 DMF N 118 - - 0/2/2/2 |0/0/0/0
3 DMF N 22 - - 0/2/2/2 |0/0/0/0
4 SA6 N 300 2 - 0/6/47/47 1 0/2/2/2

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 DMF N 90 - - 0/2/2/2 |0/0/0/0
3 DMF N 93 - - 0/2/2/2 |0/0/0/0
3 DMF O 249 - - 0/2/2/2 |0/0/0/0
3 DMF O 250 - - 0/2/2/2 | 0/0/0/0
3 DMF O 251 - - 0/2/2/2 |0/0/0/0
3 DMF P 107 - - 0/2/2/2 |0/0/0/0
3 DMF P 14 - - 0/2/2/2 |0/0/0/0
3 DMF P 2 - - 0/2/2/2 |0/0/0/0
4 SA6 P 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF P 33 - - 0/2/2/2 |0/0/0/0
3 DMF P 51 - - 0/2/2/2 |0/0/0/0
3 DMF P 56 - - 0/2/2/2 |0/0/0/0
3 DMF P 60 - - 0/2/2/2 |0/0/0/0
3 DMF P 86 - - 0/2/2/2 |0/0/0/0
3 DMF Q 249 - - 0/2/2/2 |0/0/0/0
3 DMF Q 250 - - 0/2/2/2 |0/0/0/0
3 DMF Q 251 - - 0/2/2/2 |0/0/0/0
4 SA6 R 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF R 59 - - 0/2/2/2 |0/0/0/0
3 DMF R 80 - - 0/2/2/2 |0/0/0/0
3 DMF R 89 - - 0/2/2/2 |0/0/0/0
3 DMF R 92 - - 0/2/2/2 |0/0/0/0
3 DMF R 95 - - 0/2/2/2 |0/0/0/0
3 DMF S 249 - - 0/2/2/2 |0/0/0/0
3 DMF S 250 - - 0/2/2/2 10/0/0/0
3 DMF T 10 - - 0/2/2/2 |0/0/0/0
3 DMF T 102 - - 0/2/2/2 |0/0/0/0
3 DMF T 113 - - 0/2/2/2 |0/0/0/0
3 DMF T 115 - - 0/2/2/2 |0/0/0/0
3 DMF T 29 - - 0/2/2/2 |0/0/0/0
4 SA6 T 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF T 84 - - 0/2/2/2 |0/0/0/0
3 DMF U 249 - - 0/2/2/2 |0/0/0/0
3 DMF U 250 - - 0/2/2/2 |0/0/0/0
3 DMF \Y 109 - - 0/2/2/2 |0/0/0/0
3 DMF \Y 116 - - 0/2/2/2 |0/0/0/0
3 DMF \Y 120 - - 0/2/2/2 |0/0/0/0
3 DMF \Y 27 - - 0/2/2/2 |0/0/0/0
4 SA6 \Y% 300 2 - 0/6/47/47 | 0/2/2/2
3 DMF \Y% 32 - - 0/2/2/2 |0/0/0/0
3 DMF \Y% 39 - - 0/2/2/2 |0/0/0/0
3 DMF \Y 42 - - 0/2/2/2 10/0/0/0

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
3 DMF \% 82 - 0/2/2/2 |0/0/0/0
3 DMF \Y% 83 - 0/2/2/2 |0/0/0/0
3 DMF W 249 - 0/2/2/2 |0/0/0/0
3 DMF W 250 - 0/2/2/2 | 0/0/0/0
3 DMF X 122 - 0/2/2/2 |0/0/0/0
3 DMF X 15 - 0/2/2/2 |0/0/0/0
3 DMF X 16 - 0/2/2/2 |0/0/0/0
4 SA6 X 300 2 0/6/47/47 | 0/2/2/2
3 DMF X 40 - 0/2/2/2 |0/0/0/0
3 DMF X 41 - 0/2/2/2 |0/0/0/0
3 DMF Y 249 - 0/2/2/2 |0/0/0/0
3 DMF Y 250 - 0/2/2/2 |0/0/0/0
3 DMF Y 251 - 0/2/2/2 |0/0/0/0
3 DMF 7 114 - 0/2/2/2 |0/0/0/0
3 DMF Z 18 - 0/2/2/2 |0/0/0/0
4 SA6 Z 300 2 0/6/47/47 | 0/2/2/2
3 DMF Z 54 - 0/2/2/2 |0/0/0/0
3 DMF Z 94 - 0/2/2/2 10/0/0/0

The worst 5 of 98 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
4 R 300 | SA6 | C7-N9 | -4.49 1.29 1.34
4 L 300 | SA6 | C7-N9 | -3.83 1.29 1.34
4 C 300 | SA6 | C7-N9 | -3.35 1.30 1.34
4 Z 300 | SA6 | C7-N9 | -3.09 1.30 1.34
4 H 300 | SA6 | C7-N9 | -2.70 1.31 1.34

The worst 5 of 65 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°®) | Ideal(?)
4 X 300 | SA6 | C4-C3-C7 | -5.22 99.79 104.25
4 T 300 | SA6 | C4-C3-C7 | -5.03 99.95 104.25
4 R 300 | SA6 | C4-C3-C7 | -4.59 100.32 104.25
4 C 300 | SA6 | C4-C3-C7 | -4.57 100.34 104.25
4 P 300 | SA6 | C4-C3-C7 | -4.56 100.35 104.25

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

105 monomers are involved in 314 short contacts:

O R L D

W I DE
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 2 101 | DMF 2 0
3 2 108 | DMF 5 0
3 2 112 | DMF 7 0
4 2 300 | SAG6 4 0
3 2 4 DMF 8 0
3 2 49 | DMF 1 0
3 2 52 | DMF 2 0
3 2 87 | DMF 2 0
3 A 249 | DMF 1 0
3 B 249 | DMF 2 0
3 C 103 | DMF 8 0
4 C 300 | SAG6 3 0
3 C 38 | DMF 3 0
3 C 47 | DMF 1 0
3 C 63 | DMF 1 0
3 C 69 | DMF 1 0
3 C 88 | DMF 1 0
3 D 251 | DMF 4 0
3 D 253 | DMF 2 0
3 E 100 | DMF 2 0
3 E 20 | DMF 4 0
3 E 28 | DMF 1 0
4 E 300 | SAG6 3 0
3 E 53 | DMF 2 0
3 E 73 | DMF 3 0
3 E 75 | DMF 4 0
3 F 250 | DMF 1 0
3 G 111 | DMF 1 0
3 G 119 | DMF 11 0
3 G 12 | DMF 4 0
3 G 24 | DMF 2 0
4 G 300 | SA6 3 0
3 G 62 | DMF 1 0
3 G 64 | DMF 9 0
3 G 70 | DMF 1 0
3 G 98 | DMF 2 0
3 H 117 | DMF 2 0
4 H 300 | SAG6 5 0
3 H 43 | DMF 4 0
3 H 66 | DMF 3 0
3 H 71 | DMF 1 0
3 H 91 | DMF 2 0
3 I 250 | DMF 2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 J 123 | DMF 6 0
4 J 300 | SA6 2 0
3 J 45 | DMF 1 0
3 K 249 | DMF 1 0
3 K 250 | DMF 4 0
3 K 251 | DMF 3 0
3 K 252 | DMF 3 0
4 L 300 | SA6 3 0
3 L 81 | DMF 1 0
3 L 97 | DMF 4 0
3 N 104 | DMF 7 0
3 N 118 | DMF 4 0
3 N 22 | DMF 4 0
4 N 300 | SA6 3 0
3 N 90 | DMF 7 0
3 N 93 | DMF 4 0
3 O 250 | DMF 1 0
3 P 107 | DMF 5 0
3 P 14 | DMF 5 0
3 P 2 DMF 1 0
4 P 300 | SA6 4 0
3 P 33 | DMF 3 0
3 Q 249 | DMF 2 0
3 Q 250 | DMF 6 0
3 Q 251 | DMF 1 0
4 R 300 | SA6 3 0
3 R 59 | DMF 9 0
3 R 80 | DMF 1 0
3 R 92 | DMF 2 0
3 R 95 | DMF 1 0
3 S 249 | DMF 1 0
3 T 102 | DMF 3 0
3 T 113 | DMF 5 0
3 T 115 | DMF 1 0
3 T 29 | DMF 3 0
4 T 300 | SA6 3 0
3 T 84 | DMF 3 0
3 U 250 | DMF 8 0
3 A% 116 | DMF 6 0
3 A% 120 | DMF 8 0
3 \Y% 27 | DMF 8 0
4 \Y% 300 | SA6 4 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 \Y% 32 | DMF 5 0
3 \Y% 39 | DMF 1 0
3 A% 42 | DMF 7 0
3 \Y% 82 | DMF 2 0
3 \Y 83 | DMF 11 0
3 W 249 | DMF 2 0
3 W 250 | DMF 5 0
3 X 122 | DMF 1 0
3 X 15 | DMF 1 0
3 X 16 | DMF 3 0
4 X 300 | SA6 4 0
3 X 40 | DMF 1 0
3 X 41 | DMF 1 0
3 Y 249 | DMF 1 0
3 Y 250 | DMF 1 0
3 Y 251 | DMF 2 0
3 Z 18 | DMF 2 0
4 Z 300 | SA6 3 0
3 7 54 | DMF 3 0
3 7 94 | DMF 3 0

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 1 215/248 (86%) 0.46 19, 48, 88, 109 0
1 A 215/248 (86%) 0.75 20, 54, 91, 107 0
1 B 213/248 (85%) 0.52 20, 49, 88, 106 0
1 D 214/248 (86%) 1.33 20, 65, 98, 110 0
1 F 220/248 (88%) 0.53 17, 48, 86, 104 0
1 I 216,248 (87%) 0.64 18, 52, 92, 108 0
1 K 216/248 (87%) 0.60 E'E 21, 55, 92, 107 0
1 M 216/248 (87%) 0.77 | 18, 53, 92, 104 0
1 O 216/248 (87%) 0.63 | 17, 49, 87, 102 0
1 Q 215/248 (86%) 0.56 E' 22, 50, 86, 99 0
1 S 216/248 (87%) 0.78 | 20, 56, 91, 104 0
1 U 216/248 (87%) 0.54 | 16, 49, 86, 102 0
1 W 216/248 (87%) 1.05 | 20, 63, 94, 107 0
1 Y 216/248 (87%) 0.88 | 22, 58, 94, 123 0
2 2 223/240 (92%) -0.42 | 11, 21, 45, 65 0
2 C | 222/240 (92%) L0.47 85] | 8204879 0
2 E 223/240 (92%) -0.44 | 8, 20, 46, 63 0
2 G 222/240 (92%) -0.43 | 10, 23, 53, 75 0
2 H 222/240 (92%) -0.46 9, 23, 50, 71 0
2 J 222 /240 (92%) -0.44 9, 21, 49, 70 0
2 L 223/240 (92%) -0.40 8, 21, 46, 66 0
2 N 222 /240 (92%) -0.43 8, 21, 47, 79 0
2 P 222/240 (92%) -0.45 10, 23, 49, 73 0
2 R 239/240 (99%) -0.46 8, 20, 55, 83 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?%) | Q<0.9
2 T 223/240 (92%) -0.34 1(0%) 1934193 10, 24, 53, 72 0
2 \Y 239/240 (99%) -0.44 3(1%) 179 78 8, 20, 63, 91 0
2 X 223/240 (92%) -0.42 4 (1%) 71 70 10, 24, 56, 73 0
2 Z 223/240 (92%) -0.38 3(1%) 7978 11, 24, 52, 69 0
All All 6168/6832 (90%) 0.13 452 (T%) 181 | 17 8, 33, 84, 123 0

The worst 5 of 452 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
I 6 PHE 8.7
M 203 | LEU 7.7
S 7 ILE 7.2
I

Y

203 | LEU 7.1
8 SER 7.0

= = = =] =

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 carbohydrates in this entry.

6.4 Ligands (i)

In the following table, the Atoms column lists the number of modelled atoms in the group and the
number defined in the chemical component dictionary. LLDF column lists the quality of electron
density of the group with respect to its neighbouring residues in protein, DNA or RNA chains.
The B-factors column lists the minimum, median, 95" percentile and maximum values of B factors
of atoms in the group. The column labelled ‘Q< 0.9 lists the number of atoms with occupancy
less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 | DMF | P P 5/5 0.82 | 0.31 | 35.44 | 62,62,64,64 0
3 DMF N 118 5/5 0.92 0.37 | 27.20 20,20,20,20 0
3 DMF G 24 5/5 0.80 0.40 | 25.36 65,67,68,68 0
3 DMF T 84 5/5 0.68 0.45 | 25.34 59,59,60,62 0
3 DMF C 63 5/5 0.80 0.23 | 21.50 58,59,59,60 0

Continued on nect page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 DMF \Y% 27 5/5 0.87 0.32 | 20.52 63,63,64,64 0
3 DMF E 20 5/5 0.84 0.44 | 20.44 76,77,77,78 0
3 DMF G 111 5/5 0.86 0.40 | 20.15 20,20,20,20 0
3 DMF D 252 5/5 0.86 0.33 | 17.30 20,20,20,20 0
3 DMF N 93 5/5 0.88 0.32 | 17.16 20,20,20,20 0
3 DMF 2 87 5/5 0.96 0.37 | 16.59 20,20,20,20 0
3 DMF L 81 5/5 0.61 0.51 | 16.24 59,60,61,62 0
3 DMF \Y% 120 5/5 0.84 0.39 | 15.58 20,20,20,20 0
3 DMF T 102 5/5 0.80 0.43 | 15.45 20,20,20,20 0
3 DMF R 59 5/5 0.77 0.43 | 14.81 54,55,57,57 0
3 DMF 2 108 5/5 0.83 0.45 | 14.76 20,20,20,20 0
3 DMF 2 112 5/5 0.79 0.48 14.41 20,20,20,20 0
3 DMF Z 18 5/5 0.80 0.28 | 14.41 55,55,55,55 0
3 DMF D 253 5/5 0.52 0.45 14.21 20,20,20,20 0
3 | DMF | C 88 | 5/5 0.88 | 0.43 | 14.12 20,20,20,20 0
3 DMF Z 114 5/5 0.80 0.45 | 14.09 20,20,20,20 0
3 DMF H 117 5/5 0.76 0.42 | 13.64 20,20,20,20 0
3 DMF \Y% 82 5/5 0.78 0.36 | 13.62 45,47,47,48 0
3 DMF F 249 5/5 0.64 0.43 | 13.62 90,91,91,91 0
3 DMF Z 94 5/5 0.87 0.45 | 13.61 20,20,20,20 0
3 DMF \Y% 109 5/5 0.85 042 | 13.37 20,20,20,20 0
3 DMF X 122 5/5 0.65 0.33 | 13.18 20,20,20,20 0
3 DMF R 95 5/5 0.77 0.43 | 13.15 20,20,20,20 0
3 DMF R 89 5/5 0.85 0.39 | 13.13 20,20,20,20 0
3 DMF M 252 5/5 0.89 0.29 | 13.12 20,20,20,20 0
3 DMF C 103 5/5 0.82 0.42 | 13.07 20,20,20,20 0
3 DMF T 113 5/5 0.86 0.48 | 13.06 20,20,20,20 0
3 DMF J 123 5/5 0.87 0.53 | 13.01 20,20,20,20 0
3 DMF G 64 5/5 0.79 0.40 | 12.93 66,68,68,69 0
3 DMF G 119 5/5 0.85 0.44 12.72 20,20,20,20 0
3 DMF \Y% 42 5/5 0.90 0.27 | 12.71 58,58,59,61 0
3 DMF J 110 5/5 0.84 0.44 12.44 20,20,20,20 0
3 DMF N 104 5/5 0.74 0.48 12.22 20,20,20,20 0
3 DMF N 90 5/5 0.93 0.32 | 12.13 20,20,20,20 0
3 DMF G 70 5/5 0.81 0.28 | 12.06 37,38,41,41 0
3 DMF p 107 5/5 0.89 0.34 | 12.02 20,20,20,20 0
3 |DMF| O | 249 | 5/5 0.89 | 0.19 | 11.89 | 39,40,41,41 0
3 DMF E 28 5/5 0.58 0.34 | 11.58 61,61,63,64 0
3 DMF T 115 5/5 0.92 0.39 | 11.57 20,20,20,20 0
3 DMF C 47 5/5 0.82 0.26 11.40 61,62,62,62 0
3 DMF G 98 5/5 0.88 0.45 | 11.38 20,20,20,20 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 | DMF J 15 | 5/5 052 | 0.43 | 1L.11 41,43,45,46 0
3 DMF 2 57 5/5 0.71 0.34 | 11.07 54,56,57,57 0
3 |DMF | A | 250 | 5/5 0.85 | 0.27 | 10.98 | 39,41,42,44 0
3 DMF Y 249 5/5 0.93 0.22 | 10.83 62,64,64,65 0
3 DMF P 14 5/5 0.86 0.28 | 10.78 56,58,58,59 0
3 DMF 2 52 5/5 0.74 0.27 | 10.68 T77,77,78,78 0
3 DMF 2 49 5/5 0.76 0.33 | 10.29 57,57,57,58 0
3 DMF Y 251 5/5 0.84 0.53 9.94 20,20,20,20 0
3 DMF O 251 5/5 0.73 0.35 9.60 20,20,20,20 0
3 DMF \Y% 39 5/5 0.74 0.29 9.10 60,60,61,61 0
3 DMF H 43 5/5 0.90 0.27 8.99 82,82,83,83 0
3 DMF B 250 5/5 0.76 0.30 8.98 53,53,55,55 0
3 DMF H 72 5/5 0.86 0.44 8.93 20,20,20,20 0
3 DMF X 41 5/5 0.81 0.26 8.71 61,61,62,62 0
3 DMF K 250 5/5 0.85 0.33 8.29 77,78,79,79 0
3 DMF F 251 5/5 0.82 0.26 8.06 54,54,55,55 0
3 DMF M 251 5/5 0.55 0.34 8.04 64,64,66,66 0
3 DMF X 16 5/5 0.83 0.22 7.93 86,86,86,86 0
3 DMF 2 101 5/5 0.87 0.38 7.76 20,20,20,20 0
3 DMF K 251 5/5 0.71 0.37 7.52 63,63,64,64 0
3 DMF G 7 5/5 0.87 0.24 7.32 49,50,50,51 0
3 DMF W 250 5/5 0.91 0.22 7.22 63,63,64,64 0
3 DMF G 12 5/5 0.88 0.33 7.20 60,61,62,63 0
3 DMF Z 54 5/5 0.75 0.24 7.12 58,59,60,61 0
3 DMF G 62 5/5 0.75 0.29 6.93 72,73,73,74 0
3 DMF A 249 5/5 0.84 0.27 6.88 44,4444, 44 0
3 DMF L 97 5/5 0.91 0.28 6.82 20,20,20,20 0
3 DMF p 56 5/5 0.92 0.19 6.77 59,60,60,61 0
3 DMF 2 4 5/5 0.88 0.22 6.73 62,62,62,62 0
3 DMF L 36 5/5 0.84 0.21 6.52 41,42,43,43 0
3 DMF E 53 5/5 0.77 0.25 6.10 56,57,58,59 0
3 DMF I 250 5/5 0.92 0.22 6.09 41,41,42,42 0
3 DMF P 60 5/5 0.81 0.24 5.88 68,69,69,69 0
3 DMF D 249 5/5 0.86 0.24 5.83 53,53,53,54 0
3 DMF O 250 5/5 0.87 0.21 5.75 44,45,46,48 0
3 DMF F 250 5/5 0.86 0.24 5.67 56,56,58,59 0
3 DMF T 10 5/5 0.80 0.33 5.47 71,72,72,74 0
3 DMF T 29 5/5 0.88 0.22 5.36 76,76,76,76 0
3 DMF S 250 5/5 0.81 0.19 5.10 59,59,60,61 0
3 DMF D 251 5/5 0.86 0.27 5.07 94,95,96,96 0
3 DMF M 250 5/5 0.78 0.26 5.05 60,61,61,62 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 DMF U 249 5/5 0.83 0.24 5.03 40,40,44,45 0
3 DMF B 249 5/5 0.88 0.21 5.01 50,51,51,53 0
3 DMF S 249 5/5 0.91 0.25 4.88 54,54,55,56 0
3 | DMF | Q | 249 5/5 0.92 | 0.22 | 4.82 18,48,49,49 0
3 DMF W 249 5/5 0.83 0.25 4.61 69,70,71,72 0
3 DMF \Y% 83 5/5 0.88 0.22 4.57 58,59,60,62 0
3 DMF \% 32 5/5 0.93 0.18 4.39 73,74,74,74 0
3 DMF U 250 5/5 0.88 0.21 4.22 49,50,51,51 0
3 DMF E 75 5/5 0.89 0.23 3.82 64,64,64,65 0
3 DMF K 249 5/5 0.80 0.21 3.78 49,50,51,52 0
3 DMF X 15 5/5 0.85 0.23 3.73 66,67,68,70 0
3 |DMF | Y | 250 5/5 0.88 | 0.20 | 3.55 42,42 44,44 0
3 DMF M 249 5/5 0.84 0.18 3.50 46,47,48,48 0
3 DMF D 250 5/5 0.87 0.21 3.12 61,63,64,65 0
3 DMF Q 250 5/5 0.84 0.28 3.06 84,85,85,86 0
3 DMF Q 251 5/5 0.91 0.19 2.67 53,53,56,57 0
3 | DMF 1 249 | 5/5 091 | 0.14 | 2.66 45,47 48,49 0
3 | DMF I 249 | 5/5 0.93 | 0.18 | 2.45 10,42,42,43 0
3 DMF R 92 5/5 0.94 0.33 1.56 20,20,20,20 0
3 DMF L 50 5/5 0.82 0.20 1.14 55,56,57,57 0
4 SA6 L 300 | 20/20 0.93 0.10 0.60 16,19,26,27 0
4 | SAG H | 300 | 20/20 | 0.92 | 0.11 | 0.56 16,21,23,24 0
3 DMF R 80 5/5 0.88 0.19 0.48 74,75,76,76 0
4 SA6 R 300 | 20/20 0.95 0.10 0.44 12,21,24,31 0
4 SA6 C 300 | 20/20 0.96 0.10 0.30 16,19,24,24 0
4 SA6 Z 300 | 20/20 0.94 0.10 0.26 17,19,22,25 0
4 | SAG V| 300 | 20/20 | 0.94 | 0.10 | 0.24 15,17,21,22 0
4 SA6 N 300 | 20/20 0.94 0.10 0.22 13,18,23,26 0
4 SA6 2 300 | 20/20 0.95 0.11 0.19 17,20,28,29 0
4 SA6 p 300 | 20/20 0.96 0.09 0.12 16,20,28,29 0
4 SA6 J 300 | 20/20 0.96 0.08 0.04 12,19,24,27 0
4 SA6 E 300 | 20/20 0.95 0.09 | -0.02 12,18,21,24 0
4 SA6 X 300 | 20/20 0.96 0.09 | -0.14 15,17,23,25 0
4 SA6 T 300 | 20/20 0.94 0.10 | -0.17 17,22,28,29 0
4 | SAG G | 300 | 20/20 | 0.94 | 0.09 | -0.20 11,19,22,24 0
3 DMF P 33 5/5 0.82 0.20 - 65,66,66,66 0
3 DMF H 71 5/5 0.91 0.28 - 54,55,55,56 0
3 DMF E 100 5/5 0.88 0.46 - 20,20,20,20 0
3 DMF \Y% 116 5/5 0.92 0.21 - 20,20,20,20 0
3 DMF E 73 5/5 0.64 0.52 - 120,120,121,121 0
3 DMF C 69 5/5 0.92 0.25 - 48,48,50,50 0
3 DMF K 252 5/5 0.78 0.37 - 80,81,82,82 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
3 DMF H 66 5/5 0.80 0.31 - 69,69,69,70 0
3 DMF P 86 5/5 0.83 0.50 - 20,20,20,20 0
3 DMF C 121 5/5 0.88 0.24 - 20,20,20,20 0
3 DMF H 91 5/5 0.86 0.31 - 20,20,20,20 0
3 DMF N 22 5/5 0.88 0.29 - 44.,45,49,50 0
3 DMF p 51 5/5 0.81 0.23 - 75,76,76,77 0
3 DMF X 40 5/5 0.73 0.29 - 84,85,85,85 0
3 DMF C 38 5/5 0.92 0.24 - 64,64,65,65 0

6.5 Other polymers (i)

There are no such residues in this entry.


http://wwpdb.org/validation/2016/XrayValidationReportHelp#fit_nonstandard_and_ligands

	Overall quality at a glance i
	Entry composition i
	Residue-property plots i
	Data and refinement statistics i
	Model quality i
	Standard geometry i
	Too-close contacts i
	Torsion angles i
	Protein backbone i
	Protein sidechains i
	RNA i

	Non-standard residues in protein, DNA, RNA chains i
	Carbohydrates i
	Ligand geometry i
	Other polymers i
	Polymer linkage issues i

	Fit of model and data i 
	Protein, DNA and RNA chains i 
	Non-standard residues in protein, DNA, RNA chains i 
	Carbohydrates i 
	Ligands i 
	Other polymers i 


