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

We welcome your comments at validation@mail.wwpdb.org
A user guide is available at
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 3.40 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 I M 0.274
Clashscore N 0 . 01
Ramachandran outliers | I 2 4%
Sidechain outliers I | I 6.3%
RSRZ outliers NN I 4.8%
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 ree 01344 1476 (3.50-3.30)
Clashscore 102246 1611 (3.50-3.30)
Ramachandran outliers 100387 1571 (3.50-3.30)
Sidechain outliers 100360 1571 (3.50-3.30)
RSRZ outliers 91569 1485 (3.50-3.30)

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

%

1 A 427 57% 38%

5%

1 B 427 61% 35%
&

1 C 427 60% 35%
%

1 D 427 62% 35%
%

1 E 427 57% 38%

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

Mol | Chain | Length Quality of chain
1 F 427 = 59% 36% .
1 G 427 = 59% 37% .
1 H 427 = 63% 32% B
1 I 427 = 61% 35% .
1 J 427 = 59% 36% .
1 K 427 = 62% 34% .
1 L 427 = 60% 36% .
1 M 427 = 64% 32% .
1 N 427 = 61% 35% B
1 O 427 == 59% 37% B

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:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 JHM E 501 - - X -
3 IDS E 502 - - X -
3 JHM E 505 - - X -
4 IDS D 504 - - X -
4 JHM D 509 - - - X
4 JHM N 601 - - - X
5 JHM A 517 - - - X
5 IDS A 518 X - - X
5t JHM A 519 - - - X
5t JHM B 527 - - - X
5 IDS B 528 - - - X
5 JHM B 529 - - X X
5 IDS B 530 - - X -
> JHM C o7l - - - X
5t IDS C 572 X - - -
5t JHM E 511 - - - X
5 JHM F 591 - - - X
5 IDS F 592 - - - X
5 IDS F 594 - - - X
5 JHM N 607 - - X X

Continued on next page...
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Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
5t IDS N 608 X - X X
5 JHM N 609 - - X X
6 IDS B 534 X - - -
6 IDS B 538 X - - -
6 IDS F 584 - - X
6 IDS F 590 - - - X
7 JHM E 547 - - - X
7 IDS E 548 X - - X
7 IDS E 550 X - - -
7 JHM F 567 - - X X
7 IDS F 570 - - X X
7 JHM H 575 - - - X
7 JHM H D77 - - - X
7 IDS H 578 - - X X
7 IDS H 580 X - - -
7 IDS J 554 X - X X
7 JHM J 555 - - X X
7 IDS J 556 X - - -
7 JHM J 561 - - X -
7 IDS J 564 X - X -
7 IDS J 596 - - - X
7 JHM J 597 - - - X
7 IDS J 598 X - - X
7 IDS J 600 X - - -
7 JHM L 613 - - - X
7 IDS L 614 X - - -
7 JHM L 615 - - - X
7 IDS L 616 X - - X
7 IDS L 618 X - - -
7 JHM L 619 - - X -
7 IDS L 620 - - -




Page 5

wwPDB X-ray Structure Validation Summary Report

30FL

2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 51547 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 L1.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 122 ggtla; 2()C92 5121 6(22 QSO 0 0 0
1 B 122 ggtla; 2()C92 5121 6(22 QSO 0 0 0
1 ¢ 122 ggtla; 20C92 5121 6(22 QSO 0 0 0
1 b 122 ggtla; 2(%2 51(\;1 6(22 280 0 0 0
L £ 422 ggtla; 2(%2 5121 6(22 280 0 0 0
L s 422 ggtlaf;l 2(%2 5121 622 280 0 0 0
L G 422 ggtlaél 2(%2 5121 622 280 0 0 0
L i 422 ggtla; 2(%2 5121 622 280 0 0 0
L ! 422 ggtlzl 2(%2 5121 622 280 0 0 0
L J 122 rggtlzl 2(%2 5121 622 280 0 0 0
L K 422 ggtlzl 20(;2 5121 622 280 0 0 0
L L 422 ggtlzl 20(;2 5121 622 280 0 0 0
L M 422 ggtlzl 20(;2 5121 6(22 280 0 0 0
L N 422 ggtlzl 20(;2 5121 6(22 280 0 0 0
! O 421 gggil 20%8 51§9 6(20 280 0 0 0

There are 135 discrepancies between the modelled and reference sequences:
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Chain | Residue | Modelled | Actual Comment Reference
A 20 ALA - EXPRESSION TAG UNP Q80B70
A 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
A 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
A 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
A 433 GLY - LINKER UNP Q80B70
A 434 GLY - LINKER UNP Q80B70
A 435 SER - LINKER UNP Q80B70
A 436 GLY - LINKER UNP Q80B70
A 437 GLY - LINKER UNP Q80B70
B 20 ALA - EXPRESSION TAG UNP Q80B70
B 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
B 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
B 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
B 433 GLY - LINKER UNP Q80B70
B 434 GLY - LINKER UNP Q80B70
B 435 SER - LINKER UNP Q80B70
B 436 GLY - LINKER UNP Q80B70
B 437 GLY - LINKER UNP Q80B70
C 20 ALA - EXPRESSION TAG UNP Q80B70
C 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
C 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
C 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
C 433 GLY - LINKER UNP Q80B70
C 434 GLY - LINKER UNP Q80B70
C 435 SER - LINKER UNP Q80B70
C 436 GLY - LINKER UNP Q80B70
C 437 GLY - LINKER UNP Q80B70
D 20 ALA - EXPRESSION TAG UNP Q80B70
D 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
D 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
D 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
D 433 GLY - LINKER UNP Q80B70
D 434 GLY - LINKER UNP Q80B70
D 435 SER - LINKER UNP Q80B70
D 436 GLY - LINKER UNP Q80B70
D 437 GLY - LINKER UNP Q80B70
E 20 ALA - EXPRESSION TAG UNP Q80B70
E 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
E 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
E 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
E 433 GLY - LINKER UNP Q80B70
E 434 GLY - LINKER UNP Q80B70
E 435 SER - LINKER UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
E 436 GLY - LINKER UNP Q80B70
E 437 GLY - LINKER UNP Q80B70
F 20 ALA - EXPRESSION TAG UNP Q80B70
F 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
F 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
F 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
F 433 GLY - LINKER UNP Q80B70
F 434 GLY - LINKER UNP Q80B70
F 435 SER - LINKER UNP Q80B70
F 436 GLY - LINKER UNP Q80B70
F 437 GLY - LINKER UNP Q80B70
G 20 ALA - EXPRESSION TAG UNP Q80B70
G 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
G 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
G 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
G 433 GLY - LINKER UNP Q80B70
G 434 GLY - LINKER UNP Q80B70
G 435 SER - LINKER UNP Q80B70
G 436 GLY - LINKER UNP Q80B70
G 437 GLY - LINKER UNP Q80B70
H 20 ALA - EXPRESSION TAG UNP Q80B70
H 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
H 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
H 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
H 433 GLY - LINKER UNP Q80B70
H 434 GLY - LINKER UNP Q80B70
H 435 SER - LINKER UNP Q80B70
H 436 GLY - LINKER UNP Q80B70
H 437 GLY - LINKER UNP Q80B70
1 20 ALA - EXPRESSION TAG UNP Q80B70
1 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
I 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
I 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
I 433 GLY - LINKER UNP Q80B70
I 434 GLY - LINKER UNP Q80B70
1 435 SER - LINKER UNP Q80B70
1 436 GLY - LINKER UNP Q80B70
1 437 GLY - LINKER UNP Q80B70
J 20 ALA - EXPRESSION TAG UNP Q80B70
J 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
J 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
J 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70

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

Chain | Residue | Modelled | Actual Comment Reference
J 433 GLY - LINKER UNP Q80B70
J 434 GLY - LINKER UNP Q80B70
J 435 SER - LINKER UNP Q80B70
J 436 GLY - LINKER UNP Q80B70
J 437 GLY - LINKER UNP Q80B70
K 20 ALA - EXPRESSION TAG UNP Q80B70
K 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
K 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
K 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
K 433 GLY - LINKER UNP Q80B70
K 434 GLY - LINKER UNP Q80B70
K 435 SER - LINKER UNP Q80B70
K 436 GLY - LINKER UNP Q80B70
K 437 GLY - LINKER UNP Q80B70
L 20 ALA - EXPRESSION TAG UNP Q80B70
L 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
L 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
L 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
L 433 GLY - LINKER UNP Q80B70
L 434 GLY - LINKER UNP Q80B70
L 435 SER - LINKER UNP Q80B70
L 436 GLY - LINKER UNP Q80B70
L 437 GLY - LINKER UNP Q80B70
M 20 ALA - EXPRESSION TAG UNP Q80B70
M 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
M 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
M 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
M 433 GLY - LINKER UNP Q80B70
M 434 GLY - LINKER UNP Q80B70
M 435 SER - LINKER UNP Q80B70
M 436 GLY - LINKER UNP Q80B70
M 437 GLY - EXPRESSION TAG UNP Q80B70
N 20 ALA - LINKER UNP Q80B70
N 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
N 175 SER CYS | ENGINEERED MUTATION | UNP Q80B70
N 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
N 433 GLY - LINKER UNP Q80B70
N 434 GLY - LINKER UNP Q80B70
N 435 SER - LINKER UNP Q80B70
N 436 GLY - LINKER UNP Q80B70
N 437 GLY - LINKER UNP Q80B70
O 20 ALA - EXPRESSION TAG UNP Q80B70

Continued on next page...
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Chain | Residue | Modelled | Actual Comment Reference
O 47 ASP ASN | ENGINEERED MUTATION | UNP Q80B70
O 175 SER CYS ENGINEERED MUTATION | UNP Q80B70
O 393 GLN HIS ENGINEERED MUTATION | UNP Q80B70
O 433 GLY - LINKER UNP Q80B70
0] 434 GLY - LINKER UNP Q80B70
0] 435 SER - LINKER UNP Q80B70
O 436 GLY - LINKER UNP Q80B70
O 437 GLY - EXPRESSION TAG UNP Q80B70

e Molecule 2 is 2-DEOXY-6-O-SULFO-ALPHA-D-ARABINO-HEXOPYRANOSE (three-

letter code: JHM) (formula: CgH;505S).

09
0 08
s OH
06
o1 05 l OO .
HO\ P 0 oW gg
L;;.[S! L,olR
| C4S)
C2 ~~_C3R) -~
\O ’
= 04
OH
03
Mol | Chain | Residues Atoms ZeroOcc | AltConf
NI R

e Molecule 3 is a polymer of unknown type called SUGAR (3-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O S
3 2 3 45 18 24 3 0 0

e Molecule 4 is a polymer of unknown type called SUGAR (2-MER).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf

e Molecule 5 is a polymer of unknown type called SUGAR (4-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

e Molecule 6 is a polymer of unknown type called SUGAR (10-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

s B v S wsn| © |0

s | Pl v [ e © |0
sPrpe
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e Molecule 7 is a polymer of unknown type called SUGAR (6-MER).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
sPrpe
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

57%
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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
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
are shown in grey.

3 Residue-property plots (i)

e Molecule 1: L1

Page 12

0724 1 68EH 6074 P6TA | e6eI lsEd
1 00EA 88EA 807D 1 86¢S 98EY
£02TL | e6er 88 | Lotr 0671 | 62D 9ggL
| zoza 86¢S 98EY 9078 | 68T 9625 $8ET
1024 1 gselL S0TA 8871 | s6ed | g8el
1 %628 $8€T — . 1 | .81d $6TS z8EI
«m:, £62d £8€L . ams 981d [ ] 18€L
z8el | agTd 8.3 08€D
0611 + 1861 661 810 [ | | 6LET
| esta 1 861 1 0L2L 8Leh
88711 €82y zLea 1 0811 | 692a [ |
| 1814 1 TLER 961 ° 892 zL£a
981d 8.LT) | oled | weE [ | TLER
1 LiTT 69€H £6d ° H9TY | oled
0811 1 89€EA 2 z6N ° I 69€d
e 611d gLeh | l0em o | 8k e 89gA
8.L14 1 998 061 ° 19ZH [ |
° 0Lzl | aggs | 685S ° | o9gd 798k
° 1 $9EL e 88l ° 69CH £9gb
o $92Y £9gb 180 85zY [ |
° I 1 98d mm:_ ggel
° 1980 g1 l | peen
TLID T92ZH | 9sex I | %89 €97d gged
1 0924 ) €84 1 £92d zgen
69TH 652H | %een TLHD 1 671 | gegH 198d
1 8y gaed [ ] 6.0 1924 ® 0sgs
9971 — zSEA 99%1 1 0821 mﬂma
| w91y 19€d #9%d 9Lb 652D
€91d 0g€S £9%A GLA $STL | 8bed 9D I
1 1924 1 z9%h 1 1 Lyed [
6611 0821 [ | 124 1974 9vTH
8GTI 6920 avEeD 8851 0LA 1 [ |
|81 | gved 1 [ | 69 £HTA ZhTk 8gey
omS Ly ZPeT mm§ mﬁ zr1a 192d [ ] mmﬁ_
ovzi | oTeEN 1918 0vza agea
1974 1 0PEL 697l 9% | 0pIS [ | HEEA BHEN
1 (4748 1 [ | 1 ® 6STA LETH £EEA €950
e 1% T9¢d ggea by N e 190 ® 8EIN [ | | gesl 1
| oIS ovea 1 €950 b ° ° $ETK TEEA 0%%a
e 6ETA 6£CY ZEEL [ | ° £€2a | osed
e 8gIN | gges T€EA 0950 ° ° zeed 62€1 °
° LETU 1 o WETV z—a» 8zeh
° [ 154)] gzeh »ay o ceH | Lzen
1 | Lzen | 1 zeTs 12es 9z€H
PETY zeed 9zEH Ty TETS 9zeh gzeM
e €£TH 1 qzEM 1 1 [ | %2ED
4313 6220 $2€0 G 8z1a 122d [ ]
T€18 | | — [l sz [ ogen ozeN
og1a el 12N N £91 9211 6T2E [ ]
| eziL £2za 0zEN £0%M 1 14t 8120 L1€h ® 86gS
821a 1 e 0%S PTIN LT3 | orev
Cuzia L7€b — 3 1 £2TA 1 grey °
9211 91EY < 9¢H TeTd #Teh #IEH ® 9681
148t 6728 ® arey = 1 12Td [ | 1 | 6ES
PTIN 8120 o vIEH 96E1 % m mmm 1 mmuz €650
£TTA L12Y 1 | wees $11D 808N ® 68l
zT1d 9721 €6 IS = gl L et £0TL L08d | T6ER
1 | grea | 80EN z6€1 M s} 1 TITd | goza 90€1 06€S
211d (314} L0g4d | 168k ] TZA T1Th 102A [ | 68EH
LT 1 9081 06€S ) o | ogy L ottn [ ] 00gA 88en

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 30FL

Page 13

L1

e Molecule 1

35%

60%

40/ o
-

Chain C

CT1d

6074

LOTI
9013
SOTA
{40

661

L6Y

89%

£0TL
ToCA
v61A

0671

88711

981d

¥81a

0811

8LTY

69TH

€917d

66711

3

feishdi}

TSTA

EPIA

8EIN

YETY
€ETH
TETS
T€IS
0€73

821a

9211
STTA

E€CTR

TC1d

Y110

® 7IEH

L

60€3
80€EN
L0€d
90€T
soeb
00€A
862S
6820
£82Y

08TL

0LZL

i

T9TH

6GCH
86z

+

YeETK

£0¥M

96€EN

€6€h
T6EI

06€S
68EN
88EA

G8EL
»8€1
€8€L
C8EI

08€D

cLed
TLER

69¢€H
89€A

99€Y

$9ER
€9gb

£ged
zgen
188d
0ges
6%l

SvED
PPeI
£vel

Ll

Geea
YEEN

CTEEL
TEEA

62€1
8zeh

e Molecule 1

9CEH
GTeN
vced

0zeN

aTeN

TLYD
9971
Y9%d
€9%1
8G%1
€9%Y
474728
£%%a
1474729

0%%a

L1

35%

62%

3%
L

Chain D

L1T1

Y110

C11d

60TH
80TH

90Td

19a

b

812C0
L1TY
91¢CL

£0TL

T0CA

Y6TA

0671

8811

981d
4810
781a

@ 0871

8LTY

69TM
€91d
6911
9971
S9T0
»STL

TSTX

(4410
e 1T¥1a

® S8EIN

e ©ETV
® €ETH
CEIS
TETS

8¢1a
Lg1a
9C11
STTA
vTIn
€CTX

9TEH
GTEM
vced
0ZeN

L1€0

STeN
Y1€H
€1€1

80EN
L0€4d
9081

00EA

86TS

6820

08TL

L.21

¥k}

241

TOCH
09z4d
6GCH
89Ty

Ll

ST
0821
6%20

L¥cd
i1

CTHTA
Tved
o¥eca

YETR
£eca
cetd

eeI

T2ed
0ZzTA

44721
£7¥a
{47429

0%va

E0%M

96EN

£6€l
T6EI

06€S
68EW
88EA

98eY
G98EL
¥8€1

C8EI

cLed
TLEX

69€3
89€A

99¢gy

Seea
veen
£EEN
TeEL
TEEA

62€1
8zel

TLh
8991
9%d
€9%A
89¥%1

€8N

L1

e Molecule 1

38%

57%

4%
E

Chain E

981d

781a

0871

® 8.l1d

YLV
€LTL

69TH

£€91d

91D

6911

LSTD

RLDWIDE

fefeq ]

TSTA

6%TA

cv1a
e Ty

6ETA
8EIN

e vEIV
@ €EIH
CEIS
T€1S

8T1d

9TT1
STTA
YTIN
E€CTA

T21d

LTT1

421

C1id
TTT0

60TH

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 14

o¥ea

ogzh

ceTd

eel
£2Ta

0ZZA
61cd
812D
L1241
91Tl
9120
2141}

£0TL

ToTA

v61A

0671

8811

08€D

cLed
TLEX

69€3
89€A

99€d

€9€D
T9eN

€8€d
TGEN
19€d
0g€S
67€l

S¥E0
4209
e€veEL

Ll

geea
YEEN

CTEEL
TEEA

62€T
8zeh

9CEH

%6TS
€6cd

062A

£82H

TLYD

G971
v9%d
€974
8891
€9%)

i4%472'0
£%%a

0%¥a

= O ON 0O [N ©
© © 0 @ W ®© DD @ O WO
® m MmMMmMnmm ™ ® ®
B HBE<A>=on Ho =

L1

e Molecule 1

36%

59%

3%
-

Chain F

6074
807D
LOTI
9073
SOTA

86T

T0TA

S6TT
76TA

88T1

L8Td
98Td

® LLIS

(]
(]
69TH

€9Td

191D

1

6ST1

GGTh

¥eTL

18TX

134xS

6ETA
8ETN

e eIV
® EETH
TETS
1€TS
0E€Td

8T1d

9211
STTA

ETTR

12Td

C11d

0TTd

86TS

v6cTs
£62d

£82H

08TL

8.LTH

+

¥k}

0Lzl

89TH

3

TOCTH

69CH
892

9Gcd

TGcH

08eT
6%20

L¥yecd
9%TH

98EY

8€1

T8EI
T8EL

8.Leb

TLEQ
TLER

69€d
89€A
LOEH
99€eY

v9ER
€9eb

LSEQ

sqed

€ged
zSEN
19€d
0g€es
6%Eb

S%€0
YPEL

(47459

0veL

cLh

S9%1

8G%1

€99

4%
£%¥%a

0%%a

L1

E0%M

96EN
S6EN

€6€l
T6EI

e Molecule 1

06€S
68EW
88EA

6%

37%

59%

Chain G

CTid

0TTd
6074
801D
L0TI
9072
GOTA

664
86T

v6d
€6d
TN
16X
061
88L

98d
S81

€84

6.0

9Lb
SLA

TLA
TLY

69b
89X

3

T9a

6894

vav

0671

8871

98T1d

¥81a

0871

8LTYH

69TH

S9TI

€91d
(4224 )

6911

9811
§STh

TSTA

6%TA

EYTA

e T¥iE

6ETA

L X ]
<
™
-
<

%110

86CS

v6Ts

@ 682D

8.LTH

+

€Leh

89¢H

192M

6GCH
8GTH

6123
812D
L1283
912l
a1za
414}

80CKH

£0CL

T02A

76TA

69€d
89EA

99eY

$9EX
€90

sged

g€9ed
TGEA
TSed
0Ses
6%€b

S%€0
443}

Ll

YEEN

CTEEL
TEEA

62€1
8TED

9TEH

cLvd
TLYA

L9%Y

S9%T
¥9vd
£9%K
8991
€9vN

442

96EN
S6EN

£6€0
T6EI

06€S
68EW
88EA

L1

e Molecule 1

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 15

4°/ o

32%

63%

Chain H

121d

711D

c11d

60714

L0TI
9013
SOTA

co1d

91CL
s1ea

£0TL

ToCTA

L61a

Y6TA

0671

8811

981d
49810
¥81a

0871

69TH

G971

€91d

6411

S9T0

o1l

TSTX

e 1913

6ETA
8ETN

YETY
€ETH
TEIS
T€18

8C1a

9T11
STTA

E€TTR

]
L€
oTEV
gTeN
YTEH

+

80€EN

90€1

00€A

86CS

¥62S

08TL

LLTI

S.LT1
j2x43

cLzd

i

192M

6GCH
84z

+

TS
0821

Lycd
9%l

(4749
Tved
oveca
LETH

YETA

ceed

j Ay
g€gea
Teet
12td
0ZTA

8120
L12Y

1
4428
£¥¥a

0%¥a

£0%M
96EN

€6€h
T6ET

06€S
68EN
88EA

98eY
G8EL
8€1

T8EI
T8EL

TLEQ
TLER

69€d
89€A

voex
€9¢€b

€9ed
TSEA
T6ed

0ges
67D

feidoh]

TEEA
8TED
9CEH
GTEM
vTed

0ozeN

e Molecule 1

TLYD

G971

8971

€97

L1

40/ o

35%

61%

Chain I

YT1D

CT1d

60TH
80TH

90713
SOTA

66A
861

v6d

T6L

690

sza

2141}

£0TL

TocA

P6TA

0671

8811

® 981d

%81Q

281h

0871

+

8LTH

69TH

€91d

68711

3

+

g6Th

TGTX

6%TA

€%TA
[4410
918

6ETA
8EIN

€CT1

L1€0

@ S1ed
€1e1
80N
L0gd
90€1
00€A
86¢S
v6cs

6820

8LTH

€.2b

0LTL

892H

3

TOCTH

6GCH
8GcH

TSTH
0821
6%20

LyTd
9vTH

L

66€I
86€S

S6EN

€6€0
T6EI

06€S

Seea
YEEN

TEEA

62€1
8ZED

9TEH
qTeM
wTed

ozen

TLYD

9991

8391

€994

i4%472'0
£%%a

0%¥a

L1

e Molecule 1

6%

36%

59%

Chain J

LOTI
9072
SOTA

TLY

ShA
PPl
€91

0%s

9€H
SEX

€€1
ogyY
L
€N

2TA
A

76TA

0671

88TT

98Td
S8TD
781a

[4:34]
1818
0871

@ 8.1Y

ELTL

69TH

€9Td

6GTT

vETY
E€ETH
CETS
1€TS

8T1d

9TT1
STTH

E€TTR

1CTd
0ZTH

CT1d

0TTd
60Td
80TH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 16

80EN

90€1

00€A
6621

1

v6cs

£8cH
28TH

TOCTH

69CH
892H

(444}

8T2¢0
LTTY
91CL

£0TL

ToCA

96EN
S6EN

£6€l
CT6EI

06€S
68EW
88EN

98EY

¥8€1

[4:150
18€L
08€D

cLed
TLEX

69€3
89€A

voex
€9€b

£9ed
188d
® 0SgS
6%eh

S¥E0
4209

0vEL

zeeL
TEEA

62€T
8zeD

9TEH
STEM
¥Ted

TCEN
ozen

e Ligb

STeN
YTeH
€1e1

34%

TLYh

G971

-
62%

8971

€997

%2

L4420
£%%a

L1

T¥vd
0%%a

o
5%

e Molecule 1

Chain K

1C1d

CT1d

011D
60TY

9073
S0TA

2oT1d

T6L

693

-
10 re}
~ -

€91

0%s

9€H
SEX

€el

L

T0TA

L6T0a

76TA

06T

88TT

98T1d
9810
¥81a

28Th

08T1

69TH

€9Td

191D

6ST1

3

GGTh

TSTA

67TA

EYTA
e Tvid
154X

6ETA
8ETN

YETY
E€ETH
CEIS
T€TS
0E€TH

8T1a
LT1a
9TT1
ST

80€EN
L0gd
90€1

00€A

86TS

v6cs
€6cd

062A

€8t

8.LTi

€420

TOCTH

69CH
8GcH

(434S
TETA

j{4a)
£ceda

T2td
0TTA

812¢0
LTTY
91CL

£0TL

86€S

£6€b
T6EI

06€S
68EN
88EA

T8EI
T8EL
08€D

8LeD

TLed
TLER

0veL

ggea
YEEA

TEEA
8zed
9ZEH
gzeH
¥ZED

0TEN

STed
Y1€H

TL

i

¥9%d
E€9%%

8G%1
£9%%
L4742
£%%a
(4428

0%%a

L1

e Molecule 1

36%

60%

6%

Chain L

£0TL

T0ZA

69TH
€91d
69T
9811
fefegdi]
HGIL

TSTR

67TA

3

6ETA
8ETN

YETY
E€ETH
TETS
1€18
0€Td

8T1a

9TT11
STTA

E€TTR

86CS

v6Ts

682D
88TS

£82H

8Ly
LLTI

eLeh

0Lzl

L9TH

i

T9TM

6GCH
8GTH

98cd

fetacy

162d
0821
6%20

Lvcd
9T

(4729
T%ed
ovea

LETH
9ezh

YETA

ceed

ezea

+

1gtd
0ZTA

812D
L1eH
91CL

SOTA

69€d
89EA

99eY

$9EX
€90

b

S%€0
e O0%eL
S€ea

YEEA
EEEN

TEEA

8zED

9TEH
GTEM
vced
0ZEN

L1€d

ST1eN
Y1EH

80€EN
L0€d
90€T
S0ed

00€A

cLvd
99%1
©9%d
€9%A
89¥%1
€9HY

442
@ E£¥vva

0vva

96EN

£6€0
T6EI

06€S
68EW
88EA

L1

e Molecule 1

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 17

6%

32%

64%

Chain M

ETTR
(4%,
121d
0ZTH

711D

0119

6014

8019

SOTA

6.a

Ty
0%s

9EH

oL

6122
812C0
LTTY
9TCL
2141}
€£0TL
TOoTA

L61a

9671
Y6TA

8811

981d
S8T10
¥81a

@ 08711

69TH

€91d

910

6911

SSTh

P91l

TSTX

cv1a
® Ty

6ETA
8EIN

3
+

vETY
E€ETH
TEIS
T€TS

8T1a

9T11
ST

|
ozen
6TEH

L€

STeN
YTeH
€1€1

60€%
80EN
L0€4
90€1

00€A

86CS

¥6Ts

6820

8.LeH

H

(4448

ceed

j{4an
£gea

122d
0zzA

0%¥a

00%1

86€S

S6EN

T6ET

06€S
68EN
88EA

98eY
G8EL
8€1

T8EI
T8EL

TLEQ
TLER

69€d
89€A

voex
€9¢€b

T6ed
08€S

*

S%ED
YPEL

GEeq

TEEA

62€1
8TED

9CEH
GTEM
beed

(571}

G971

8971

€971

4420
£¥¥a

L1

e Molecule 1

)O/ il

35%

61%

Chain N

6074
807D

9073
SOTA

20Td

66A
861

960

TN
T6L
061

88L

98d
981

€84

690

T9Q

96D

vy

TS

SPA

0%s

9€H

ogy

oL

€N
ZTA

L1TY
91CL

+

2141}

£0TL

ToCA

P6TA

0671

8811

981d

e ©81d

1

0871

8.LT4

69TH

€91d

6811

3

g6Th

TSI

Tv1d

@ 6€ETA
8EIN

YETY
€ETH
TETS
TEIS
0€7H

821d

9211
STTA

TC1d

L1711

Z11d

STEN
Y1€H

80EN

90€1

89¢H

TOCTH

6GCH
8GcH

Ll

STy
0821
6%20

L¥Td
obTH

CTHTA
Tved
o¥eca

LETH
ogzh
GezT

ceed
eeI
TZed
0ZzTA

6122
8120

E€YEL

0%EL

8E€Y

vEEN

TEEA

62€T
8zeh

9TEH
STeM
wTed
ozen

L€

TLHh
9991
79%d
E9%1
[434]
8G¥1T
£9%%

L4472
£%¥%a

0%%a

L1

e Molecule 1

7%

37%

59%

Chain O

A2%)

CT1d

0T1d
60TH

LOTI
9073
SOTA

66A
861

960

v6d
€6d

T6&

T84

T0TA

7674

0671

8811

981d
9810

00000
o o
® ®© ©
- o
] [E)

69TH

S9TI

€91d

191D

63T

191D
99711
SST0
$STL

TSTR

{4414

6ETA
8ETN

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 30FL

Page 18

6621

96TS

v6cs
£62d

6820

13:147]

8Lt

+

€Lzh

0LTL

241

TOCTH

Ll

69CH
892H

Ll

TScH
08eT
6%20

+

L¥ycd
9%TH

v¥ca

ThTk
Ted
ovza

LETH
9gzh

YETA

cg€ed
TETK

veel
{44

TZed
8120
LTTY
91CL

€0TL

06€S
68EW
88EA

98eY
S8EL
78€1

42158
18€L
08€D

cLed
TLEX
0Lea
69€3
89€A

79ex
€9¢€l

09ed

£9ed
zGEN
19€d
09ES
6%€

feiigon)

seea
veen

TEEA

62€1
8zel

9TEH
STEM
¥ced
0ZEN

LTED

STEN
YTEH
€1€1

80€N
L0ogd
90€1

00€A

TLvh
99%1
%9%d
£9%A
89%1
€993

o v¥iY
£%¥a

0%va

BEYN

T0%3

86€S

® S6EN

Z6EI

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W



Page 19 wwPDB X-ray Structure Validation Summary Report 30FL

4 Data and refinement statistics (i)

Property Value Source
Space group P1 Depositor
Cell constants 80.99A 106.49A 237.66A .
Depositor
a, b, c, a, B,y 88.46°  85.75° 69.02°
. 42.80 — 3.40 Depositor
Resolution (4) 4279 — 3.37 EDS
% Data completeness (Not available) (42.80-3.40) Depositor
(in resolution range) 84.3 (42.79-3.37) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 3.50 (at 3.40A) Xtriage
Refinement program CNS 1.1 Depositor
R R 0.250 , 0.281 Depositor
» Hhfree 0.251 , 0.274 DCC
Rfree test set 4354 reflections (5.02%) DCC
Wilson B-factor (A?) 60.2 Xtriage
Anisotropy 0.424 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.26 , 29.6 EDS
Estimated twinning fraction 0.017 for -h,-h+k,-1 Xtriage
L-test for twinning? <|L|>=048, < L* > =0.31 Xtriage
Outliers 0 of 92923 reflections Xtriage
F,.F. correlation 0.85 EDS
Total number of atoms 51547 wwPDB-VP
Average B, all atoms (A?) 52.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.47% 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: JHM,

IDS

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\ (o7 #éy >5 RMSZ #é\ >5
1 A 0.76 | 10/3400 (0.3%) | 0.77 | 2/4622 (0.0%)
1 B 0.63 | 2/3400 (0.1%) | 0.67 0,/4622
1 C 0.66 | 1/3400 (0.0%) | 0.70 | 1/4622 (0.0%)
1 D 0.66 | 2/3400 (0.1%) | 0.75 | 3/4622 (0.1%)
1 E 0.71 | 3/3400 (0.1%) | 0.72 | 1/4622 (0.0%)
1 F 0.60 0/3400 0.70 0/4622
1 G 0.59 0/3400 0.70 0/4622
1 H 0.64 | 2/3400 (0.1%) | 0.69 | 2/4622 (0.0%)
1 I 0.62 0/3400 0.68 0/4622
1 J 0.60 0,/3400 0.69 | 3/4622 (0.1%)
1 K 0.61 | 1/3400 (0.0%) | 0.69 | 1/4622 (0.0%)
1 L 0.58 0/3400 0.68 0/4622
1 M 0.59 0/3400 0.67 0/4622
1 N 0.60 0/3400 0.69 0/4622
1 O 0.61 0/3392 0.68 0/4611
All All 0.63 | 21/50992 (0.0%) | 0.70 | 13/69319 (0.0%)

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

of a sidechain that are expected to be planar.

Mol | Chain | #Chirality outliers | #Planarity outliers
5 A 1 0
5 C 1 0
5 N 1 0
6 B 2 0
7 E 2 0
7 H 1 0
7 J 5 0
7 L 4 0

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

Mol

Chain

#Chirality outliers

#Planarity outliers

All

All

17

0

The worst 5 of 21 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 E 56 GLY C-O 12.55 1.43 1.23
1 A 172 | GLY C-0 11.64 1.42 1.23
1 A 176 | LYS CE-NZ | -11.37 1.20 1.49
1 C 278 | LYS CE-NZ | -9.26 1.25 1.49
1 D 280 | THR | CB-CG2 | -8.92 1.23 1.52

The worst 5 of 13 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 A 176 | LYS | CD-CE-NZ | -19.64 66.52 111.70
1 D 176 | LYS | CA-CB-CG | 12.45 140.78 113.40
1 D 278 | LYS | CD-CE-NZ | -10.97 86.48 111.70
1 E 444 | LYS | CD-CE-NZ | -6.82 96.02 111.70
1 D 176 | LYS CB-CA-C | -5.90 98.59 110.40

5 of 17 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
5t A 518 | IDS C4
6 B 534 | IDS C4
6 B 538 | IDS C4
5 C 572 | IDS C4
7 E 548 | IDS C4

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 A 3315 0 3178 143 0
1 B 3315 0 3181 153 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 C 3315 0 3181 153 0
1 D 3315 0 3181 125 0
1 E 3315 0 3181 131 0
1 F 3315 0 3181 172 0
1 G 3315 0 3181 157 1
1 H 3315 0 3181 125 0
1 I 3315 0 3181 134 0
1 J 3315 0 3181 186 2
1 K 3315 0 3181 127 1
1 L 3315 0 3181 140 1
1 M 3315 0 3181 120 4
1 N 3315 0 3181 154 1
1 O 3307 0 3175 144 6
2 B 15 0 10 8 0
3 E 45 0 17 6 0
4 C 30 0 14 0 0
4 D 120 0 25 12 0
4 E 30 0 14 3 0
4 N 30 0 14 1 0
d A 120 0 o4 1 3
3 B 60 0 26 17 0
d C 60 0 27 5 0
3 D 60 0 26 4 2
5 E 60 0 26 5 1
3 F 60 0 27 1 1
d N 60 0 27 18 1
d O 60 0 26 1 0
6 B 150 0 66 9 0
6 F 150 0 66 6 4
7 E 90 0 40 5 0
7 F 90 0 40 13 0
7 H 90 0 40 10 0
7 J 270 0 120 49 0
7 L 180 0 80 17 4

All All 51547 0 48521 2052 16

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 21.

The worst 5 of 2052 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)
7:J:561:JHM:H2A 7:J:564:1IDS:C3 1.42 1.38
5:B:530:1IDS:061 1:C:274:SER:CB 1.76 1.31
1:C:95: THR:HB 5:C:572:1DS:061 1.30 1.28
5:B:530:IDS:061 | 1:C:274:SER:HB2 1.12 1.28
7:L:611:JHM:H1 7:L:614:1IDS:062 1.18 1.24

The worst 5 of 16 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:M:53:PRO:CB | 6:F:583:JHM:O7|1_655] 1.52 0.68
1:M:61:ASP:OD1 | 6:F:584:IDS:025[1 655 1.81 0.39
1:0:86:PRO:O 5:A:519:JHM:O7|1 666 1.83 0.37
1:L:89:SER:CB 7:L:613:JHM:O9[1 _655] 1.89 0.31
LK:173: THR:CG2 | 5:E:514:IDS:O1S[1_566] 1.95 0.25

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 resolutio

n.

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 418/427 (98%) 366 (88%) | 40 (10%) | 12 (3%) 6|
1 B 418/427 (98%) 368 (88%) | 41 (10%) 9 (2%) 8
1 C 418 /427 (98%) 364 (87%) | 44 (10%) | 10 (2%)
1 D 418/427 (98%) 366 (88%) | 43 (10%) 9 (2%) 8
1 E 418 /427 (98%) 368 (88%) | 41 (10%) 9 (2%) 8
1 F 418/427 (98%) 364 (87%) | 44 (10%) | 10 (2%)
1 G 418 /427 (98%) 366 (88%) | 42 (10%) | 10 (2%)
1 H 418 /427 (98%) 367 (88%) 39 (9%) 12 (3%) 6|
1 I 418 /427 (98%) 367 (88%) | 40 (10%) | 11 (3%)
1 J 418 /427 (98%) 363 (87%) | 44 (10%) | 11 (3%)
Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 K 418 /427 (98%) 366 (88%) | 43 (10%) 9 (2%)
1 L 418 /427 (98%) 370 (88%) 39 (9%) 9 (2%)
1 M 418 /427 (98%) 365 (87%) | 43 (10%) | 10 (2%)
1 N 418 /427 (98%) 365 (87%) | 45 (11%) 8 (2%)
1 O 417/427 (98%) 362 (87%) | 44 (11%) | 11 (3%)
All All 6269/6405 (98%) | 5487 (88%) | 632 (10%) | 150 (2%)

5 of 150 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 60 GLN
1 B 131 SER
1 B 140 SER
1 B 298 SER.
1 C 131 SER

5.3.2 Protein sidechains ()

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 369/370 (100%) 343 (93%) | 26 (7%) 191 58
1 B 369/370 (100%) 347 (94%) | 22 (6%) 24 64
1 C 369/370 (100%) 343 (93%) | 26 (7%) 191 58
1 D 369/370 (100%) 348 (94%) | 21 (6%) 25 65
1 E 369/370 (100%) 342 (93%) | 27 (%) 171 56
1 F 369/370 (100%) 341 (92%) | 28 (8%) 16 54
1 G 369/370 (100%) 345 (94%) | 24 (6%) 21 61
1 H 369/370 (100%) 346 (94%) | 23 (6%) 23 63
1 I 369/370 (100%) 345 (94%) | 24 (6%) 21 61
1 J 369/370 (100%) 348 (94%) | 21 (6%) 25 65
1 K 369/370 (100%) 350 (95%) | 19 (5%) 29 69

Continued on next page...

WO RLDWIDE

(2)
v
E
&


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

Page 25 wwPDB X-ray Structure Validation Summary Report 30FL

Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 L 369/370 (100%) 348 (94%) | 21 (6%) 25 65
1 M 369/370 (100%) 348 (94%) | 21 (6%) 25 65
1 N 369/370 (100%) 345 (94%) | 24 (6%) 211 61
1 O 368/370 (100%) 345 (94%) | 23 (6%) 220 62
All All 5534/5550 (100%) | 5184 (94%) | 350 (6%) 221 62

5 of 350 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 G 215 ASP
1 H 465 LEU
1 N 396 ASN
1 G 251 ARG
1 H 133 HIS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 237 such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 396 ASN
1 I 308 ASN
1 N 363 GLN
1 H 138 ASN
1 H 341 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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

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

5.5 Carbohydrates (i)

121 carbohydrates 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
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the number of bonds (or angles) that are defined in the chemical component dictionary. The Link
column lists molecule types, if any, to which the group is linked. The Z score for a bond length
(or angle) is the number of standard deviations the observed value is removed from the expected
value. A bond length (or angle) with |Z| > 2 is considered an outlier worth inspection. RMSZ is
the root-mean-square of all Z scores of the bond lengths (or angles).

Mol | Type | Chain | Res | Link Count?onfgl\/[lg;gt:fw | > 2 CountsBOIPI{i/[ESHZIglj;Z | > 2
5 |JHM | A | 517 | 5 |151515| 114 | 2 (13%) | 20,22,22 | 1.25 | 3 (15%)
5 | IDS | A | 518 | 5 |121517| 216 | 1(8%) |12,22,26| 1.05 | 1 (8%)
5 | JAM | A [ 519 | 5 |151515| 116 | 2 (13%) | 20,2222 | 1.25 | 3 (15%)
5 | IDS | A | 520 5 |121517| 216 | 1(8%) | 12,22.26| 1.05 | 1 (8%)
5 | JHM | A | 543 | 5 | 151515 | 1.13 | 2 (13%) | 20,22,22 | 1.24 | 3 (15%)
5 | IDS A 544 | 5 [121517] 217 | 1(8%) |12,22,26] 1.04 | 1 (8%)
5 | JHM | A | 545 | 5 |151515| 116 | 2 (13%) | 20,22,22 | 1.25 | 3 (15%)
5 | IDS A 546 | 5 12,1517 ] 214 | 1(8%) |12,22,26| 1.07 | 1 (8%)
5 |JHM | B | 527 | 5 |151515| 114 | 2 (13%) | 20,22,22 | 1.23 | 3 (15%)
5 | IDS B | 528 | 5 |121517| 215 | 1(8%) |12,22,26| 1.05 | 1 (8%)
5 | JAM | B | 520 | 5 |151515| 1.14 | 2 (13%) | 20,2222 | 1.25 | 3 (15%)
5 | IDS B | 530 5 |121517| 214 | 1(8%) |12,22.26| 1.05 | 1 (8%)
6 | JHM | B | 533 | 6 |151515| 1.17 | 2 (13%) | 20,2222 | 1.25 | 3 (15%)
6 | IDS | B | 534 | 6 |12,1517| 217 | 1(8%) |12,22,26| 1.06 | 1 (8%)
6 | JHM | B | 535 | 6 |151515| 115 | 2(13%) | 20,22,22 | 1.25 | 3 (15%)
6 | IDS | B | 536 | 6 |12,1517| 216 | 1(8%) |12,22,26| 1.05 | 1 (8%)
6 | JAHM | B | 537 | 6 |151515| 116 | 2 (13%) | 20,22,22 | 1.24 | 3 (15%)
6 | IDS B | 538 | 6 |121517| 215 | 1(8%) |12,22,26| 1.05 | 1 (8%)
6 | JOHM | B | 539 | 6 |151515| 1.15 | 2 (13%) | 20,2222 | 1.25 | 3 (15%)
6 | IDS B | 540 | 6 |121517| 216 | 1(8%) |12,22,26| 1.06 | 1 (8%)
6 | JHM | B | 541 | 6 |151515| L.15 | 2(13%) | 20,22,22 | 1.24 | 3 (15%)
6 | IDS B | 542 6 |[121517] 214 | 1(8%) |122226| 1.06 | 1 (8%)
4 [JHM | ¢ |31 4 [151515] 1.14 | 2 (13%) | 202222 | 124 | 3 (15%)
4 | DS C 532 4 [121517] 214 | 1(8%) |122226] 1.05 | 1 (8%)
5 | JAM | C [ s71| 5 [ 151515 | 114 | 2 (13%) | 20,22,22 | 1.24 | 3 (15%)
5 | IDS c |52 5 [121517| 215 | 1(8%) |12,22.26| 1.06 | 1 (8%)
5 | JAM | € [ 573 | 5 | 151515 1.13 | 2 (13%) | 20,22,22 | 1.24 | 3 (15%)
5 | IDS C |57 | 5 |121517| 215 | 1(8%) |12,22.26| 1.06 | 1 (8%)
4 [JHM | D 503 | 4 [151515] 1.14 | 2 (13%) | 202222 | 124 | 3 (15%)
4 | DS D | 504 | 4 [12,1517] 214 | 1(8%) |12,22,26| 1.06 | 1 (8%)
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Mol | Type | Chain | Res | Link CountsBonPill\/IlgIZIgt:ES\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
4 JHM D 507 4 15,15,15 | 1.16 2 (13%) | 20,2222 | 1.25 3 (15%)
4 IDS D 508 4 12,1517 | 2.15 1 (8%) | 12,2226 | 1.06 1 (8%)
4 JHM D 509 4 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.25 3 (15%)
4 IDS D 510 4 12,1517 | 2.14 1 (8%) | 12,2226 | 1.06 1 (8%)
4 JHM D 521 4 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.25 3 (15%)
4 IDS D 522 | 5,4 | 12,15,17 | 2.16 1 (8%) |12,2226 | 1.05 1 (8%)
5 JHM D 523 | 5,4 | 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.25 3 (15%)
5 IDS D 524 5 12,1517 | 2.16 1 (8%) | 12,2226 | 1.06 1 (8%)
5 JHM D 525 5 15,15,15 | 1.17 2 (13%) | 20,2222 | 1.25 3 (15%)
5 IDS D 526 5 12,1517 | 2.17 1 (8%) | 12,2226 | 1.05 1 (8%)
3 IDS E 502 | 3,2 | 12,15,17 | 2.14 1 (8%) |12,22,26 | 1.05 1 (8%)
3 JHM E 505 3 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
3 IDS E 506 3 12,1517 | 2.15 1 (8%) | 12,2226 | 1.07 1 (8%)
5 JHM E 511 5 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
5 IDS E 512 5 12,1517 | 2.14 1 (8%) | 12,2226 | 1.05 1 (8%)
5 JHM E 513 5 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
5 IDS E 514 5 12,1517 | 2.14 1 (8%) |12,2226 | 1.06 1 (8%)
4 JHM E 515 4 15,15,15 | 1.13 2 (13%) | 20,22,22 | 1.25 3 (15%)
4 IDS E 516 4 12,1517 | 2.14 1 (8%) |12,22,26 | 1.05 1 (8%)
7 JHM E 547 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS E 548 7 12,1517 | 2.15 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM E 549 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.25 3 (15%)
7 IDS E 550 7 12,1517 | 2.15 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM E 551 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.25 3 (15%)
7 IDS E 552 7 12,1517 | 2.14 1 (8%) |12,2226 | 1.06 1 (8%)
7 JHM F 565 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS F 566 7 12,1517 | 2.16 1 (8%) |12,22,26 | 1.05 1 (8%)
7 JHM F 567 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.23 3 (15%)
7 IDS F 568 7 12,1517 | 2.16 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM F 569 7 15,15,15 | 1.13 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS F 570 7 12,1517 | 2.16 1 (8%) | 12,2226 | 1.06 1 (8%)
6 JHM F 581 6 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.25 3 (15%)
6 IDS F 582 6 12,1517 | 2.16 1 (8%) |12,2226 | 1.05 1 (8%)
6 JHM F 583 6 15,15,15 | 1.15 2 (13%) | 20,2222 | 1.24 3 (15%)
6 IDS F 584 6 12,1517 | 2.15 1 (8%) | 12,2226 | 1.04 1 (8%)
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Mol | Type | Chain | Res | Link CountsBonPill\/IlgIZIgt:ES\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
6 JHM F 585 6 15,15,15 | 1.13 2 (13%) | 20,2222 | 1.25 3 (15%)
6 IDS F 586 6 12,1517 | 2.16 1 (8%) | 12,2226 | 1.05 1 (8%)
6 JHM F 287 6 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.24 3 (15%)
6 IDS F 588 6 12,1517 | 2.14 1 (8%) | 12,2226 | 1.05 1 (8%)
6 JHM F 589 6 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.25 3 (15%)
6 IDS F 590 6 12,1517 | 2.15 1 (8%) |12,2226 | 1.05 1 (8%)
5 JHM F 591 5 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
5 IDS F 592 5 12,1517 | 2.15 1 (8%) | 12,2226 | 1.05 1 (8%)
5 JHM F 593 5 15,15,15 | 1.13 2 (13%) | 20,2222 | 1.24 3 (15%)
5 IDS F 594 5 12,1517 | 2.17 1 (8%) | 12,2226 | 1.06 1 (8%)
7 JHM H 575 7 15,15,15 | 1.16 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS H 576 7 12,1517 | 2.15 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM H D77 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.23 3 (15%)
7 IDS H D78 7 12,1517 | 2.15 1 (8%) |12,2226 | 1.05 1 (8%)
7 JHM H 579 7 15,15,15 | 1.16 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS H 580 7 12,1517 | 2.15 1 (8%) | 12,2226 | 1.06 1 (8%)
7 JHM J 553 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.25 3 (15%)
7 IDS J 554 7 12,1517 | 2.14 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM J 555 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS J 556 7 12,1517 | 2.14 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM J 557 7 15,15,15 | 1.13 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS J 558 7 12,1517 | 2.16 1 (8%) |12,22,26 | 1.05 1 (8%)
7 JHM J 559 7 15,15,15 | 1.13 2 (13%) | 20,22,22 | 1.23 3 (15%)
7 IDS J 560 7 12,1517 | 2.14 1 (8%) | 12,2226 | 1.07 1 (8%)
7 JHM J 561 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS J 562 7 12,1517 | 2.15 1 (8%) |12,2226 | 1.05 1 (8%)
7 JHM J 563 7 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS J 564 7 12,1517 | 2.13 1 (8%) | 12,2226 | 1.06 1 (8%)
7 JHM J 595 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS J 596 7 12,1517 | 2.18 1 (8%) | 12,2226 | 1.04 1 (8%)
7 JHM J 597 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS J 598 7 12,1517 | 2.17 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM J 599 7 15,15,15 | 1.15 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS J 600 7 12,1517 | 2.13 1 (8%) | 12,2226 | 1.06 1 (8%)
7 JHM L 611 7 15,1515 | 1.15 2 (13%) | 20,22,22 | 1.24 3 (15%)
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Mol | Type | Chain | Res | Link CountsBonPill\/IlgIZIgt:ES\Z | > 2 CountsBOIPlL(li/[ESuZlgle#zZ | > 2
7 IDS L 612 7 12,1517 | 2.15 1 (8%) | 12,2226 | 1.05 1 (8%)
7 JHM L 613 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS L 614 7 12,15,17 | 2.15 1 (8%) |12,22,26 | 1.05 1 (8%)
7 JHM L 615 7 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.23 3 (15%)
7 IDS L 616 7 12,1517 | 2.16 1 (8%) | 12,2226 | 1.06 1 (8%)
7 JHM L 617 7 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
7 IDS L 618 7 12,1517 | 2.16 1 (8%) | 12,2226 | 1.04 1 (8%)
7 JHM L 619 7 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS L 620 7 12,1517 | 2.17 1 (8%) |12,2226 | 1.05 1 (8%)
7 JHM L 621 7 15,15,15 | 1.15 2 (13%) | 20,22,22 | 1.24 3 (15%)
7 IDS L 622 7 12,1517 | 2.14 1 (8%) |12,22,26 | 1.06 1 (8%)
4 JHM N 601 4 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
4 IDS N 602 4 12,1517 | 2.14 1 (8%) | 12,2226 | 1.04 1 (8%)
5 JHM N 607 5 15,15,15 | 1.14 2 (13%) | 20,2222 | 1.24 3 (15%)
5 IDS N 608 5 12,1517 | 2.16 1 (8%) | 12,2226 | 1.05 1 (8%)
5 JHM N 609 5 15,15,15 | 1.14 2 (13%) | 20,22,22 | 1.24 3 (15%)
5 IDS N 610 5 12,1517 | 2.15 1 (8%) |12,2226 | 1.05 1 (8%)
5 JHM O 603 5 15,15,15 | 1.13 2 (13%) | 20,22,22 | 1.23 3 (15%)
5t IDS O 604 5 12,1517 | 2.16 1 (8%) | 12,2226 | 1.04 1 (8%)
5 JHM O 605 5 15,15,15 | 1.13 2 (13%) | 20,2222 | 1.24 3 (15%)
5t IDS O 606 5 12,1517 | 2.14 1 (8%) | 12,2226 | 1.05 1 (8%)

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
5 JHM A 517 5 - 0/6/22/22 | 0/1/1/1
5t IDS A 518 5 1/1/5/7 | 0/5/22/29 | 0/1/1/1
5t JHM A 519 5 - 0/6/22/22 | 0/1/1/1
5 IDS A 520 5 - 0/5/22/29 | 0/1/1/1
5 JHM A 543 5 - 0/6/22/22 | 0/1/1/1
5 IDS A 544 5 - 0/5/22/29 | 0/1/1/1
5 JHM A 545 5 - 0/6/22/22 | 0/1/1/1
5 IDS A 546 5 - 0/5/22/29 | 0/1/1/1
5t JHM B 527 5 - 0/6/22/22 | 0/1/1/1
5 IDS B 528 5 - 0/5/22/29 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5t JHM B 529 5 - 0/6/22/22 | 0/1/1/1
5 IDS B 530 5 - 0/5/22/29 | 0/1/1/1
6 JHM B 533 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 534 6 1/1/5/7 | 0/5/22/29 | 0/1/1/1
6 JHM B 235 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 536 6 - 0/5/22/29 | 0/1/1/1
6 JHM B 537 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 538 6 1/1/5/7 |1 0/5/22/29 | 0/1/1/1
6 JHM B 539 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 540 6 - 0/5/22/29 | 0/1/1/1
6 JHM B 541 6 - 0/6/22/22 | 0/1/1/1
6 IDS B 542 6 - 0/5/22/29 | 0/1/1/1
4 JHM C 531 4 - 0/6/22/22 | 0/1/1/1
4 IDS C 532 4 - 0/5/22/29 | 0/1/1/1
5 JHM C 571 5 - 0/6/22/22 | 0/1/1/1
5 IDS C 572 5 1/1/5/7 | 0/5/22/29 | 0/1/1/1
5 JHM C 573 5 - 0/6/22/22 | 0/1/1/1
5 IDS C 574 5 - 0/5/22/29 | 0/1/1/1
4 JHM D 503 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 504 4 - 0/5/22/29 | 0/1/1/1
4 JHM D 507 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 508 4 - 0/5/22/29 | 0/1/1/1
4 JHM D 509 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 510 4 - 0/5/22/29 | 0/1/1/1
4 JHM D 521 4 - 0/6/22/22 | 0/1/1/1
4 IDS D 522 | 54 - 0/5/22/29 | 0/1/1/1
5t JHM D 523 | 54 - 0/6/22/22 | 0/1/1/1
5t IDS D 524 5 - 0/5/22/29 | 0/1/1/1
5 JHM D 525 5 - 0/6/22/22 | 0/1/1/1
5 IDS D 526 5 - 0/5/22/29 | 0/1/1/1
3 IDS E 502 | 3,2 - 0/5/22/29 | 0/1/1/1
3 JHM E 505 3 - 0/6/22/22 | 0/1/1/1
3 IDS E 506 3 - 0/5/22/29 | 0/1/1/1
5t JHM E 511 5 - 0/6/22/22 | 0/1/1/1
5 IDS E 512 5 - 0/5/22/29 | 0/1/1/1
5 JHM E 513 5 - 0/6/22/22 | 0/1/1/1
5 IDS E 514 5 - 0/5/22/29 | 0/1/1/1
4 JHM E 515 4 - 0/6/22/22 | 0/1/1/1
4 IDS E 516 4 - 0/5/22/29 | 0/1/1/1
7 JHM E 047 7 - 0/6/22/22 | 0/1/1/1
7 IDS E 548 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM E 549 7 - 0/6/22/22 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
7 IDS E 550 7 1/1/5/7 |1 0/5/22/29 | 0/1/1/1
7 JHM E 551 7 - 0/6/22/22 | 0/1/1/1
7 IDS E 552 7 - 0/5/22/29 | 0/1/1/1
7 JHM F 565 7 - 0/6/22/22 | 0/1/1/1
7 IDS F 566 7 - 0/5/22/29 | 0/1/1/1
7 JHM F 567 7 - 0/6/22/22 | 0/1/1/1
7 IDS F 568 7 - 0/5/22/29 | 0/1/1/1
7 JHM F 569 7 - 0/6/22/22 | 0/1/1/1
7 IDS F 570 7 - 0/5/22/29 | 0/1/1/1
6 JHM F 581 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 582 6 - 0/5/22/29 | 0/1/1/1
6 JHM F 583 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 584 6 - 0/5/22/29 | 0/1/1/1
6 JHM F 585 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 586 6 - 0/5/22/29 | 0/1/1/1
6 JHM F 587 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 588 6 - 0/5/22/29 | 0/1/1/1
6 JHM F 589 6 - 0/6/22/22 | 0/1/1/1
6 IDS F 590 6 - 0/5/22/29 | 0/1/1/1
5t JHM F 591 5 - 0/6/22/22 | 0/1/1/1
5t IDS F 592 5 - 0/5/22/29 | 0/1/1/1
5 JHM F 593 5 - 0/6/22/22 | 0/1/1/1
5 IDS F 594 5 - 0/5/22/29 | 0/1/1/1
7 JHM H 575 7 - 0/6/22/22 | 0/1/1/1
7 IDS H 576 7 - 0/5/22/29 | 0/1/1/1
7 JHM H D77 7 - 0/6/22/22 | 0/1/1/1
7 IDS H D78 7 - 0/5/22/29 | 0/1/1/1
7 JHM H 579 7 - 0/6/22/22 | 0/1/1/1
7 IDS H 580 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM J 553 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 554 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM J 555 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 556 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM J 557 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 558 7 - 0/5/22/29 | 0/1/1/1
7 JHM J 559 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 560 7 - 0/5/22/29 | 0/1/1/1
7 JHM J 561 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 562 7 - 0/5/22/29 | 0/1/1/1
7 JHM J 563 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 564 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM J 595 7 - 0/6/22/22 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
7 IDS J 596 7 - 0/5/22/29 | 0/1/1/1
7 JHM J 597 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 598 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM J 599 7 - 0/6/22/22 | 0/1/1/1
7 IDS J 600 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM L 611 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 612 7 - 0/5/22/29 | 0/1/1/1
7 JHM L 613 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 614 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM L 615 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 616 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM L 617 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 618 7 1/1/5/7 | 0/5/22/29 | 0/1/1/1
7 JHM L 619 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 620 7 1/1/5/7 |1 0/5/22/29 | 0/1/1/1
7 JHM L 621 7 - 0/6/22/22 | 0/1/1/1
7 IDS L 622 7 - 0/5/22/29 | 0/1/1/1
4 JHM N 601 4 - 0/6/22/22 | 0/1/1/1
4 IDS N 602 4 - 0/5/22/29 | 0/1/1/1
5t JHM N 607 5 - 0/6/22/22 | 0/1/1/1
5t IDS N 608 5 1/1/5/7 | 0/5/22/29 | 0/1/1/1
5 JHM N 609 5 - 0/6/22/22 | 0/1/1/1
5 IDS N 610 5 - 0/5/22/29 | 0/1/1/1
5 JHM O 603 5 - 0/6/22/22 | 0/1/1/1
5 IDS O 604 5 - 0/5/22/29 | 0/1/1/1
5t JHM O 605 5 - 0/6/22/22 | 0/1/1/1
5t IDS O 606 5 - 0/5/22/29 | 0/1/1/1

The worst 5 of 181 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
) F 594 | IDS 02-C2 | -6.76 1.37 1.47
7 J 596 | IDS 02-C2 | -6.76 1.37 1.47
3 A 544 | IDS 02-C2 | -6.74 1.37 1.47
7 J 598 | IDS 02-C2 | -6.73 1.37 1.47
d D 526 | IDS 02-C2 | -6.72 1.37 1.47

The worst 5 of 241 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
6 B 535 | JHM | C3-C4-C5 | -3.27 106.64 109.93
d A 545 | JHM | C3-C4-C5 | -3.26 106.65 109.93

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
d D 523 | JHM | C3-C4-C5 | -3.25 106.65 109.93
6 B 533 | JHM | C3-C4-C5 | -3.25 106.65 109.93
> D 525 | JHM | C3-C4-C5 | -3.25 106.66 109.93

5 of 17 chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
7 J 556 | IDS C4
7 L 614 | IDS C4
7 L 616 | IDS C4
7 J 554 | IDS C4
7 L 620 | IDS C4

There are no torsion outliers.

There are no ring outliers.

75 monomers are involved in 194 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5t A 517 | JHM 1 0
5t A 518 | IDS 0 2
5 A 519 | JHM 0 1
5 B 527 | JHM 1 0
5 B 528 | IDS 4 0
5 B 529 | JHM 7 0
5t B 530 | IDS 6 0
6 B 534 | IDS 3 0
6 B 535 | JHM 2 0
6 B 536 | IDS 2 0
6 B 537 | JHM 2 0
6 B 540 | IDS 4 0
6 B 541 | JHM 4 0
5 C 572 | IDS 5 0
4 D 503 | JHM 1 0
4 D 504 | IDS 8 0
4 D 510 | IDS 1 0
4 D 522 | IDS 2 0
5 D 523 | JHM 4 0
> D 526 | IDS 0 2
3 E 502 | IDS 6 0
3 E 505 | JHM 6 0
5 E 511 | JHM 2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 E 513 | JHM 3 0
5 E 514 | IDS 0 1
4 E 516 | IDS 3 0
7 E 547 | JHM 3 0
7 E 548 | IDS 1 0
7 E 550 | IDS 1 0
7 E 551 | JHM 1 0
7 F 565 | JHM 1 0
7 F 567 | JHM 8 0
7 F 568 | IDS 1 0
7 F 569 | JHM 4 0
7 F 570 | IDS 6 0
6 F 582 | IDS 2 0
6 F 583 | JHM 2 1
6 F 584 | IDS 4 3
6 F 585 | JHM 3 0
5 F 591 | JHM 1 0
5 F 594 | IDS 0 1
7 H 575 | JHM 4 0
7 H 577 | JHM 3 0
7 H 578 | IDS 6 0
7 H 580 | IDS 4 0
7 J 554 | IDS 10 0
7 J 555 | JHM 7 0
7 J 556 | IDS 4 0
7 J 557 | JHM 4 0
7 J 559 | JHM 5 0
7 J 561 | JHM 9 0
7 J 562 | IDS 4 0
7 J 563 | JHM 4 0
7 J 564 | IDS 9 0
7 J 595 | JHM 1 0
7 J 596 | IDS 3 0
7 J 597 | JHM 1 0
7 J 598 | IDS 2 0
7 J 599 | JHM 4 0
7 J 600 | IDS 1 0
7 L 611 | JHM 4 1
7 L 612 | IDS 1 0
7 L 613 | JHM 1 1
7 L 614 | IDS 5 0
7 L 615 | JHM 0 1

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
7 L 616 | IDS 1 1
7 L 618 | IDS 1 0
7 L 619 | JHM 8 0
7 L 620 | IDS 2 0
7 L 621 | JHM 2 0
4 N 601 | JHM 1 0
5t N 607 | JHM 10 0
5 N 608 | IDS 5 1
5 N 609 | JHM 6 0
5 O 604 | IDS 1 0

5.6 Ligand geometry (i)

1 ligand is 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 Counts | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2
2 JHM E 501 3 15,1515 | 1.15 | 2 (13%) | 20,22,22 | 1.24 | 3 (15%)

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
2 | JHM | E | 501 | 3 - 0/6/22/22 | 0/1/1/1
All (2) bond length outliers are listed below:
Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
2 B 501 | JHM | C3-C4 | 2.29 1.55 1.52
2 B 501 | JHM | O1-C1 | 2.62 1.45 1.39
All (3) bond angle outliers are listed below:

" means



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

Page 36 wwPDB X-ray Structure Validation Summary Report 30FL

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
2 E 501 | JHM | C3-C4-C5 | -3.16 106.75 109.93
2 E 501 | JHM | C2-C3-C4 | -2.50 107.16 110.56
2 E 501 | JHM | C1-C2-C3 | -2.45 107.03 111.23

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.

1 monomer is involved in 8 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 E 501 | JHM 8 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 A 422 /427 (98%) -0.01 18 (4%) 39 34 13, 51, 103, 135 0
1 B 422/427 (98%) 0.08 24 (5%) 27 25 | 12,49,101,134 | 0
1 C 422/427 (98%) 0.01 | 18 (4%) 39 34 |11,44,102,137| 0
1 D 422 /427 (98%) -0.03 14 (3%) 50 45 11, 43, 96, 137 0
1 E | 422/427 (98%) 0.00 | 15 (3%) 46 41 | 11,44,101,137| 0
1 F 422 /427 (98%) -0.07 11 (2%) 59 54 13, 51, 103, 143 0
1 G | 422/427 (98%) 0.13 27 (6%) 23 21 |15,52,102,124| 0
1 H | 422/427 (98%) 0.01 17 (4%) 42 37 | 11,42,99,141 | 0
1 I 422 /427 (98%) -0.09 18 (4%) 39 34 12,43, 97, 135 0
1 ] 422/427 (98%) 0.10 24 (5%) 27 25 |11,48,102,131| 0
1 K | 422/427 (98%) 0.06 91 (4%) 32 29 | 14,52,99,140 | 0
1 L | 422/427 (98%) 0.25 | 27 (6%) 23 |21 |14,50,104,131| 0
1 M 422/427 (98%) 0.11 25 (5%) 26 23 12, 50, 101, 130 0
1 N 422 /427 (98%) -0.02 10 (2%) 62 57 16, 55, 99, 135 0
1 0 421/427 (98%) 0.13 32 (7%) | 171 16| | 12, 51,102,136 | 0

All | ALl | 6329/6405 (98%) | 0.04 | 301 (4%) 34 31 | 11,48,102,143| 0

The worst 5 of 301 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
138 | ASN 13.4
136 | THR 11.2
137 | SER 11.0
177 | SER 9.0
135 | ALA 8.9

[y S S Y =
= | | )
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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)

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
6 IDS F 590 | 15/17 0.73 0.64 | 2241 26,28,35,39 0
7 JHM E 547 | 15/15 0.54 0.81 20.45 42,62,84,85 0
d JHAM A 519 | 15/15 0.71 0.56 | 15.51 42,62,84,85 0
7 IDS E 548 | 15/17 0.79 0.67 | 13.33 26,28,35,39 0
> JHM N 607 | 15/15 0.55 0.66 | 10.22 42,62,84,85 0
7 IDS J 554 | 15/17 0.76 0.52 9.86 26,28,35,39 0
7 IDS J 598 | 15/17 0.72 0.65 9.54 26,28,35,39 0
7 JHM H 575 | 15/15 0.25 0.87 9.03 42,62,84,85 0
7 JHM J 555 | 15/15 0.51 0.68 8.28 42,62,84,85 0
7 JAM J 597 | 15/15 0.68 0.47 8.10 42,62,84,85 0
6 IDS F 584 | 15/17 0.44 0.82 7.64 26,28,35,39 0
5 IDS A 518 | 15/17 0.87 0.58 7.26 26,28,35,39 0
7 IDS H 578 | 15/17 0.59 0.72 7.03 26,28,35,39 0
5 | JHM | E | 511 | 15/15 | 0.74 | 0.64 | 6.27 | 42,62,84,85 0
7 JHM H 577 | 15/15 0.60 0.66 6.20 42,62,84,85 0
4 JHM D 509 | 15/15 0.50 0.55 5.48 42,62,84,85 0
3 JHAM B 529 | 15/15 0.47 0.74 0.07 42,62,84,85 0
7 JHM F 567 | 15/15 0.63 0.50 4.80 42,62,84,85 0
7 IDS F 570 | 15/17 0.77 0.64 4.33 26,28,35,39 0
4 [ JHM | N | 60L | 15/15 | 0.67 | 0.64 | 4.2I 42.62,84.85 0
7 JHAM L 615 | 15/15 0.56 0.65 4.16 42,62,84,85 0
S IDS N 608 | 15/17 0.68 0.63 4.00 26,28,35,39 0
3 JHM C 571 | 15/15 0.63 0.52 3.47 42,62,84,85 0
d JAM B 527 | 15/15 0.69 0.49 3.46 42,62,84,85 0
7 JHM L 613 | 15/15 0.63 0.44 3.11 42,62,84,85 0
5 IDS B 528 | 15/17 0.69 0.45 3.04 26,28,35,39 0
d JHM A 517 | 15/15 0.69 0.46 2.71 42,62,84,85 0
d IDS F 594 | 15/17 0.70 0.58 2.53 26,28,35,39 0
7 IDS J 596 | 15/17 0.77 0.54 Jio | 26,28,35,39 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
7 IDS L 616 | 15/17 0.38 0.45 2.07 26,28,35,39 0
5 IDS F 592 | 15/17 0.74 0.56 1.68 26,28,35,39 0
5 JHM N 609 | 15/15 0.74 0.61 1.57 42,62,84,85 0
5 JHM F 591 | 15/15 0.48 0.52 1.00 42.62,84,85 0
5 IDS B 530 | 15/17 0.78 0.52 - 26,28,35,39 0
5 JHM E 513 | 15/15 0.60 0.65 - 42,62,84,85 0
5 JHM D 523 | 15/15 0.68 0.57 - 42,62,84,85 0
3 JHM E 505 | 15/15 0.72 0.53 - 42,62,84,85 0
7 IDS L 622 | 15/17 0.67 0.68 - 26,28,35,39 0
6 JHM B 533 | 15/15 0.77 0.87 - 42,62,84,85 0
7 IDS L 620 | 15/17 0.68 0.62 - 26,28,35,39 0
7 IDS J 560 | 15/17 0.74 0.59 - 26,28,35,39 0
6 JHM F 585 | 15/15 0.71 0.70 - 42,62,84,85 0
6 IDS B 536 | 15/17 0.78 0.69 - 26,28,35,39 0
4 JHM E 515 | 15/15 0.70 0.52 - 42,62,84,85 0
6 JHM F 581 | 15/15 0.64 0.69 - 42,62,84,85 0
7 IDS H 576 | 15/17 0.63 0.65 - 26,28,35,39 0
6 JHM F 587 | 15/15 0.59 0.59 - 42,62,84,85 0
5 IDS D 526 | 15/17 0.74 0.52 - 26,28,35,39 0
7 IDS J 600 | 15/17 0.80 0.50 - 26,28,35,39 0
5 IDS C 572 | 15/17 0.68 0.64 - 26,28,35,39 0
6 IDS B 540 | 15/17 0.69 0.54 - 26,28,35,39 0
7 JHM L 617 | 15/15 0.73 0.45 - 42,62,84,85 0
7 JHM J 559 | 15/15 0.74 0.68 - 42,62,84,85 0
7 JHM J 557 | 15/15 0.65 0.73 - 42.62,84,85 0
4 IDS D 504 | 15/17 0.75 0.53 - 26,28,35,39 0
6 IDS B 534 | 15/17 0.78 0.57 - 26,28,35,39 0
7 JHM J 561 | 15/15 0.68 0.52 - 42,62,84,85 0
7 JHM E 551 | 15/15 0.54 0.77 - 42,62,84.85 0
7 JHM F 565 | 15/15 0.59 0.61 - 42,62,84,85 0
5 JHM D 525 | 15/15 0.56 0.46 - 42,62,84,85 0
7 JHM L 621 | 15/15 0.62 0.55 - 42.62,84,85 0
4 IDS D 522 | 15/17 0.75 0.57 - 26,28,35,39 0
7 IDS L 618 | 15/17 0.74 0.56 - 26,28,35,39 0
5 IDS A 546 | 15/17 0.71 0.56 - 26,28,35,39 0
3 IDS E 506 | 15/17 0.75 0.65 - 26,28,35,39 0
5 JHM O 605 | 15/15 0.65 0.78 - 42,62,84,85 0
7 JHM E 549 | 15/15 0.61 0.72 - 42.62,84,85 0
6 JHM B 541 | 15/15 0.51 0.49 - 42,62,84,85 0
7 JHM H 579 | 15/15 0.59 0.59 - 42,62,84,85 0
6 IDS F 586 | 15/17 0.84 0.52 - 26,28,35,39 0
6 IDS B 538 | 15/17 0.66 0.61 - 26,28,35,39 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
6 IDS F 588 | 15/17 0.79 0.50 - 26,28,35,39 0
6 JHM F 589 | 15/15 0.69 0.78 - 42.62,84,85 0
7 JHM J 595 | 15/15 0.64 0.55 - 42,62,84,85 0
5 IDS D 524 | 15/17 0.62 0.49 - 26,28,35,39 0
7 IDS L 614 | 15/17 0.74 0.46 - 26,28,35,39 0
5 JHM F 593 | 15/15 0.72 0.61 - 42,62,84.85 0
7 IDS J 562 | 15/17 0.69 0.56 - 26,28,35,39 0
4 JHM D 507 | 15/15 0.71 0.62 - 42,62,84,85 0
5t JHM C 573 | 15/15 0.69 0.71 - 42,62,84,85 0
5 IDS E 514 | 15/17 0.75 0.63 - 26,28,35,39 0
4 IDS N 602 | 15/17 0.76 0.63 - 26,28,35,39 0
5 IDS O 606 | 15/17 0.66 0.59 - 26,28,35,39 0
4 JHM C 531 | 15/15 0.50 0.60 - 42,62,84,85 0
3 IDS E 502 | 15/17 0.83 0.45 - 26,28,35,39 0
7 JHM J 553 | 15/15 0.59 0.67 - 42.62,84,85 0
7 IDS E 550 | 15/17 0.60 0.64 - 26,28,35,39 0
6 IDS B 542 | 15/17 0.74 0.67 - 26,28,35,39 0
5 IDS A 544 | 15/17 0.68 0.53 - 26,28,35,39 0
7 JHM F 569 | 15/15 0.56 0.55 - 42,62,84,85 0
6 JHM B 537 | 15/15 0.55 0.60 - 42,62,84,85 0
5 IDS C 574 | 15/17 0.65 0.61 - 26,28,35,39 0
4 IDS C 532 | 15/17 0.72 0.75 - 26,28,35,39 0
7 IDS E 552 | 15/17 0.74 0.53 - 26,28,35,39 0
6 JHM B 535 | 15/15 0.53 0.66 - 42,62,84,85 0
5 IDS E 512 | 15/17 0.85 0.68 - 26,28,35,39 0
4 IDS E 516 | 15/17 0.67 0.58 - 26,28,35,39 0
5 JHM O 603 | 15/15 0.61 0.85 - 42,62,84,85 0
5 IDS ) 604 | 15/17 0.60 0.85 - 26,28,35,39 0
4 IDS D 510 | 15/17 0.67 0.82 - 26,28,35,39 0
5 IDS N 610 | 15/17 0.76 0.64 - 26,28,35,39 0
7 IDS F 568 | 15/17 0.68 0.67 - 26,28,35,39 0
7 IDS F 566 | 15/17 0.77 0.61 - 26,28,35,39 0
7 JHM L 619 | 15/15 0.69 0.58 - 42,62,84.85 0
7 IDS L 612 | 15/17 0.81 0.44 - 26,28,35,39 0
4 JHM D 521 | 15/15 0.52 0.68 - 42,62,84,85 0
7 IDS J 564 | 15/17 0.72 0.51 - 26,28,35,39 0
5 JHM A 545 | 15/15 0.69 0.61 - 42,62,84,85 0
7 JHM J 599 | 15/15 0.70 0.49 - 42,62,84,85 0
7 JHM L 611 | 15/15 0.67 0.53 - 42,62,84,85 0
6 IDS F 582 | 15/17 0.76 0.64 - 26,28,35,39 0
6 JHM B 539 | 15/15 0.55 0.59 - 42,62,84,85 0
4 IDS D 508 | 15/17 0.74 0.53 - 26,28,35,39 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
7 IDS J 558 | 15/17 0.56 0.80 - 26,28,35,39 0
7 JHM J 563 | 15/15 0.71 0.54 - 42.62,84,85 0
7 IDS J 556 | 15/17 0.76 0.75 - 26,28,35,39 0
6 JHM F 583 | 15/15 0.62 0.71 - 42,62,84,85 0
7 IDS H 580 | 15/17 0.61 0.66 - 26,28,35,39 0
5 JHM A 543 | 15/15 0.64 0.51 - 42,62,84.85 0
5 IDS A 520 | 15/17 0.81 0.48 - 26,28,35,39 0
4 JHM D 503 | 15/15 0.54 0.73 - 42,62,84,85 0

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
2 JHM E 501 | 15/15 0.74 0.47 - 42,62,84,85 0
6.5 Other polymers (i)
There are no such residues in this entry.
grDe


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


