WDRLDWI

2PDB

PRDTEIN DATA BANK

wwPDB X-ray Structure Validation Summary Report (i)

May 25, 2020 — 08:28 pm BST

PDBID : 5HL7Y
Title : The crystal structure of the large ribosomal subunit of Staphylococcus aureus

in complex with lefamulin
Authors : Eyal, Z.; Matzov, D.; Krupkin, M.; Rozenberg, H.; Zimmerman, E.; Bashan,
A.; Yonath, A.
Deposited on :  2016-01-14
Resolution : 3.55 A(reported)

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

We welcome your comments at validation @mail.wwpdb.org
A user guide is available at
https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467

Mogul : 1.8.5 (274361), CSD as541be (2020)
Xtriage (Phenix) : 1.13
EDS : 211
buster-report : 1.1.7 (2018)
Percentile statistics : 20191225.v01 (using entries in the PDB archive December 25th 2019)

Refmac : 5.8.0158
CCP4 : 7.0.044 (Gargrove)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) : 2.11
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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.55 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree I i 0.227
Clashscore IS I I 12
Ramachandran outliers D 5.7%
Sidechain outliers N 19.5%
RSRZ outliers N DN 1.9%
RNA backbone N N 0.43
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))
Rfree 130704 1020 (3.62-3.50)
Clashscore 141614 1100 (3.62-3.50)
Ramachandran outliers 138981 1065 (3.62-3.50)
Sidechain outliers 138945 1066 (3.62-3.50)
RSRZ outliers 127900 1009 (3.64-3.48)
RNA backbone 3102 1008 (4.10-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their
fit to the electron density. The red, orange, yellow and green segments on the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. A grey segment represents the fraction of residues that are not modelled.
The numeric value for each fraction is indicated below the corresponding segment, with a dot
representing fractions <=5% 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 277 d 67% 24% 6% -
2 X 2923 d 32% 41% % e T%
3 Y 114 34% 42% 23% .
4 B 220 55% 34% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
5 C 207 53% 34% Tow
5%

6 D 179 78% 13% . 8%
3%

7 E 178 65% 19% T T
%

8 G 145 : 54% 36% 0w

9 H 122 52% 38% 0w
2%

10 I 140 57% 24% TTw %
3%

11 J 144 - 60% 32% e

12 K 122 51% 22% -

13 L 119 67% 18% Ton 8%
%

14 M 16 | ™ = T ——

15 N 118 51% 41% % .

16 O 102 62% 33% 5%
%

17 P 117 . 57% 33% 5%

18 Q 91 62% 32% 5% -

5%

19 R 105 51% 29% 17%

20 S 217 47% 23% 6% 23%
%

21 T 94 48% 23% 9% 20%

39%

22 U 62 55% 11% 32%

23 Vv 69 49% 2% %

24 W 59 42% 39% 14%

25 Z 58 41% 28% 5% 26%

9%
26 2 45 56% 33% 7%
27 3 66 50% 30% 11% 9%
59%

e p—

28 4 37 78% 19% .

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-
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ria:

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
29 MN X 3114 - - - X
29 MN X 3155 - - - X
29 MN X 3186 - - - X
29 MN X 3225 - - - X
29 MN X 3421 - - - X
29 MN X 3446 - - - X
29 MN X 3454 - - - X
29 MN X 3458 - - - X
29 MN X 3471 - - - X
30 MG A 302 - - - X
30 MG G 201 - - - X
30 MG P 201 - - - X
30 MG X 3087 - - - X
30 MG X 3180 - - - X
30 MG X 3196 - - - X
30 MG X 3230 - - - X
30 MG X 3236 - - - X
30 MG X 3244 - - - X
30 MG X 3248 - - - X
30 MG X 3250 - - - X
30 MG X 3252 - - - X
30 MG X 3253 - - - X
30 MG X 3254 - - - X
30 MG X 3255 - - - X
30 MG X 3265 - - - X
30 MG X 3286 - - - X
30 MG X 3293 - - - X
30 MG X 3294 - - - X
30 MG X 3306 - - - X
30 MG X 3308 - - - X
30 MG X 3327 - - - X
30 MG X 3332 - - - X
30 MG X 3335 - - - X
30 MG X 3336 - - - X
30 MG X 3337 - - - X
30 MG X 3339 - - - X
30 MG X 3340 - - - X
30 MG X 3341 - - - X
30 MG X 3342 - - - X
30 MG X 3344 - - - X
30 MG X 3346 - - - X
30 MG X 3348 - - - X

Continued on nect page...
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Continued from previous page...

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
30 MG X 3349 - - - X
30 MG X 3351 - - - X
30 MG X 3352 - - - X
30 MG X 3358 - - - X
30 MG X 3365 - - - X
30 MG X 3370 - - - X
30 MG X 3382 - - - X
30 MG X 3386 - - - X
30 MG X 3391 - - - X
30 MG X 3393 - - - X
30 MG X 3398 - - - X
30 MG X 3400 - - - X
30 MG X 3413 - - - X
30 MG X 3417 - - - X
30 MG X 3441 - - - X
30 MG X 3445 - - - X
30 MG X 3449 - - - X
30 MG X 3475 - - - X
30 MG X 3487 - - - X
30 MG X 3488 - - - X
30 MG Y 203 - - - X
30 MG Y 210 - - - X
30 MG Y 212 - - - X
33 SPD X 3498 - - - X
35 | EPE N 201 - - X -
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2  Entry composition (i)

There are 35 unique types of molecules in this entry. The entry contains 81462 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 50S ribosomal protein L2.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 269 1667 1007 331 324 5 0 0 0
e Molecule 2 is a RNA chain called 23S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @) P
2 X 2705 57983 25884 10620 18774 2705 0 0 0
e Molecule 3 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
3 Y 114 2430 1086 436 794 114 0 0 0
e Molecule 4 is a protein called 50S ribosomal protein L3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 B 215 1547 967 289 286 5 0 0 0
e Molecule 5 is a protein called 50S ribosomal protein L4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o C 199 1324 823 250 249 2 0 0 0
e Molecule 6 is a protein called 50S ribosomal protein L5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 D 16 853 512 165 174 2 0 0 0

WO RLDWIDE
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e Molecule 7 is a protein called 50S ribosomal protein L6.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 b 157 915 559 172 182 2 0 0 0
There is a discrepancy between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
E 174 LYS GLY conflict UNP Q2FW21
e Molecule 8 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 G 149 1090 682 202 203 3 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
) H 122 884 548 167 165 4 0 0 0
e Molecule 10 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 1 131 819 498 164 156 1 0 0 0
e Molecule 11 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
11 J 138 1001 641 187 170 3 0 0 0
e Molecule 12 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 K 119 906 556 175 174 1 0 0 0

e Molecule 13 is a protein called 50S ribosomal protein L18.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
13 L 109 673 411 134 128 0 0
e Molecule 14 is a protein called 50S ribosomal protein L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
14 M 10 807 510 162 135 0 0
e Molecule 15 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 N 16 922 581 183 154 4 0 0 0
e Molecule 16 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 0 102 751 477 138 135 1 0 0 0
e Molecule 17 is a protein called 50S ribosomal protein [L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 P 112 853 531 161 158 3 0 0 0
e Molecule 18 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 Q %0 53 365 103 112 3 0 0 0
e Molecule 19 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 R 102 627 382 120 124 1 0 0 0

e Molecule 20 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 S 167 1087 682 191 212 2 0 0 0
e Molecule 21 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 T & 559 349 110 100 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
22 U 2 242 149 48 45 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
23 v 65 486 299 89 98 0 0 0
e Molecule 24 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
24 W o7 437 271 82 &4 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 Z 13 339 208 70 57 4 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L34.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 2 43 350 213 &8 51 1 0 0 0

e Molecule 27 is a protein called 50S ribosomal protein L35.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 3 60 405 248 81 74 2 0 0 0
e Molecule 28 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 4 36 181 107 36 36 2 0 0 0

e Molecule 29 is MANGANESE (II) ION (three-letter code: MN) (formula: Mn).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
99 7 1 Total Mn 0 0
1 1
99 A 1 Total Mn 0 0
1 1
99 T 1 Total Mn 0 0
1 1
Total Mn
29 X 268 268 268 0 0
99 R 1 Total Mn 0 0
1 1
Total Mn
29 Y 2 5 5 0 0

e Molecule 30 is MAGNESIUM ION (three-letter code: MG) (formula:

Mol | Chain | Residues Atoms ZeroOcc | AltConf
30 P 1 Total Mg 0 0
1 1
Total Mg
30 G 2 5 9 0 0
30 j 1 Total Mg 0 0
1 1
30 I 1 Total Mg 0 0
1 1
Total Mg
30 C 2 5 9 0 0
Total Mg
30 A 3 3 3 0 0
Total Mg
30 X 218 918 9218 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
30 0 1 Total Mg 0 0

1 1

Total Mg
30 Y 10 10 10 0 0
30 M 1 Tofal l\ﬁg 0 0

e Molecule 31 is Lefamulin (three-letter code

: 62B) (formula: CogHysNO5S).

Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total C N O S
31 X 1 35 28 1 5 1 0 0

e Molecule 32 is (45)-2-METHYL-2,4-PENTANEDIOL (three-letter code: MPD) (formula:

CeH14039).
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MPD
04
OH
C1
C5
CA(S)\
c2
\ CM
C3
OH
02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 X 1 3 6 2 0 0
Total C O
32 J 1 3 6 2 0 0
Total C O
32 Q 1 3 6 9 0 0
Total C O
32 Z 1 3 6 9 0 0

e Molecule 33 is SPERMIDINE (three-letter code: SPD) (formula: C7H;9N3).
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SPD
i? NHa 1o
niH-N :
Mol | Chain | Residues Atoms ZeroOcc | AltConf

Total C N

33 X 1 10 T 0 0
Total C N

33 X 1 10 R 0 0
Total C N

33 X 1 10 R 0 0
Total C N

33 X 1 10 N 0 0
Total C N

33 X 1 10 R 0 0
Total C N

33 X 1 10 R 0 0
Total C N

33 X 1 10 T 0 0
Total C N

33 Y 1 10 T 0 0

e Molecule 34 is ETHANOL (three-letter code: EOH) (formula: CyHgO).
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EOH
O
C2
C1l
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
34 X 1 3 9 1 0 0
Total C O
34 X 1 3 9 1 0 0
Total C O
34 S 1 3 9 1 0 0

e Molecule 35 is 4-(2-HYDROXYETHYL)-1-PIPERAZINE ETHANESULFONIC ACID
(three-letter code: EPE) (formula: CgHsN2O4S).

EPE
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O S
35 N 1 5 8 2 4 1 0 0
sPrpe
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Stretches of 2 or more
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Chain A: .

a chain summarises the proportions of the various outlier classes displayed in the second graphic.
The second graphic shows the sequence view annotated by issues in geometry and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot

above a residue indicates a poor fit to the electron density (RSRZ > 2).
consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)

e Molecule 1: 50S ribosomal protein L2

Page 16

€61 T 08TV (414} z620 | 1en [ ]
| ey £22S 6910 1120 | 162D 0LED 8E%N
| | 8710 0620 LEDY
6T2L LBTD 6820 98%Y
| 8red 990 9510 8820 H9EY
L1ey a9v G s0zn 1829

982N T9€d
682N
820

7%
o o
& ¥
S
5O

<
S
IS
©

oV {445
09N

TEHD

13144
082D
6.LTy

62%0
8T¥D
LTHY

18D

.
=
o &
—- -
D <
© -
) o
- ]
< 3]
|

X
2021 < 96V | 1619 8Lz | 9zvd
= | ggy 9610 [ | 0€eD (140
%89 8610 [N44 | | a0}
£av 61V 1 HHEN | geEY

TETD €61V (4474

09¥ 692D

o
@
-
w
iIIl

1 6210
6%V — 0619 1929 090 6170

HSH £8TH [ | 6879 992Y 6EEY [ 8199 |

£GH £hY STV 8810 [ ] L1%Y
| eew 1 1810 €929

190 o810 | zezy
| osL 6710 a8Ty 1920 1€

691 0LTH - L osTIv %810 0£€0

697D S 9€H LTTV g8ty
<

| | ggn 9719 2810 TTHY
8TV P G 1819 12€D
|oweN 1878 e €en $T10 0819

©
I
=
5

€110

| gery 1€ (4291} 8LTV

S0%D

209D
80TV 0929
L0TD 7,10 6420 8TEY
I 852D L1€D 66€0
[ | 86€D

S%TH

o m
0 0w
oo
S o H
~ o
o (2]
© ©
© I~
~ o~
-
< ©

0€d EYIN TLTA

- -
=
o Molecule 2: 23S ribosomal RNA
32%
o [Te}
- N M
85 z
=i g
3 5
3 5

|
[
<
-
=

0070 041D

1Y 660 g0 g1en g6en
0290 4531 I

619D

LTL 15428 6921

STL

®
| II
[}
G
-
=
il

T6eEN

(441 62TV €49cd 60€N

62d 08D
£0ed sgey
622y z0gY [ |

€1 1
8zTV 100 08€eN

[ | [ | 837D 122D

o
-
-
pE|

9TH | | LHTH

~
o
=
A,

%

90TV S%TS

™
-
[
@
=]
e
@
[T
© o
~
@ m
(Sl

Chain X
o m

< D D

< o

N~ N~

=33
Igw
n
25
O =

seey 862N LLen
SY 8.0 SS6I0 ey L6TH 9LEY

15428
S6CH

812D 762D

o - 1870 [ | £620 TLEY

S6A 0ETH

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report bHL7

Page 17

€159

i
3

008Y
667V

3

9G6%D

Tevd

1970

6%%0

889D
18S90

£89Y

T88Y

6480

il
3

£%5D

TS0

6€5D
8€9D

*

YESD
€€90

zvon

ST9D
%290

029D

869D

769D

0TLD

49890
789N

289V
T899

9490

TLOY

%990

064D

8.0

S8.0

€819
28.D
18LD

6LLY
8L.LD

-

8v.lN
Lyl
9L

E€%.0

074D
6€.0
8€.l0
LELD
9€.LD

YELY

0ELY

6T.D

LT.LD

968N

798D
€989
48N

98D
Sv8Y
¥%8D
£%8D
cven
%80
0%80

8E8Y

9€80
Se8n

T€8D

8T8V
LT8Y

S28H

618V

108Y

6640

96.LV
S6.LV
T6LY

6.0
T6.L0

ST6D

£T6Y

126D

3

606D
806V
L069D
906V

£06D

106D

8680
L68YV
9680
9680

888D
188V

4880
88N
€880

6580
868N
L8980

966D
S660

66V
166V

8860

9869

%860
£86D

1860
0860

LLEV
960
sl6n
vLl60

L6V

S96D

£96V
[4:4)
1969

63960
896N

9386V

1

86N
Ly60
9v6v
SY6v
¥%6D

0v6N

LSOTV

7G0TV

TS0TD
0S0TD

Ly0T1D
9%0T1H
SYOTV
vPOTY
£%010
cv010

YEOTY
€E0TH

TE0TD

62010
820TH

920T1d
STOTV
v20TY

[444 %)

020D
6T0TV

Y601V

880TD
L80TD
980TD

0L0TY
69019

990TD

Y907V

16110

68110

L8TTY

6.11D
8LT1D

w10

TLITV

69T1D

SYIIn

T9T1D
091D

8%T1N

Eiz4n]
SYTTH

YETTD

CTETTD
TETTY
0€TTH

96110

9EETH

EEETY

TEETD

LTETD

STETN

0ZETH

8TETH
LIETH

TIETY

60€TH
80€TD
LOETH

E0ETY

T0E1N

L

96210

6TV

062TH

98TV

6,210

L.TT0

¥.L21D
€.21d
TLTIN
TL21D

69CTV

|

€921V

vLETD
€LETN
CTLETD

09€TH
6SETY

¥9€T1D
E€GETY

9vETD
SYETV

CTYETD

0%ETH
6EETN

8LYTV
LL7T0
9L%TD
SLYTV
YLD

69%1H
89%1H

SO%1H

(4%
19710

€9%1H

LYPTV

19910
0PvIV

YEVIN

(4524
€710

iz4231
£THTO

L

8T%1D
LI%1D

i25A%)

TT91D

80%1H

90%1H

O

R LDWIDE
PROTEIN DATA BANK

W



SHL7

=
—_
@)
o
Q
a'at
s
—
<
g
=
=
n
]
Q
=
<
=
I
=
5]
o
=
+~
<O
=
—
+—
N
=
D
>~
as)
A
[al
E
=

Page 18

0%S10

€0S10

S8%TH

€871V
871N
871V

TLST1D

09GTY

0%910
6€9TH
8€9TH
LEQTY

SEITV

TEITY
1€91D

L19TV
9191V
ST91H
YI9TY

21910

0T9TD
60970

LO9TY
90970

%0910

YOLTY

ToLIN

0947H
6SLTH

LGLT0
9G.LTIN

[4:=VA%]
TSL1D
0S.10

8YL1D
LYL1D

TPL1D

L

SELTD
YELTY
EELTY

TELTD

LTLTD
9TLIY

vTLIn

TTLIV

6TLTD
8TLTD

F

0TLTD

S0LTD
$0LTD

T69TD

891D
9891H

981D

8€8TH

£2810
[44:3 %)
12810
0281H

8181V
L18TD
9181V
ST8TD
7I8TV
€181V

TI8TV

€081H
20810

0081V

96LTY

Y6LTD
6470

06.4TD

98LTY
S8.L1H
¥8.L10
€8.L1D
[4:7h4 )
18L1D
08L19H

YLLIY
ELLTY

L9LTH

Cwon

681D
£68TY

T68T0

288TH

.81V
€819
TL8TH
TL8TN

298TH

098T1D

LG8TD
9G8TY

»681n
€G8TD

0G8T1H
6%8TD
8¥8TY
L%810

S¥81Nn
Y¥8TD
£%810
ZH8Ty

Y961V

E€E6TD

8T6TY

LTBTY
wu“«<
€C6TY
2610

02610

@ B8I61D

9161V
ST6TD

16TV

0v0TY
6€0TD
8€02N
LEOTH
9€0TH
S€0TO
veocn
€€0TD

T€0TH
0€0TY

820TY

81020
L1020

€102H

S00CTY

88610
L86TY

986TD
S86T0
86710
£8610

861D

6L6TV

L0T2TH

coten
10720

660TD
860CY

%6029
£6020
260T)

980TV

LL0T)

§.0TH
%.02D
€L0TH
TL0Td
1.020
0,020

vo0cy
£€9020

19020

9802H
802N
%3029

TS0T)
15020

97020

921T)

0Z12d
61120
81120

4314

(4314

0TTZH
60TCY

@ 6ecTTy
@ 8gTTn
Lggen

YETTO

[4344

0€2TH

82TTd

+
i

61220

v0€TH
€0€TH

F

66220

18220
082TH
6.2TD

@® L.lTTd

j2X441

clzen
1,220

S92TH
v92TH

Tozey
846TTN
LGgTd
96zen
eie{4 4]

{4144

0Gzey

8%2TH

ovcen
SvTTd
id44]

[4444]

ovzzn

¥8eTn

T8ETI

6LETY

CTLETH

0Lgzn

£9€TY

09€TY

89€TH
LSETH
98ETY
SGETY
vseey

[4:134]

8¥€TH
LYETY

® Svecy

e£veen
zveen

6€£€TN
8EETY
LEETY

ceeen
T€ETH

12€T0
0Z€TO
61€TN
81€cTN
LT€TH
91€TH
STETY

E£TETY

0T€TI

LOETH

pasiza

4574
15920
0S%2n

8¥¥TH
LY%TD

13%474)

8EVTY
LEWTH

23741

TE€9TD

62%Cn

sThen
(474

|3474)

81¥%CH

15741

£1¥%en
(4544

0T%TH
60%CH

LO%TY

SO%TY

£0%CY
[dviz4]
10920
00%zN

¥6€2H

T6ETH
16€CD

68€TH

S8ETY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report bHL7

Page 19

92S8T)

vesey
€249T0
[44:(4)

0zsen
61520
81820
L182H
9162H
S16TY

€182H

808zTH
L0STD

S0STY

€082V
@® T0S2)
10520

L

L6%CH
96%CY
S6%CY

£6%20

16920
06%20
68%zN

v8ven
£8%20

18%2H

6.%20
8L%TV
LLYTY
9.%eN
SLYTY

20920
10929
00920

|

S6S920
¥692D
£68CY

068zN
68420

18820

¥892H

£892T0
(423241}

08592H
6,920

€.92n
TLST)

996D

L

1992D

9462ZH

992D
€469TH

6%520

LYST0

£%9TH
{42t
1574°141

8€4TN

9€4TH
S€49TH
YESTD
£€382N

824T)

6992D
899CY
L992H
9992y

£992n

0992y

8G92H
L8929

0892H
6%92n

£%920

€1920
21920

9092D
S092D

0vLTY

8ELTY
LELTD
9ELTD
SELTD
YELTD
EELTY
TELTY
TELTD

62.LTD
8c.lTn

92.LTd
gclzn

LT

F

0T LTY

0T.L2D
60.20

089zn
6,920

9.92n
S.9TD
v.920n

TL9TH
TL9CV

L08TH
90820

708TH
£08TY
08Ty
70820

66.20
86.2D
L6.2D

S96.20
¥6.20

LTy
6LV

L8LTD

£€8.Tn

08.L2Y

8L.LTH

9LLTY

vLLTD

TLLTD

69.2D
89.TV

T9LTH
T9.2D

6G.2D
8G.TH

F

5S ribosomal RNA

94620

[4:7x4

PAZXAN
9vLTH
SPLTH
YhLTD

ThLTO
152%4)

L

TL8TH

082V

S98TH

T982N0
098zN

LG8V
968zN
9G8TY
va8cy

98TV

yh8Tn

T8eY
08Ty
6€8TY
8€8T0
LE8TN

S€820

£€82N

T€8TH

828N

928N

134:141)

91820

71820

z18cn
11820

808TY

0zécn

816CY

S1620
Y162V

2162V

1162V
0T62H

€062V

)

668CY
868cN

£68TY
Nmmmu
888TY
1882H
988TH

e Molecule 3

%8820
£8820N
88TV
18820

8.8t2N

23%

42%

- o
& o
[ ]

L3

34%

Chain Y

LD

TLY

690

S99
oV
€90

Ton

680

189

€90

oSy
6%D

©
<+
<

<+
<
<

[
2
S

T€D

820

920
sev

(443}

+

819

Ll
s

508 ribosomal prote

(4

01N

~
w

on

7D
en

€110
211D
TTTV

(4044

00TV
660
86D

969
S6Y

€60

160
060

980
v8n
€80
[4:]

08Y

8.0

m

e Molecule 4

9%

34%

55%

Chain B

€0TD

0072
661

L60a

To%
09Y%
69K
83V
LG

At

L

E£PA

8N

3

ced

ol © o I
o'l N N
= il 2]

(4]

914

II II'D
© -4..||+.
~ -

TN

6LTL
8LTIA
LLTL
9LTN

iZA%)

cL1Y
TLTD
0L1d

SOTH

(42115

09TV
6910
8GTS
LSTV

L

44 %]

8¥TH
PAATS

S¥1S

TP
0%1d

® YETH

+

8TTh
LTT4

1

6TTL

STTA
¥11a

TTTA

60TL

90TS
S0TA

91Ty
STCI

E€TTL

1121
0123

8021

50S ribosomal protein 1.4

cocd
T0TA
00zZN

S6TI
Y6TA

e Molecule 5

€811

O

R LDWIDE
PROTEIN DATA BANK

W



SHL7

9%

34%

53%

wwPDB X-ray Structure Validation Summary Report

Page 20
Chain C:

[ ] ° 648
6.4 £9TA LETL

[ ] L4
LLL TETD °
9.9
sLb
L4 99L

GGTA G9d

8%

=] <
[ [ | . - SLH | poE
o1 08TY HLN €91
0LL 691d . - 44
| | 8v1h < 61TY 3 | 198
190 1918 ) [ | 191 09v

STTh 6SN
»11d

LGA

SOM

I.
19%
o+
Ié’
|

THTA 607d T9U < (45}
69D Lo 80TT | otea Q A
| 8ss 07 TN 093 0sa
LSA 6£T4d * | |
| | — %071 938
TGA [ ] 9gd
oSy SETH 1010 [ |
| 6w | 198
8hL 8TV 081
| Lea [ | oeTd
9ZTA ba2 o
vy | [ | °
194 €211 90
[ | [ | o o 3ey
LTTY 10 Ne) 91 e 291l — |oe1
[orma — — 1 Cre 9e1
zeA qTIS - N - 0913 = [ |
St g 2 = e T = e
ETTV L L | 1en 8BS TN L zed
= - =
62N eTIs S o < 0ex [ | o [ o1es L emIT
TTTY = = o | | $91d = 0ES vITH
01711 061a 2 ~ szl £91d ~ . . 6eT ETTL
68TV = = HTA | zeTy = 3 82y TITS
Ty 881N et 18TA ) [ ] T11d
| | 18TL m m | | | | m szl | |
611 90TY 1 w o w 8TL 1A % b 9011
818 SOTH 3 3 | | 3 | ey | |
7 £8TA Ra) oA Ra) LE18 e zed €018
£0TY Z8IN = = I = 12v | zotr
umE 1811 . o 0 . oza T0TT
#1S | o0std ve1E 611 | ooty
e 867 6LTD Q eI = EETA < 1 66
ZIL L6k 0 [ | 10 | | 0 mmm
Lot 965 ot o 62d .. 8zZIN fast
01a | geu GLTA © W- 8z I~ © 0 - £13 64
4 I o < &k g = g
TL1d .- 9zl .. ‘.
L1 169 | ouir m [ m = mm:, m ) -: mﬁ
91 064 69TN o
] peorEn O .nma 2 .nma ﬁ; 2 .m Bl mﬁ
£8M L9TY o
| esb 991§ M -~ M ) zota M = . 18H
18d S9TT ° o 8y Ty ° @) [ | ° @) | s

10%

38%

E

gPDB

O
PROTEIN DATA BANK

W

52%

e Molecule 9: 50S ribosomal protein L.14

Chain H:



SHL7

wwPDB X-ray Structure Validation Summary Report

Page 21

3
b

884
L8I

S8A
780

SLS

€eLa
TLN

69A

[4°23
T9A

LSGA

1

CGA
TSA
08D
(421

LEQ

[re)
™
H

ey
CEL

0gYd

S19D
¥1s
€IN
(419

O0TA

9L
fekct
i1

[44 %)
TTIA
0cTE
611d
811V
L1711

CTIN
T114

3

9071

20TA
T01d
001D

861
L6Y

764

T6)

6%

12%

24%

57%

4%

e Molecule 10: 50S ribosomal protein L15
Chain . T

28T

6.1

LLA

228

TN
TLY

S99

29d

09¥
694

LST

i)

9%A

SEH

€ey
2€D

«© 0 ~ )
- N o N
~ 2] = B

.
©n

o

i

32%

e Molecule 11: 50S ribosomal protein L.16
60%

3%

Chain J: -

96A

61
€61

68Y

L84

TLL
TLH

694

991

094

SGL

LETT
9ETH

€ETH

e Molecule 12: 50S ribosomal protein L17

TETd
0ETH

8CTA
LTTA

0TT1
6174
8111

9113
STTd

€TTA

014

e
)
II = IIII

42%

51%

Chain K:

6L

LPT

4728

(443
vy
ovA

© ©
%) 3]
II“ II:‘ II

ved

™
™
B

L

62y

Q
N
2]

©
N
3]

1

N ™
N
B w

[
3]
=

814
L11
9T

4%
€14

84

SOTH

e Molecule 13: 50S ribosomal protein .18

8%

6%

18%

67%

3

e Molecule 14: 50S ribosomal protein .19

Chain L:

LOTY

€0T1D

T

€64

9LA

SOL

€91

eV

TSA

87N

¥PI

LEN

SEY

EEA

1€1
0€Y
62d

8TA

*

AL

5%

12%

28%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

54%

2%

Chain M: u



SHL7

wwPDB X-ray Structure Validation Summary Report

Page 22

684

981

08L

L}

89S
198

794
09L

G99
Akl

f4cts
T8
08I

8¥A

80TY

e Molecule 15: 50S ribosomal protein L20

G071

661
8634

S6Y
v6A

7%

41%

~ @ o
10 10 10
[ B3

51%

Chain N:

o ol
~ @
o=

LLS
9Lk

YL
€L3

Ll

99N
991
vod

291
TOM

it
it

TS
0y

8vY

[443
L5238

6EA

LED

® [t}
3] ®
II = II.‘ II

8Ty
LTS

611

€14

OTL

8L

9D

5%

33%

62%

e Molecule 16: 508 ribosomal protein 1.21

Chain O:

684

18D
983

8y
€841

0831
6.4

*

vLld

CTLL

0L%

L9¥

EON

191

28l
18d

8YA

9%A

[44)

0%d

TEL

0€D

o o
[aly]
= |

o
3]
H

<
Pl
=

0T

9d

I

e Molecule 17: 508 ribosomal protein 1.22

cd
TH

5% o

5%

32%

+

33%

57%
62%

%

Chain P: i

*

e Molecule 18: 50S ribosomal protein 1.23

Chain Q:

064

181
98S

€81
281
8L
08A

8LV
LY

TLL

049D

891
194
999D

€94

3

LGN

i)

87

vV

8EA

beEN
€EA

8cd

9glL

0K

918

v1a

IIII
©
=1

ey

17%

29%

R LDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

51%

6%

Chain R: —

e Molecule 19: 50S ribosomal protein L24



Page 23 wwPDB X-ray Structure Validation Summary Report bHL7

o000
= oA =4 el =] [ 3] a - > © o o = © 12 o> =] (- ]
L © 0 o — o IIE;
:zl‘;lsla B8 z'I
e Molecule 20: 50S ribosomal protein L25
Chain S: 47% 23% 6% 23%

oW © oo © N~ © DO ol & mswollo w0 oo m Lo~ ®© ) ~
o - N SEANA M m [32] <+ <+ & & 0 0 ©0 © © N~ [ ol «© ©
=23 AN o B 2 BMEAEM> x> PO B PEBP<A>OC X 3]
- w0
oo
i
B .

K12

~ © o = o
(] 0 © o o ™ m o
@ 0 D O = o ]
A< = = (< K] =B

| vio9
G110
|
V113
G114
|
Q123
N127

e Molecule 21: 50S ribosomal protein L27

%

. |
Chain T: 48% 23% 9% 20%

[
© o oo ~ 0 o o < © @ — o ~ o
N o & & S o} rel I} 0 ©Q N~~~
©n =B EN--= = > 3] = =4 M HAQ

e Molecule 22: 50S ribosomal protein L28

39%
Chain U: 55% 11% . 32%

E78
G81

M ¢ 10
© © ©
a KX

Y90
A91

o
]
& &
P2 A

e Molecule 23: 50S ribosomal protein 1.29

Chain V: 49% 42% T
IE-E-E a™as §I§ §I§-§I§ §-§-§I§ EIE §I§ §I§I§I§-§-§ E-El

e Molecule 24: 50S ribosomal protein L30

Chain W: 42% 39% BV 7S

| st o [ o o @O ~ o o ] 0 [ @
(¥} wn « o o N (] mmmm <+ w [}
MEaoc A4 =< A v E>=HA = B oo

= » O o <
- - ] 10
o om X [= ] =

WO RLDWIDE

PROTEIN DATA BANK



Page 24 wwPDB X-ray Structure Validation Summary Report

SHL7
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4 Data and refinement statistics (i)

Property Value Source
Space group P6522 Depositor
Cell constants 282.11A 282.11A 875.34A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
. 49.93 - 3.55 Depositor
Resolution (4) 4993 — 355 EDS
% Data completeness 95.4 (49.93-3.55) Depositor
(in resolution range) 95.4 (49.93-3.55) EDS
Rinerge 0.21 Depositor
Raym (Not available) Depositor
<I/o(I)>" 2.53 (at 3.57A) Xtriage
Refinement program PHENIX Depositor
R R 0.187 , 0.227 Depositor
» Phfree 0.189 . 0.227 DCC
Rfree test set 11847 reflections (5.02%) wwPDB-VP
Wilson B-factor (A?) 105.6 Xtriage
Anisotropy 0.307 Xtriage
Bulk solvent kyo(e/A?), By (A?) 0.22 , 56.4 EDS
L-test for twinning” <|L| > =046, < [*> =10.28 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.93 EDS
Total number of atoms 81462 wwPDB-VP
Average B, all atoms (A?) 110.0 wwPDB-VP

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

function is 1.34% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.

2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.

WO RLDWIDE

PROTEIN DATA BANK


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

Page 26 wwPDB X-ray Structure Validation Summary Report bHL7

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: MG,
MN, EOH, MPD, 62B, EPE, SPD

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\ (g7 #éy >5 RMSZ #é\ >5

1 A 0.26 0/1697 0.56 0/2332

2 X 0.96 | 108/64923 (0.2%) | 1.63 | 1547/101215 (1.5%)
3 Y | 090 | 10/2717 (04%) | 1.73 | 90/4232 (2.1%)
1 B 0.68 0/1570 0.90 2/2117 (0.1%)
5 C 0.72 0/1343 0.98 1/1838 (0.1%)
6 D 0.33 0/855 0.56 0/1185

7 E 0.44 0/925 0.61 0/1279

8 G 0.78 0/1112 0.87 0/1507

9 H 0.62 0/891 0.80 0/1203

10 T 0.75 0/827 1.02 2/1121 (0.2%)
11 ] 0.61 0/1023 0.80 0/1388

2 | K 0.35 0/909 0.62 1/1217 (0.1%)
13 L 0.50 0/678 0.69 0/927

4| M | 072 0/819 0.94 2/1107 (0.2%)
15 | N 0.83 0/934 0.99 0/1241

16 | O 0.84 | 1/761 (0.1%) | 0.97 3/1022 (0.3%)
7 | P 0.41 0/861 0.64 0/1160

8| Q 0.57 0/589 0.78 0/308

19 R | 067 | 1/631(02%) | 085 0/863

20 S 0.60 0/1099 0.84 0/1509

21 T 0.59 0/565 0.79 0/751

22 | U 0.37 0/247 0.57 0/344

23 | V 0.50 0/487 0.64 0/654

24 | W | 073 0/439 0.93 0/593

25 Z 0.80 0/345 0.90 0/460

26 2 0.72 0/353 0.94 0/463

27 3 0.75 0/409 1.07 1/550 (0.2%)
28 1 041 0/180 0.66 0/249
All | Al | 089 |120/88189 (0.1%) | 1.50 | 1649/133335 (1.2%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying if
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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

7#Chirality outliers

#Planarity outliers

1

0

1

5

10

16

17

20

27

o = = —| =] o] o

All

=l ol w2 0| O —| O B =

—

[ev] Bew] Rew) Nen) Hev] Bav] Ha] Hal

11

The worst 5 of 120 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
2 X 1186 A N9-C4 | -12.81 1.30 1.37
2 X 1289 A N9-C4 | -11.75 1.30 1.37
2 X 2845 G N9-C4 | -9.65 1.30 1.38
2 X 1065 A N9-C4 | -9.16 1.32 1.37
2 X 2740 A N9-C4 | -8.95 1.32 1.37
The worst 5 of 1649 bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
3 Y 93 C N3-C2-02 | -20.18 107.77 121.90
2 X 2845 G N3-C4-C5 | 18.48 137.84 128.60
3 Y 93 C N1-C2-02 | 16.73 128.94 118.90
2 X 1395 G N1-C6-06 | -16.42 110.05 119.90
2 X 1289 A C2-N3-C4 | -16.32 102.44 110.60
There are no chirality outliers.
5 of 11 planarity outliers are listed below:
Mol | Chain | Res | Type | Group
1 A 77 | LYS | Peptide
4 B 104 | GLU | Peptide
4 B 57 LYS | Peptide
5 C 161 | VAL | Peptide
5 C 27 | GLU | Peptide
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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 1667 0 1292 o1 0
2 X 57983 0 29161 923 0
3 Y 2430 0 1229 o8 0
4 B 1547 0 1514 66 0
S C 1324 0 1175 a7 0
6 D 853 0 444 6 0
7 B 915 0 648 22 0
8 G 1090 0 1034 48 0
9 H 884 0 902 45 0
10 I 819 0 687 43 0
11 J 1001 0 971 37 0
12 K 906 0 930 36 0
13 L 673 0 038 19 0
14 M 807 0 803 32 0
15 N 922 0 973 61 0
16 O 751 0 743 22 0
17 P 853 0 900 30 0
18 Q 583 0 472 21 0
19 R 627 0 010 24 0
20 S 1087 0 934 26 0
21 T 959 0 269 24 0
22 U 242 0 141 4 0
23 \Y 486 0 469 10 0
24 W 437 0 467 26 0
25 Z 339 0 350 23 0
26 2 350 0 383 12 0
27 3 405 0 363 19 0
28 4 181 0 76 5 0
29 A 1 0 0 0 0
29 R 1 0 0 0 0
29 T 1 0 0 0 0
29 X 268 0 0 0 0
29 Y 2 0 0 0 0
29 7 1 0 0 0 0
30 A 3 0 0 0 0
30 C 2 0 0 0 0
30 G 2 0 0 0 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
30 I 1 0 0 0 0
30 J 1 0 0 0 0
30 M 1 0 0 0 0
30 O 1 0 0 0 0
30 P 1 0 0 0 0
30 X 218 0 0 0 0
30 Y 10 0 0 0 0
31 X 35 0 0 1 0
32 J 8 0 14 1 0
32 Q 8 0 14 0 0
32 X 64 0 112 7 0
32 7 8 0 14 0 0
33 X 70 0 133 9 0
33 Y 10 0 19 1 0
34 S 3 0 6 0 0
34 X 6 0 12 0 0
35 N 15 0 17 17 0
All All 81462 0 49019 1574 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 12.

The worst 5 of 1574 close contacts within the same asymmetric unit are listed below, sorted by

their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
19:R:11:VAL:HA | 19:R:67:ASN:HB2 1.48 0.96
2:X:956:A:H2’ 11:J:11:ARG:HH11 1.30 0.96
2:X:83:G:H21 2:X:102:A:H2 1.15 0.93
4:B:124:GLY:HA2 | 4:B:174:GLY:HA3 1.53 0.91
3:Y:21:G:H1 3:Y:58:G:H1 1.08 0.91

There are no symmetr

y-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

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.
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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 267/277 (96%) 222 (83%) | 27 (10%) | 18 (7%)
4 B 213/220 (97%) 187 (88%) 17 (8%) 9 (4%)
5 C 197/207 (95%) 155 (79%) | 31 (16%) | 11 (6%)
6 D 163/179 (91%) 131 (80%) | 17 (10%) | 15 (9%)
7 E 155/178 (87%) 120 (77%) | 26 (17%) 9 (6%)
8 G 143/145 (99%) 131 (92%) 8 (6%) 4 (3%)
9 H 120/122 (98%) 102 (85%) | 16 (13%) 2 (2%)
10 I 129/140 (92%) 91 (70%) 25 (19%) | 13 (10%)
11 J 136/144 (94%) 110 (81%) | 15 (11%) | 11 (8%)
12 K 117/122 (96%) 101 (86%) 9 (8%) 7 (6%)
13 L 107/119 (90%) 86 (80%) 16 (15%) 5 (5%)
14 M 108/116 (93%) 85 (79%) 18 (17%) 5 (5%)
15 N 114/118 (97%) 108 (95%) 6 (5%) 0
16 O 100/102 (98%) 90 (90%) 5 (5%) 5 (5%)
17 P 110/117 (94%) 101 (92%) 8 (7%) 1 (1%)
18 Q 88/91 (97%) 74 (84%) 9 (10%) 5 (6%)
19 R 100/105 (95%) 71 (71%) 17 (17%) | 12 (12%)
20 S 165/217 (76%) 121 (73%) | 23 (14%) | 21 (13%)
21 T 73/94 (78%) 63 (86%) 10 (14%) 0
22 U 40/62 (64%) 32 (80%) 6 (15%) 2 (5%)
23 \Y% 63/69 (91%) 55 (87%) 5 (8%) 3 (5%)
24 W 55/59 (93%) 51 (93%) 3 (6%) 1 (2%)
25 7 41/58 (71%) 36 (88%) 4 (10%) 1 (2%)
26 2 41/45 (91%) 39 (95%) 1 (2%) 1 (2%)
27 3 58/66 (88%) 42 (72%) 9 (16%) 7 (12%)
28 4 34/37 (92%) 26 (76%) 8 (24%) 0
All All 2937/3209 (92%) | 2430 (83%) | 339 (12%) | 168 (6%)

5 of 168 Ramachandran outliers are listed below:

WO RLDWIDE
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Mol | Chain | Res | Type
1 A 27 THR
1 A 35 LYS
1 A 36 PRO
1 A 51 VAL
1 A 78 VAL

5.3.2 Protein sidechains (1)

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

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 112/224 (50%) 97 (87%) 15 (13%) 48 23
4 B 150/177 (85%) 121 (81%) | 29 (19%) 1118
5t C 106,/169 (63%) 84 (79%) 22 (21%) 1447
6 D 15/158 (10%) 13 (87%) 2 (13%) 48 23
7 E 51/156 (33%) 39 (76%) 12 (24%) 1115
8 G 106/123 (86%) 87 (82%) 19 (18%) 20111
9 H 91/100 (91%) 74 (81%) 17 (19%) 1119
10 I 56,/108 (52%) 39 (70%) 17 (30%) 1] 1 B
11 J 90/119 (76%) 80 (89%) 10 (11%) 6] 31
12 K 91/102 (89%) 77 (85%) 14 (15%) 20 18
13 L 40/95 (42%) 30 (75%) 10 (25%) 0ff4
14 M 75/102 (74%) 53 (71%) 22 (29%) 111 B
15 N 91/98 (93%) 70 (77%) 21 (23%) 115
16 O 71/86 (83%) 63 (89%) 8 (11%) 68 30
17 P 89/94 (95%) 77 (86%) 12 (14%) 48 22
18 Q 41/82 (50%) 34 (83%) 7 (17%) 24113
19 R 44/90 (49%) 26 (59%) 18 (41%) Off1
20 S 88/190 (46%) 73 (83%) 15 (17%) 24113
21 T 53/75 (71%) 40 (76%) 13 (24%) 1 E
22 U 8/52 (15%) 7 (88%) 1 (12%) 48 25

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
23 \Y% 47/62 (76%) 35 (74%) 12 (26%)
24 W 50/53 (94%) 38 (76%) 12 (24%)
25 7 38/51 (74%) 32 (84%) 6 (16%)
26 2 35/40 (88%) 29 (83%) 6 (17%)
27 3 33/57 (58%) 27 (82%) 6 (18%)
28 4 2/35 (6%) 1 (50%) 1 (50%)
All All 1673/2698 (62%) | 1346 (80%) | 327 (20%)

5 of 327 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
12 K 36 ARG

14 M 82 LYS
24 W 40 ASN
12 K 94 THR
13 L 96 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (3) such
sidechains are listed below:

Mol | Chain | Res | Type
14 M 14 GLN
16 O 63 ASN
17 P 40 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
2 X 2685/2923 (91%) 645 (24%) 36 (1%)
3 Y 113/114 (99%) 18 (15%) 0

All All 2798/3037 (92%) 663 (23%) 36 (1%)

5 of 663 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
2 X 8 U
2 X 15 G
2 X 17 G
2 X 34 U

Continued on next page...
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Mol | Chain | Res | Type
2 X 38 A

5 of 36 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
2 X 1149 U
2 X 1369 G
2 X 2457 A
2 X 1303 A
2 X 1490 G

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)

Of 538 ligands modelled in this entry, 514 are monoatomic - leaving 24 for Mogul analysis.

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 | RMSZg #|Z| > 2| Counts RMSZg 41Z| > 2
33 | SPD | X | 3498 | - 0,99 | 0.38 0 888 | 0.61 0
32 | MPD| X [3006] - 70,7 | 1.00 | 1(14%) | 9,10,10 | 0.56 0
34 | EOH | S | 301 | - 222 | 071 0 11,1 | 029 0
33 | SPD | Y | 213 | - 0,9.9 | 0.20 0 888 | 0.13 0
31 | EOH | X |3499| - 222 | 0.62 0 111 | 048 0
32 [ MPD| X [3008] - 70,7 | 118 | 1(14%) | 9,10,10 | 0.68 0
31 | 62B | X [3003] - |37.3838] 1.03 | 2(5%) |556060| 3.30 | 18 (32%)
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. . Bond lengths Bond angles

Mol | Type | Chain | Res | Link | . RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
32 | MPD X 3009 - T7,7,7 0.62 0 9,10,10 | 0.30 0
32 | MPD X 3007 - 7,70,7 0.38 0 9,10,10 | 0.41 0
35 | EPE N 201 - 15,15,15 | 1.14 1 (6%) | 18,20,20 | 1.39 2 (11%)
32 | MPD X 3004 - 7,0,7 1.16 1 (14%) | 9,10,10 | 0.71 0
32 | MPD J 201 - T7,7,7 1.31 1 (14%) | 9,10,10 | 0.69 0
32 | MPD X 3005 - 7,0,7 0.99 1 (14%) | 9,10,10 | 0.66 0
33 | SPD X 3494 - 9,99 0.21 0 8,8,8 0.31 0
32 | MPD X 3010 - 7,0,7 0.96 1 (14%) | 9,10,10 | 0.42 0
34 | EOH X 3500 - 2,2,2 0.62 0 1,1,1 0.50 0
33 | SPD X 3496 - 9,99 0.27 0 8,8,8 0.19 0
33 | SPD X 3495 - 9,99 0.24 0 8,8,8 0.36 0
33 | SPD X 3497 - 9,99 0.12 0 8,8,8 0.34 0
32 | MPD X 3011 - 7,0,7 1.27 1 (14%) | 9,10,10 | 0.46 0
33 | SPD X 3493 - 9,99 0.33 0 8,8,8 0.53 0
32 | MPD Z 101 - 70,7 0.62 0 9,10,10 | 0.22 0
33 | SPD X 3492 - 9,99 0.39 0 8,8,8 0.39 0
32 | MPD Q 101 - T,0,7 0.74 0 9,10,10 | 0.26 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.

-> means no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
33 SPD X 3493 - - 1/7/7/7 -
33 SPD X 3498 - - 3/7/7/7 -
31 628 X 3003 - - 1/12/86/86 | 0/4/4/4
32 | MPD X 3009 - - 2/5/5/5 -
32 | MPD Z 101 - - 1/5/5/5 -
32 | MPD X 3007 - - 0/5/5/5 -
33 SPD X 3497 - - 4/7/7/7 -
35 | EPE N 201 - - 5/9/19/19 | 0/1/1/1
33 SPD X 3496 - - 1/7/7/7 -
32 | MPD X 3004 - - 4/5/5/5 -
33 SPD X 3494 - - 3/7/7/7 -
32 | MPD J 201 - - 1/5/5/5 -
32 | MPD X 3008 - - 3/5/5/5 -
33 SPD X 3495 - - 5/7/7/7 -
33 SPD Y 213 - - 2/7/7/7 -

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
32 | MPD X 3006 - - 1/5/5/5 -

32 | MPD X 3005 - - 2/5/5/5 -
32 | MPD Q 101 - - 1/5/5/5 -
32 | MPD X 3011 - - 3/5/5/5 -
33 | SPD X 3492 - - 4/7/7/7 -
32 | MPD X 3010 - - 1/5/5/5 -
The worst 5 of 10 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
31 X 3003 | 62B | C10-C11 | 4.35 1.60 1.56
35 N 201 | EPE Cl10-S | -3.77 1.72 177
31 X 3003 | 62B | C13-Cl12 | -3.24 1.49 1.55
32 J 201 | MPD | C3-C2 | 2.99 1.61 1.53
32 X 3011 | MPD | C3-C2 | 2.81 1.61 1.53

The worst 5 of 20 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
31 X 3003 | 62B | C18-C12-C11 | 12.98 115.64 108.06
31 X 3003 | 62B | C15-C5-C14 | -8.58 100.50 108.95
31 X 3003 | 62B C6-C5-Cl14 747 117.16 112.10
31 X 3003 | 62B | C24-C25-C26 | -7.23 103.25 111.53
31 X 3003 | 62B | C13-C12-C19 | -6.16 98.31 111.04

There are no chirality outliers.

5 of 48 torsion outliers are listed below:

Mol | Chain | Res | Type Atoms
35 N 201 | EPE | N4-C7-C8-08
32 X 3004 | MPD | 02-C2-C3-C4
32 X 3004 | MPD | C2-C3-C4-04
33 X 3495 | SPD | N6-C7-C8-C9
33 X 3498 | SPD | C8-C7-N6-C5

There are no ring outliers.

14 monomers are involved in 36 short contacts:

Mol

Chain

Res

Type

Clashes

Symm-Clashes

33

X

3498

SPD

1

0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
32 X 3006 | MPD 2 0
33 Y 213 | SPD 1 0
32 X 3008 | MPD 1 0
31 X 3003 | 62B 1 0
35 N 201 | EPE 17 0
32 X 3004 | MPD 2 0
32 J 201 | MPD 1 0
32 X 3005 | MPD 1 0
33 X 3494 | SPD 1 0
32 X 3010 | MPD 1 0
33 X 3495 | SPD 2 0
33 X 3497 | SPD 3 0
33 X 3493 | SPD 2 0

The following is a two-dimensional graphical depiction of Mogul quality analysis of bond lengths,
bond angles, torsion angles, and ring geometry for all instances of the Ligand of Interest. In
addition, ligands with molecular weight > 250 and outliers as shown on the validation Tables will
also be included. For torsion angles, if less then 5% of the Mogul distribution of torsion angles is
within 10 degrees of the torsion angle in question, then that torsion angle is considered an outlier.
Any bond that is central to one or more torsion angles identified as an outlier by Mogul will be
highlighted in the graph. For rings, the root-mean-square deviation (RMSD) between the ring
in question and similar rings identified by Mogul is calculated over all ring torsion angles. If the
average RMSD is greater than 60 degrees and the minimal RMSD between the ring in question and
any Mogul-identified rings is also greater than 60 degrees, then that ring is considered an outlier.
The outliers are highlighted in purple. The color gray indicates Mogul did not find sufficient
equivalents in the CSD to analyse the geometry.
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Ligand 62B X 3003
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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 269/277 (97%) -0.31 4 (1%) 73 59 92, 138, 160, 172 0
2 X 2705/2923 (92%) -0.49 03, 101, 188, 280 0
3 Y 114/114 (100%) -0.63 76, 125, 175, 180 0
1 B 215/220 (97%) 2031 62, 81, 99, 116 0
3 C 199/207 (96%) -0.43 64, 96, 113, 138 0
6 D 165/179 (92%) 0.02 166, 193, 231, 239 0
7 E 157/178 (88%) -0.26 133, 172, 206, 212 | 0
8 G 145/145 (100%) -0.20 64, 79, 91, 96 0
9 H | 122/122 (100%) | -0.37 84, 102,123,128 | 0
10 I 131,140 (93%) 20.02 58, 116, 136, 142 | 0
11 J 138/144 (95%) 0.24 77,103,135, 152 | 0
12 K 119/122 (97%) -0.54 67, 84, 108, 141 0
13 L 109/119 (91%) -0.83 121, 130, 157, 189 0
14 M 110/116 (94%) -0.39 85, 99, 132, 156 0
15 N 116/118 (98%) -0.43 54, 70, 90, 96 0
16 O 102/102 (100%) -0.56 54, 88, 103, 109 0
17 | P 112/117 (95%) 20.01 64, 75, 114, 139 0
18 Q 90/91 (98%) -0.19 98, 122, 138, 170 0
19 R 102/105 (97%) 0.30 98, 121, 189, 206 0
20 S 167/217 (76%) -0.27 87, 109, 199, 218 0
21 T 75/94 (79%) 20.00 85, 97, 115, 129 0
22 U 42/62 (67%) 2.37 160, 172, 203, 213 0
23 \Y 65/69 (94%) -0.07 134, 145, 159, 163 0
2 | w 57/59 (96%) 0.21 63, 77, 99, 101 0

Continued on next page...
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) Q<0.9
25 7 43/58 (74%) -0.26 0 §100Qf100 54, 76, 131, 136 0
26 2 43/45 (95%) 0.41 4 (9%) 18115 83, 92, 102, 105 0
27 3 60/66 (90%) -0.24 0 §100Q§100 80, 89, 105, 109 0
28 4 36/37 (97%) 2.40 22 (61%) 0|0 159, 164, 174, 178 0
All All 5808/6246 (92%) -0.32 111 (1%) 66 50 53, 103, 190, 280 0

The worst 5 of 111 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
22 U 16 | ASN 5.7
22 U 30 | ASN 5.4
28 4 32 HIS 5.2
22 U 27 | ARG 5.1
28 4 30 | PRO 5.0

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. 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 | B-factors(A?) | Q<0.9
30 MG Y 210 1/1 0.17 1.31 | 105,105,105,105 0
30 MG X 3250 1/1 0.21 1.64 89,89,89,89 0
29 MN X 3466 1/1 0.37 0.38 | 155,155,155,155 0
29 MN X 3209 1/1 0.43 0.19 | 150,150,150,150 0
30 MG X 3306 1/1 0.43 0.43 95,95,95,95 0
30 | MG X 3340 | 1/1 0.45 | 0.64 | 84848484 0
30 | MG X | 3351 1/1 0.46 | 0.63 | 116,116,116,116 | 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3449 1/1 0.47 0.42 86,86,86,86 0
30 MG X 3417 1/1 0.47 0.93 82,82,82,82 0
29 MN X 3437 1/1 0.49 0.13 | 153,153,153,153 0
29 | MN X [ 3460 | 1/1 0.53 | 0.36 | 182,182,182,182 | 0
30 MG X 3474 1/1 0.53 0.23 | 106,106,106,106 0
30 | MG X 3362 1/1 054 | 0.36 | 114,114,114,114 | 0
30 MG X 3349 1/1 0.55 1.47 | 127,127,127,127 0
30 MG Y 203 1/1 0.55 0.60 96,96,96,96 0
30 MG X 3337 1/1 0.55 0.47 89,89,89,89 0
30 MG X 3180 1/1 0.56 1.15 78,78,78,78 0
30 | MG X [3310] 1/1 057 | 0.22 | 129,129.129.129 | 0
30 MG X 3488 1/1 0.57 0.67 | 100,100,100,100 0
30 MG X 3487 1/1 0.57 0.53 | 109,109,109,109 0
30 MG X 3327 1/1 0.58 1.10 | 126,126,126,126 0
30 MG X 3391 1/1 0.58 1.00 | 107,107,107,107 0
30 MG X 3400 1/1 0.60 0.63 90,90,90,90 0
30 | MG X [ 3433 ] 1/1 0.60 | 0.34 | 124,124,124,124 | 0
29 MN X 3211 1/1 0.61 0.35 | 144,144,144,144 0
30 MG X 3341 1/1 0.61 0.64 96,96,96,96 0
29 MN X 3324 1/1 0.62 0.16 | 164,164,164,164 0
30 MG A 303 1/1 0.62 0.31 94,94,94,94 0
30 MG X 3335 1/1 0.63 0.70 61,61,61,61 0
30 MG X 3308 1/1 0.63 0.44 77070777 0
30 MG Y 212 1/1 0.64 0.63 95,95,95,95 0
29 MN X 3471 1/1 0.66 1.22 | 130,130,130,130 0
29 MN X 3202 1/1 0.66 0.22 | 173,173,173,173 0
29 MN X 3446 1/1 0.66 0.45 | 142,142,142,142 0
30 MG X 3087 1/1 0.66 0.66 55,55,55,55 0
30 MG X 3344 1/1 0.66 0.85 91,91,91,91 0
29 MN X 3263 1/1 0.66 0.35 | 166,166,166,166 0
30 | MG X [3393] 1/1 0.67 | 1.22 | 104,104,104,104 | 0
29 MN X 3421 1/1 0.67 0.45 | 111,111,111,111 0
30 MG X 3294 1/1 0.68 0.45 | 108,108,108,108 0
30 MG X 3248 1/1 0.68 0.55 69,69,69,69 0
30 MG X 3253 1/1 0.69 1.556 | 112,112,112,112 0
30 MG X 3445 1/1 0.69 1.41 | 104,104,104,104 0
30 MG X 3435 1/1 0.69 0.28 | 153,153,153,153 0
30 MG X 3386 1/1 0.69 0.40 88,88,88,88 0
33 SPD X 3498 | 10/10 0.69 0.41 93,93,93,93 0
30 MG X 3357 1/1 0.70 0.29 95,95,95,95 0
29 MN X 3181 1/1 0.70 0.12 | 142,142,142,142 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 | MG X 3370 1/1 0.71 | 1.18 | 113.113.113,113 | 0
30 MG X 3358 1/1 0.71 1.38 88,88,88,88 0
29 MN X 3203 1/1 0.71 0.19 | 145,145,145,145 0
29 MN X 3183 1/1 0.71 0.14 | 125,125,125,125 0
29 MN X 3114 1/1 0.71 0.56 | 122,122,122,122 0
30 MG X 3475 1/1 0.71 0.85 93,93,93,93 0
30 MG G 202 1/1 0.72 0.37 77070777 0
30 MG X 3395 1/1 0.72 0.37 79,79,79,79 0
30 MG X 3222 1/1 0.72 0.21 80,80,80,80 0
30 MG X 3196 1/1 0.72 0.52 89,89,89,89 0
30 MG X 3428 1/1 0.73 0.12 | 105,105,105,105 0
30 MG X 3398 1/1 0.73 0.59 99,99,99,99 0
30 MG X 3293 1/1 0.73 047 | 117,117,117,117 0
30 MG X 3236 1/1 0.73 0.71 88,88,88,88 0
30 MG X 3254 1/1 0.73 0.77 66,66,66,66 0
29 MN X 3425 1/1 0.73 0.30 | 101,101,101,101 0
29 MN X 3210 1/1 0.73 0.22 | 201,201,201,201 0
29 MN X 3225 1/1 0.73 0.53 | 157,157,157,157 0
30 MG X 3361 1/1 0.74 0.37 86,86,86,86 0
30 MG X 3230 1/1 0.74 0.54 80,80,80,80 0
30 MG P 201 1/1 0.74 0.65 63,63,63,63 0
30 MG X 3255 1/1 0.74 0.62 94,94,94,94 0
34 | EOH S 301 3/3 0.74 0.35 90,90,90,90 0
30 MG X 3252 1/1 0.75 1.35 | 114,114,114,114 0
29 MN X 3155 1/1 0.75 0.40 | 110,110,110,110 0
29 MN X 3072 1/1 0.75 0.21 | 123,123,123,123 0
29 MN X 3478 1/1 0.76 0.20 | 132,132,132,132 0
29 | MN X 3166 1/1 0.76 | 0.21 | 92,92,92.92 0
30 MG X 3352 1/1 0.76 0.52 94,94,94,94 0
30 MG X 3244 1/1 0.76 0.51 | 109,109,109,109 0
30 MG X 3266 1/1 0.76 0.34 90,90,90,90 0
30 MG X 3348 1/1 0.76 0.62 72,72,72,72 0
30 MG G 201 1/1 0.76 0.57 89,89,89,89 0
29 MN X 3458 1/1 0.76 0.54 | 127,127,127,127 0
30 MG X 3441 1/1 0.76 0.57 96,96,96,96 0
30 MG X 3265 1/1 0.76 0.64 96,96,96,96 0
29 MN X 3112 1/1 0.77 0.25 | 124,124,124,124 0
29 MN X 3175 1/1 0.77 0.28 | 122,122,122,122 0
30 MG X 3339 1/1 0.77 1.67 | 108,108,108,108 0
30 MG X 3346 1/1 0.78 0.47 68,68,68,68 0
32 | MPD J 201 8/8 0.78 0.30 | 125,125,125,125 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG A 302 1/1 0.78 0.57 92,92,92,92 0
30 MG X 3336 1/1 0.78 0.91 99,99,99,99 0
33 | SPD | Y | 213 | 10/10 | 0.8 | 0.38 | 101,101,10L,101 | 0
30 MG X 3342 1/1 0.78 0.52 80,80,80,80 0
29 MN X 3186 1/1 0.79 0.45 | 143,143,143,143 0
30 MG X 3130 1/1 0.79 0.36 72,72,72,72 0
32 | MPD X 3004 8/8 0.79 0.30 | 135,135,135,135 0
30 MG X 3332 1/1 0.79 0.44 81,81,81,81 0
30 MG X 3365 1/1 0.79 0.69 76,76,76,76 0
29 MN X 3379 1/1 0.79 0.19 | 158,158,158,158 0
29 MN X 3447 1/1 0.79 0.24 | 128,128,128,128 0
30 MG X 3286 1/1 0.79 0.47 70T 0
29 MN X 3231 1/1 0.80 0.26 | 161,161,161,161 0
29 MN Z 102 1/1 0.80 0.36 | 112,112,112,112 0
29 MN X 3454 1/1 0.80 0.49 | 126,126,126,126 0
30 MG X 3413 1/1 0.80 0.56 90,90,90,90 0
29 | MN X | 3158 | 1/1 0.80 | 0.30 | 117,117,117,117 | 0
30 MG X 3394 1/1 0.80 0.19 98,98,98,98 0
30 MG X 3382 1/1 0.80 0.66 | 126,126,126,126 0
30 MG X 3229 1/1 0.81 0.20 98,98,98,98 0
30 MG Y 207 1/1 0.81 0.27 78,78,78,78 0
29 MN X 3469 1/1 0.81 0.17 | 140,140,140,140 0
30 MG X 3228 1/1 0.81 0.30 | 150,150,150,150 0
33 SPD X 3496 | 10/10 0.81 0.48 | 102,102,102,102 0
30 MG X 3423 1/1 0.81 0.32 79,79,79,79 0
30 MG X 3385 1/1 0.81 1.06 88,88,88,88 0
29 MN X 3468 1/1 0.81 0.25 | 104,104,104,104 0
30 MG X 3375 1/1 0.81 0.24 76,76,76,76 0
29 MN X 3314 1/1 0.81 0.30 | 147,147,147,147 0
29 MN X 3146 1/1 0.81 0.20 | 122,122,122,122 0
29 MN X 3185 1/1 0.81 0.16 | 101,101,101,101 0
29 MN X 3323 1/1 0.81 0.26 | 141,141,141,141 0
30 MG X 3378 1/1 0.82 0.59 83,83,83,83 0
30 MG X 3406 1/1 0.82 0.29 71,71,71,71 0
30 MG X 3260 1/1 0.82 0.14 | 123,123,123,123 0
30 MG X 3354 1/1 0.82 0.71 75,75,75,75 0
30 | MG X | 3305 | 1/1 0.82 | 043 | 123123,123123 | 0
29 MN X 3162 1/1 0.82 0.24 | 118,118,118,118 0
30 MG X 3408 1/1 0.82 1.48 97,97,97.97 0
30 MG X 3212 1/1 0.82 0.97 78,78,78,78 0
30 MG X 3363 1/1 0.82 0.36 82,82,82,82 0
29 MN X 3456 1/1 0.82 0.24 | 113,113,113,113 0

Continued on next page...



Page 43

wwPDB X-ray Structure Validation Summary Report

SHL7

Continued from previous page...

Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
29 MN X 3154 1/1 0.82 0.35 | 124,124,124,124 0
29 MN X 3479 1/1 0.82 0.24 | 171,171,171,171 0
30 | MG X | 3288 1/1 082 | 032 | 81,81,8181 0
30 MG X 3356 1/1 0.83 0.13 83,83,83,83 0
30 MG X 3307 1/1 0.83 0.52 71,71,71,71 0
30 MG X 3477 1/1 0.83 0.32 80,80,80,80 0
30 MG X 3123 1/1 0.83 0.49 69,69,69,69 0
32 | MPD Q 101 8/8 0.83 0.20 | 137,137,137,137 0
29 MN X 3133 1/1 0.83 0.28 | 133,133,133,133 0
30 MG X 3167 1/1 0.83 0.34 62,62,62,62 0
30 MG X 3213 1/1 0.83 1.50 86,86,86,86 0
30 MG C 302 1/1 0.83 0.29 78,78,78,78 0
30 MG X 3429 1/1 0.83 0.23 | 102,102,102,102 0
30 MG X 3345 1/1 0.84 0.30 65,65,65,65 0
30 MG X 3440 1/1 0.84 0.42 79,79,79,79 0
29 MN X 3139 1/1 0.84 0.45 | 117,117,117,117 0
29 MN X 3174 1/1 0.84 0.18 | 121,121,121,121 0
29 MN X 3360 1/1 0.84 0.12 | 146,146,146,146 0
30 MG X 3489 1/1 0.84 0.70 62,62,62,62 0
30 MG X 3283 1/1 0.84 0.22 | 129,129,129,129 0
29 MN X 3208 1/1 0.84 0.29 | 141,141,141,141 0
29 MN X 3168 1/1 0.84 0.29 | 115,115,115,115 0
30 MG X 3387 1/1 0.84 0.34 | 175,175,175,175 0
30 | MG X | 3246 | 1/1 084 | 090 | 72.72,72.72 0
29 MN X 3463 1/1 0.84 0.17 | 134,134,134,134 0
30 MG X 3280 1/1 0.85 0.33 | 159,159,159,159 0
30 MG X 3300 1/1 0.85 0.25 94,94,94,94 0
30 MG Y 205 1/1 0.85 0.82 94,94,94,94 0
30 MG X 3371 1/1 0.85 0.49 88,88,88,88 0
30 MG X 3002 1/1 0.85 1.02 | 100,100,100,100 0
30 MG X 3372 1/1 0.85 0.50 78,78,78,78 0
32 | MPD X 3008 8/8 0.85 0.26 94,94,94,94 0
29 MN X 3319 1/1 0.85 0.10 | 158,158,158,158 0
29 MN X 3150 1/1 0.85 0.18 | 110,110,110,110 0
30 MG X 3419 1/1 0.85 0.70 | 107,107,107,107 0
33 SPD X 3497 | 10/10 0.85 0.18 96,96,96,96 0
33 SPD X 3492 | 10/10 0.85 0.27 | 105,105,105,105 0
29 MN X 3316 1/1 0.85 0.10 | 173,173,173,173 0
30 MG X 3233 1/1 0.86 0.34 68,68,68,68 0
33 SPD X 3494 | 10/10 0.86 0.27 87,87,87,87 0
29 MN X 3178 1/1 0.86 0.11 | 126,126,126,126 0
32 | MPD Z 101 8/8 0.86 0.21 | 145,145,145,145 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3242 1/1 0.86 0.69 65,65,65,65 0
29 MN X 3262 1/1 0.86 0.12 | 143,143,143,143 0
30 MG X 3329 1/1 0.86 0.52 63,63,63,63 0
30 MG X 3444 1/1 0.86 0.40 | 100,100,100,100 0
29 | MN X [ 3148 1/1 0.86 | 0.25 | 144,144,144,144 | 0
30 MG X 3224 1/1 0.86 0.78 66,66,66,66 0
30 MG X 3295 1/1 0.87 0.45 | 100,100,100,100 0
29 MN X 3422 1/1 0.87 0.23 | 154,154,154,154 0
30 MG X 3129 1/1 0.87 0.60 79,79,79,79 0
30 MG X 3334 1/1 0.87 0.70 89,89,89,89 0
30 MG X 3328 1/1 0.87 0.53 | 103,103,103,103 0
30 MG X 3347 1/1 0.87 1.25 | 108,108,108,108 0
30 MG X 3338 1/1 0.87 0.34 82,82,82,82 0
29 MN X 3194 1/1 0.87 0.21 | 138,138,138,138 0
30 MG X 3350 1/1 0.87 0.39 | 100,100,100,100 0
29 MN Y 208 1/1 0.87 0.19 | 164,164,164,164 0
33 SPD X 3495 | 10/10 0.87 0.24 83,83,83,83 0
29 MN X 3116 1/1 0.87 0.42 | 111,111,111,111 0
30 MG X 3411 1/1 0.87 0.42 82,82,82,82 0
29 MN X 3376 1/1 0.87 0.10 | 119,119,119,119 0
29 MN X 3058 1/1 0.87 0.39 | 101,101,101,101 0
30 MG X 3504 1/1 0.87 0.57 74,74,74,74 0
30 MG X 3241 1/1 0.87 1.25 78,78,78,78 0
29 MN X 3380 1/1 0.87 0.26 | 151,151,151,151 0
29 MN X 3182 1/1 0.88 0.13 | 133,133,133,133 0
30 MG X 3368 1/1 0.88 0.54 87,87,87,87 0
32 | MPD X 3010 8/8 0.88 0.22 | 113,113,113,113 0
29 MN X 3461 1/1 0.88 0.26 | 149,149,149,149 0
29 MN X 3320 1/1 0.88 0.31 | 107,107,107,107 0
30 MG X 3397 1/1 0.88 0.21 78,78,78,78 0
30 MG X 3412 1/1 0.88 0.53 | 106,106,106,106 0
30 MG X 3282 1/1 0.88 0.25 85,85,85,85 0
29 MN X 3113 1/1 0.88 0.23 96,96,96,96 0
30 MG X 3420 1/1 0.88 0.47 75,75,75,75 0
29 MN X 3151 1/1 0.88 0.25 97,97,97,97 0
30 | MG X | 3287 | 1/1 0.88 | 1.56 | 102,102,102,102 | 0
30 MG J 202 1/1 0.88 0.18 92,92,92,92 0
30 MG X 3144 1/1 0.88 0.32 71,71,71,71 0
30 MG X 3226 1/1 0.88 0.82 | 102,102,102,102 0
30 MG X 3290 1/1 0.88 0.59 98,98,98,98 0
29 MN X 3176 1/1 0.88 0.31 | 128,128,128,128 0
30 MG X 3359 1/1 0.88 0.51 91,91,91,91 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3343 1/1 0.89 0.63 73,73,73,73 0
30 MG X 3291 1/1 0.89 0.47 86,86,86,86 0
29 MN X 3025 1/1 0.89 0.31 | 128,128,128,128 0
29 MN X 3019 1/1 0.89 0.32 | 109,109,109,109 0
29 | MN X [3124] 1/1 0.80 | 0.13 | 147,147,147,147 | 0
30 MG X 3205 1/1 0.89 0.15 98,98,98,98 0
33 SPD X 3493 | 10/10 0.89 0.27 83,83,83,83 0
29 | MN X | 3153 | 1/1 0.89 | 0.09 | 123123,123123 | 0
29 MN X 3326 1/1 0.89 0.21 | 145,145,145,145 0
30 MG X 3238 1/1 0.89 0.86 85,85,85,85 0
30 MG X 3298 1/1 0.89 0.40 95,95,95,95 0
30 MG X 3484 1/1 0.89 0.17 7T 0
30 MG X 3395 1/1 0.89 0.19 91,91,91,91 0
30 MG X 3473 1/1 0.89 0.19 82,82,82,82 0
29 MN X 3060 1/1 0.89 0.23 90,90,90,90 0
30 MG X 3424 1/1 0.89 1.44 89,89,89,89 0
30 MG X 3249 1/1 0.89 0.98 | 109,109,109,109 0
30 MG X 3486 1/1 0.90 0.60 90,90,90,90 0
30 MG Y 211 1/1 0.90 0.42 | 115,115,115,115 0
30 MG X 3214 1/1 0.90 0.77 86,86,86,86 0
30 MG X 3416 1/1 0.90 0.27 90,90,90,90 0
29 MN X 3073 1/1 0.90 0.36 95,95,95,95 0
29 MN X 3119 1/1 0.90 0.20 | 140,140,140,140 0
29 MN X 3147 1/1 0.90 0.11 | 119,119,119,119 0
30 MG A 304 1/1 0.90 0.49 | 105,105,105,105 0
29 MN X 3465 1/1 0.90 0.24 | 117,117,117,117 0
30 MG X 3232 1/1 0.90 1.01 74,74,74,74 0
29 MN X 3027 1/1 0.90 0.36 68,68,68,68 0
29 MN X 3034 1/1 0.90 0.26 77070777 0
29 MN X 3117 1/1 0.90 0.26 | 107,107,107,107 0
29 MN R 201 1/1 0.90 0.28 | 123,123,123,123 0
29 MN X 3198 1/1 0.90 0.18 | 125,125,125,125 0
30 MG X 3381 1/1 0.90 0.71 97,97,97,97 0
29 MN X 3084 1/1 0.90 0.14 | 123,123,123,123 0
34 | EOH X 3500 3/3 0.90 0.34 99,99,99,99 0
30 MG X 3207 1/1 0.90 0.28 66,66,66,66 0
30 MG X 3138 1/1 0.90 0.53 72,72,72,72 0
30 MG X 3268 1/1 0.91 0.36 62,62,62,62 0
29 MN X 3462 1/1 0.91 0.28 | 152,152,152,152 0
29 MN X 3184 1/1 0.91 0.13 | 128,128,128,128 0
30 MG X 3443 1/1 0.91 0.24 | 118,118,118,118 0
29 MN X 3315 1/1 0.91 0.18 | 104,104,104,104 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG M 201 1/1 0.91 0.42 68,68,68,68 0
30 MG X 3399 1/1 0.91 0.47 79,79,79,79 0
30 | MG X | 3481 1/1 0.91 | 023 | 82,82,82,82 0
30 | MG X [3304] 1/1 091 | 046 | 117117117117 | 0
30 MG X 3448 1/1 0.91 0.65 72,72,72,72 0
29 MN X 3110 1/1 0.91 0.19 | 117,117,117,117 0
30 MG X 3396 1/1 0.91 0.60 | 108,108,108,108 0
29 MN X 3452 1/1 0.91 0.08 | 120,120,120,120 0
29 MN X 3480 1/1 0.91 0.57 | 175,175,175,175 0
29 MN X 3453 1/1 0.91 0.33 | 126,126,126,126 0
29 MN A 301 1/1 0.91 0.39 | 138,138,138,138 0
29 MN X 3439 1/1 0.91 0.28 94,94,94,94 0
29 MN X 3045 1/1 0.91 0.27 96,96,96,96 0
29 MN X 3059 1/1 0.91 0.24 | 111,111,111,111 0
30 MG X 3285 1/1 0.91 0.21 75,75,75,75 0
30 MG Y 206 1/1 0.91 0.86 | 104,104,104,104 0
35 EPE N 201 15/15 0.91 0.20 73,73,73,73 0
30 MG X 3490 1/1 0.91 0.30 | 100,100,100,100 0
30 MG O 201 1/1 0.91 0.27 51,561,51,51 0
29 MN X 3159 1/1 0.91 0.17 | 118,118,118,118 0
30 MG X 3485 1/1 0.91 0.23 | 102,102,102,102 0
32 | MPD X 3006 8/8 0.91 0.22 82,82,82,82 0
29 MN X 3077 1/1 0.92 0.32 | 100,100,100,100 0
29 MN X 3044 1/1 0.92 0.37 | 116,116,116,116 0
30 MG X 3333 1/1 0.92 0.77 97,97,97.97 0
29 MN T 101 1/1 0.92 0.18 | 121,121,121,121 0
29 MN X 3101 1/1 0.92 0.48 | 131,131,131,131 0
30 MG Y 204 1/1 0.92 0.37 78,78,78,78 0
29 MN X 3405 1/1 0.92 0.17 | 103,103,103,103 0
29 MN X 3177 1/1 0.92 0.16 | 125,125,125,125 0
29 MN X 3455 1/1 0.92 0.43 | 116,116,116,116 0
30 MG X 3383 1/1 0.92 0.46 75,75,75,75 0
30 MG X 3367 1/1 0.92 0.39 83,83,83,83 0
32 | MPD X 3007 8/8 0.92 0.36 | 132,132,132,132 0
30 MG X 3302 1/1 0.92 0.16 | 100,100,100,100 0
30 MG X 3272 1/1 0.92 0.46 | 104,104,104,104 0
29 MN X 3199 1/1 0.92 0.20 | 143,143,143,143 0
30 | MG X [3303] 1/1 0.92 | 0.72 | 101,101,101,101 | 0
29 | MN X [3109] 1/1 0.92 | 0.14 | 92,92.92.02 0
30 MG X 3369 1/1 0.92 0.74 70,70,70,70 0
30 MG X 3165 1/1 0.92 0.79 84,84,84,84 0
30 MG X 3259 1/1 0.92 0.49 | 122,122,122,122 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3483 1/1 0.92 0.29 91,91,91,91 0
29 MN X 3173 1/1 0.92 0.25 | 129,129,129,129 0
29 MN X 3322 1/1 0.92 0.15 | 137,137,137,137 0
29 MN X 3111 1/1 0.92 0.32 | 130,130,130,130 0
32 | MPD X 3011 8/8 0.92 0.30 75,75,75,75 0
29 MN X 3321 1/1 0.93 0.07 | 159,159,159,159 0
29 MN X 3311 1/1 0.93 0.16 | 124,124,124,124 0
30 | MG X | 3434| 1/1 0.93 | 0.21 | 64,64,64,64 0
30 MG X 3353 1/1 0.93 0.17 79,79,79,79 0
29 MN X 3161 1/1 0.93 0.23 93,93,93,93 0
30 MG I 201 1/1 0.93 0.57 80,80,80,80 0
29 MN X 3122 1/1 0.93 0.23 99,99,99,99 0
29 MN X 3163 1/1 0.93 0.13 | 124,124,124,124 0
29 | MN X | 3l04| 1/1 0.93 | 0.14 | 94,04.94,94 0
29 MN X 3071 1/1 0.93 0.21 98,98,98,98 0
30 MG X 3373 1/1 0.93 0.33 97,97,97,97 0
29 MN X 3024 1/1 0.93 0.18 | 120,120,120,120 0
29 MN X 3157 1/1 0.93 0.24 | 108,108,108,108 0
29 MN X 3243 1/1 0.93 0.18 | 114,114,114,114 0
29 MN X 3190 1/1 0.93 0.20 | 124,124,124,124 0
30 MG X 3297 1/1 0.93 0.19 81,81,81,81 0
34 | EOH X 3499 3/3 0.93 0.40 80,80,80,80 0
30 MG X 3292 1/1 0.93 0.36 89,89,89,89 0
30 MG X 3137 1/1 0.93 1.13 63,63,63,63 0
30 MG X 3388 1/1 0.93 0.85 85,85,85,85 0
30 | MG X [ 3415 | 1/1 0.93 | 024 | 81,81.81,81 0
29 MN X 3470 1/1 0.93 0.18 | 148,148,148,148 0
32 | MPD X 3009 8/8 0.93 0.39 | 129,129,129,129 0
29 MN X 3317 1/1 0.93 0.14 | 137,137,137,137 0
30 MG X 3258 1/1 0.93 0.26 80,80,80,80 0
30 MG X 3390 1/1 0.94 0.56 63,63,63,63 0
30 MG X 3366 1/1 0.94 0.66 99,99,99,99 0
29 MN X 3082 1/1 0.94 0.20 | 112,112,112,112 0
30 MG X 3274 1/1 0.94 0.34 99,99,99,99 0
30 MG X 3239 1/1 0.94 0.39 91,91,91,91 0
29 MN X 3037 1/1 0.94 0.26 90,90,90,90 0
29 | MN X [ 3041| 1/1 0.94 | 018 | 77,77,77.77 0
29 MN X 3047 1/1 0.94 0.26 70,70,70,70 0
29 MN X 3193 1/1 0.94 0.09 | 110,110,110,110 0
30 MG X 3427 1/1 0.94 0.15 99,59,59,59 0
29 MN X 3179 1/1 0.94 0.12 | 106,106,106,106 0
30 MG X 3142 1/1 0.94 0.51 72,72,72,72 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3309 1/1 0.94 0.34 | 105,105,105,105 0
30 MG X 3501 1/1 0.94 0.83 64,64,64,64 0
30 | MG X | 3450 | 1/1 0.94 | 0.75 | 132,132,132,132 | 0
29 MN X 3094 1/1 0.94 0.14 | 124,124,124,124 0
29 MN X 3264 1/1 0.94 0.12 | 117,117,117,117 0
29 MN X 3125 1/1 0.94 0.13 | 123,123,123,123 0
29 MN X 3149 1/1 0.94 0.26 | 109,109,109,109 0
29 MN X 3115 1/1 0.94 0.32 | 116,116,116,116 0
29 MN X 3237 1/1 0.94 0.07 | 167,167,167,167 0
29 MN X 3318 1/1 0.94 0.08 | 128,128,128,128 0
30 MG X 3301 1/1 0.94 0.19 72,72,72,72 0
30 MG X 3240 1/1 0.94 0.67 78,78,78,78 0
30 | MG X [ 3451 | 1/1 0.95 | 030 | 115,115,115,115 | 0
29 MN X 3197 1/1 0.95 0.26 | 138,138,138,138 0
29 MN X 3120 1/1 0.95 0.21 | 166,166,166,166 0
31 628 X 3003 | 35/35 0.95 0.29 65,65,65,65 0
30 MG X 3299 1/1 0.95 0.22 | 149,149,149,149 0
30 MG X 3261 1/1 0.95 0.23 91,91,91,91 0
30 MG X 3247 1/1 0.95 0.52 85,85,85,85 0
30 MG X 3476 1/1 0.95 0.15 64,64,64,64 0
29 MN X 3464 1/1 0.95 0.56 | 149,149,149,149 0
29 MN X 3171 1/1 0.95 0.21 | 114,114,114,114 0
30 MG X 3482 1/1 0.95 0.26 90,90,90,90 0
30 MG X 3204 1/1 0.95 0.14 | 100,100,100,100 0
30 MG X 3438 1/1 0.95 0.20 84,84,84,84 0
29 MN X 3436 1/1 0.95 0.17 | 119,119,119,119 0
29 MN X 3036 1/1 0.95 0.30 86,86,86,86 0
29 MN X 3330 1/1 0.95 0.15 | 104,104,104,104 0
30 MG X 3277 1/1 0.95 0.62 97,97,97,97 0
29 MN X 3407 1/1 0.95 0.20 83,83,83,83 0
29 MN X 3017 1/1 0.95 0.08 92,92,92,92 0
30 MG X 3432 1/1 0.95 0.24 71,71,71,71 0
30 | MG X [3384] 1/1 0.95 | 0.26 | 102,102,102,102 | 0
29 MN X 3325 1/1 0.95 0.16 | 187,187,187,187 0
29 MN X 3074 1/1 0.95 0.52 | 113,113,113,113 0
29 MN X 3404 1/1 0.95 0.15 | 131,131,131,131 0
29 MN X 3062 1/1 0.95 0.14 87,87,87,87 0
32 | MPD X 3005 8/8 0.95 0.23 78,78,78,78 0
29 MN Y 202 1/1 0.95 0.15 | 105,105,105,105 0
29 MN X 3096 1/1 0.95 0.38 | 100,100,100,100 0
29 MN X 3418 1/1 0.95 0.13 | 124,124,124,124 0
29 MN X 3223 1/1 0.95 0.17 | 119,119,119,119 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
29 MN X 3103 1/1 0.95 0.21 85,85,85,85 0
29 MN X 3090 1/1 0.95 0.26 97,97,97,97 0
29 MN X 3100 1/1 0.95 0.25 96,96,96,96 0
29 MN X 3192 1/1 0.95 0.09 | 138,138,138,138 0
29 MN X 3128 1/1 0.95 0.24 93,93,93,93 0
30 MG X 3331 1/1 0.95 0.36 86,86,86,86 0
29 | MN X [3189] 1/1 0.95 | 0.07 | 154,154,154,154 | 0
29 MN X 3013 1/1 0.95 0.25 70,70,70,70 0
29 MN X 3095 1/1 0.95 0.20 79,79,79,79 0
30 MG X 3143 1/1 0.96 0.44 59,59,59,59 0
29 MN X 3046 1/1 0.96 0.29 91,91,91,91 0
29 MN X 3016 1/1 0.96 0.12 75,75,75,75 0
29 MN X 3015 1/1 0.96 0.09 80,80,80,80 0
29 MN X 3052 1/1 0.96 0.31 90,90,90,90 0
29 MN X 3070 1/1 0.96 0.33 | 129,129,129,129 0
30 MG X 3227 1/1 0.96 0.71 95,95,95,95 0
29 | MN X 3093 1I/1 0.96 | 022 | 81,81,81,81 0
30 | MG X 3289 1/1 0.96 | 0.24 | 110,110,110,110 | 0
29 MN X 3102 1/1 0.96 0.56 | 124,124,124,124 0
30 MG X 3284 1/1 0.96 0.17 72,72,72,72 0
30 MG X 3431 1/1 0.96 0.38 55,55,55,55 0
29 MN X 3160 1/1 0.96 0.15 | 100,100,100,100 0
29 MN X 3049 1/1 0.96 0.30 93,93,93,93 0
29 MN X 3313 1/1 0.96 0.10 | 117,117,117,117 0
30 MG X 3389 1/1 0.96 0.37 94,94,94,94 0
29 MN X 3097 1/1 0.96 0.26 | 109,109,109,109 0
29 | MN X [3021 | 1/1 0.96 | 021 | 91,91,91.01 0
29 MN X 3029 1/1 0.96 0.39 69,69,69,69 0
29 MN X 3068 1/1 0.96 0.35 94,94,94,94 0
29 MN X 3392 1/1 0.96 0.11 89,89,89,89 0
29 MN X 3140 1/1 0.96 0.12 | 105,105,105,105 0
30 MG X 3218 1/1 0.96 0.18 75,75,75,75 0
29 MN X 3089 1/1 0.96 0.14 | 113,113,113,113 0
30 MG X 3442 1/1 0.96 0.16 71,71,71,71 0
29 MN X 3131 1/1 0.96 0.23 | 126,126,126,126 0
29 MN X 3220 1/1 0.96 0.08 | 103,103,103,103 0
30 MG Y 209 1/1 0.96 0.91 | 153,153,153,153 0
29 MN X 3081 1/1 0.96 0.28 | 109,109,109,109 0
29 MN X 3054 1/1 0.96 0.35 97,97,97.97 0
30 MG X 3141 1/1 0.96 0.24 85,85,85,85 0
29 MN X 3312 1/1 0.96 0.26 | 115,115,115,115 0
29 MN X 3401 1/1 0.96 0.13 | 104,104,104,104 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3278 1/1 0.96 0.23 82,82,82,82 0
29 MN X 3135 1/1 0.96 0.15 | 115,115,115,115 0
29 MN X 3048 1/1 0.97 0.43 93,93,93,93 0
30 MG X 3410 1/1 0.97 0.16 95,95,95,95 0
29 MN X 3200 1/1 0.97 0.19 | 123,123,123,123 0
30 MG X 3414 1/1 0.97 0.18 89,89,89,89 0
29 MN X 3069 1/1 0.97 0.29 | 103,103,103,103 0
29 MN X 3031 1/1 0.97 0.24 68,68,68,68 0
29 MN X 3191 1/1 0.97 0.06 | 138,138,138,138 0
29 MN X 3502 1/1 0.97 0.26 88,88,88,88 0
29 MN X 3012 1/1 0.97 0.38 79,79,79,79 0
29 MN X 3245 1/1 0.97 0.21 | 129,129,129,129 0
29 MN X 3057 1/1 0.97 0.23 68,68,68,68 0
29 | MN X 3064 1/1 0.97 | 0.18 | 84,84,84,84 0
29 MN X 3402 1/1 0.97 0.13 | 108,108,108,108 0
29 MN X 3001 1/1 0.97 0.38 97,97,97,97 0
29 MN X 3172 1/1 0.97 0.14 | 114,114,114,114 0
29 MN X 3056 1/1 0.97 0.18 88,88,88,88 0
29 MN X 3078 1/1 0.97 0.44 | 111,111,111,111 0
29 MN X 3235 1/1 0.97 0.11 | 155,155,155,155 0
29 MN X 3234 1/1 0.97 0.05 | 144,144,144,144 0
29 MN X 3020 1/1 0.97 0.28 | 107,107,107,107 0
29 MN X 3088 1/1 0.97 0.28 | 101,101,101,101 0
29 MN X 3026 1/1 0.97 0.29 66,66,66,66 0
29 MN X 3409 1/1 0.97 0.17 87,87,87,87 0
29 MN X 3065 1/1 0.97 0.37 97,97,97,97 0
30 | MG X [ 3281 1/1 0.97 | 071 | 113,113,113,113 | 0
30 MG X 3276 1/1 0.97 0.23 67,67,67,67 0
29 MN X 3067 1/1 0.97 0.42 | 104,104,104,104 0
29 MN X 30501 1/1 0.97 0.24 97,97,97,97 0
30 | MG X 3377 1/1 0.97 | 043 |121,121,121,121 | 0
29 MN X 3035 1/1 0.97 0.23 74,74,74,74 0
30 | MG X [ 3426 1/1 0.97 | 0.25 | 104,104,104,104 | 0
29 MN X 3108 1/1 0.97 0.19 89,89,89,89 0
29 MN X 3187 1/1 0.97 0.09 | 137,137,137,137 0
29 MN X 3063 1/1 0.97 0.31 70,70,70,70 0
29 MN X 3134 1/1 0.97 0.17 | 121,121,121,121 0
29 MN X 3195 1/1 0.97 0.22 | 139,139,139,139 0
29 MN X 3206 1/1 0.97 0.07 95,95,95,95 0
30 MG X 3296 1/1 0.97 0.21 45,45,45,45 0
29 MN X 3086 1/1 0.97 0.47 92,92,92,92 0
30 MG Y 201 1/1 0.97 0.28 66,66,66,66 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
30 MG X 3364 1/1 0.97 0.73 83,83,83,83 0
29 MN X 3105 1/1 0.97 0.19 97,97,97,97 0
29 MN X 3374 1/1 0.97 0.12 | 104,104,104,104 0
30 MG X 3267 1/1 0.97 0.26 72,72,72,72 0
30 MG C 301 1/1 0.97 0.40 64,64,64,64 0
30 MG X 3221 1/1 0.97 0.12 89,89,89,89 0
29 MN X 3053 1/1 0.98 0.22 58,58,58,58 0
29 | MN X | 3061 1/1 0.98 | 0.13 | 92,92,92.92 0
29 MN X 3152 1/1 0.98 0.16 75,75,75,75 0
29 MN X 3030 1/1 0.98 0.38 69,69,69,69 0
30 | MG X 3273 ] 1/1 0.98 | 0.46 | 124,124,124,124 | 0
29 | MN X 3216 1/1 0.9 | 0.04 | 94949494 0
29 MN X 3459 1/1 0.98 0.34 | 161,161,161,161 0
29 | MN X 3091 1/1 0.98 | 0.16 | 92,92,92.92 0
29 MN X 3076 1/1 0.98 0.30 90,90,90,90 0
29 MN X 3169 1/1 0.98 0.19 | 107,107,107,107 0
30 MG X 3256 1/1 0.98 0.37 69,69,69,69 0
29 MN X 3028 1/1 0.98 0.26 53,53,53,53 0
29 MN X 3503 1/1 0.98 0.25 68,68,68,68 0
29 MN X 3106 1/1 0.98 0.14 | 100,100,100,100 0
29 MN X 3014 1/1 0.98 0.27 53,53,53,53 0
29 MN X 3472 1/1 0.98 0.21 | 110,110,110,110 0
29 MN X 3403 1/1 0.98 0.10 | 114,114,114,114 0
29 | MN X | 3075 | 1I/1 0.98 | 023 | 71717171 0
29 MN X 3107 1/1 0.98 0.29 73,73,73,73 0
30 | MG X 3269 1/1 0.98 | 0.17 | 132,132,132,132 | O
29 MN X 3039 1/1 0.98 0.34 79,79,79,79 0
29 MN X 3121 1/1 0.98 0.17 | 104,104,104,104 0
29 MN X 3257 1/1 0.98 0.06 93,93,93,93 0
30 MG X 3279 1/1 0.98 0.34 67,67,67,67 0
30 MG X 3430 1/1 0.98 0.40 74,74,74,74 0
29 MN X 3095 1/1 0.98 0.26 86,86,86,86 0
29 | MN X [3022] 1/1 0.9% | 0.11 | 92,92.92.02 0
29 MN X 3099 1/1 0.98 0.28 82,82,82,82 0
29 MN X 3038 1/1 0.98 0.31 | 106,106,106,106 0
30 MG X 3491 1/1 0.98 0.15 86,86,86,86 0
29 MN X 3156 1/1 0.98 0.21 7707077 0
29 MN X 3467 1/1 0.98 0.38 72,72,72,72 0
29 MN X 3118 1/1 0.98 0.19 65,65,65,65 0
29 MN X 3080 1/1 0.98 0.23 78,78,78,78 0
30 MG X 3271 1/1 0.98 0.26 92,92,92,92 0
29 MN X 3170 1/1 0.98 0.17 | 104,104,104,104 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
29 | MN X | 3126] 1/1 0.99 | 021 | 74,74,74,74 0
29 MN X 3083 1/1 0.99 0.31 73,73,73,73 0
29 | MN X 3215 1/1 0.99 | 0.14 | 87.87.87.87 0
29 MN X 3457 1/1 0.99 0.45 | 135,135,135,135 0
29 MN X 3040 1/1 0.99 0.36 81,81,81,81 0
29 MN X 3201 1/1 0.99 0.15 88,88,88,88 0
29 | MN X [ 3251 1/1 0.99 | 012 | 81,81.81,81 0
29 MN X 3188 1/1 0.99 0.25 | 114,114,114,114 0
29 MN X 3066 1/1 0.99 0.24 80,80,80,80 0
29 MN X 3219 1/1 0.99 0.15 85,85,85,85 0
29 MN X 3079 1/1 0.99 0.27 58,58,58,58 0
30 MG X 3275 1/1 0.99 0.16 71,71,71,71 0
29 MN X 3098 1/1 0.99 0.19 92,92,92,92 0
29 | MN X 3043 1/1 0.99 | 034 | 81,81,81.81 0
29 MN X 3132 1/1 0.99 0.20 | 104,104,104,104 0
29 MN X 3136 1/1 0.99 0.25 55,55,55,55 0
29 MN X 3032 1/1 0.99 0.33 64,64,64,64 0
29 MN X 3092 1/1 0.99 0.22 90,90,90,90 0
29 MN X 3023 1/1 0.99 0.27 92,92,92,92 0
29 | MN X 3042 1/1 0.99 | 023 | 74,74.74,74 0
29 | MN X [ 3127| 1/1 0.99 | 0.17 | 94,94,04,94 0
29 MN X 3270 1/1 0.99 0.12 | 110,110,110,110 0
29 MN X 3145 1/1 0.99 0.19 69,69,69,69 0
29 MN X 3164 1/1 0.99 0.28 | 111,111,111,111 0
29 MN X 3217 1/1 0.99 0.14 86,86,86,86 0
29 MN X 3050 1/1 0.99 0.25 98,98,98,98 0
29 MN X 3033 1/1 0.99 0.27 78,78,78,78 0
29 | MN X 3018 | 1/1 1.00 | 0.12 | 86,36,86,86 0
29 MN X 3085 1/1 1.00 0.27 59,59,59,59 0

The following is a graphical depiction of the model fit to experimental electron density of all
instances of the Ligand of Interest. In addition, ligands with molecular weight > 250 and outliers
as shown on the geometry validation Tables will also be included. Each fit is shown from different
orientation to approximate a three-dimensional view.
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Electron density around 62B X 3003:

2mF,-DF, (at 0.7 rmsd) in gray
mF,-DF. (at 3 rmsd) in purple (negative)
and green (positive)

6.5 Other polymers (i)

There are no such residues in this entry.
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