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PDBID : 3T1H
Title : Structure of the Thermus thermophilus 30S ribosomal subunit complexed with

a human anti-codon stem loop (HASL) of transfer RNA lysine 3 (tRNALys3)
bound to an mRNA with an AAA-codon in the A-site and Paromomycin

Authors : Murphy, F.V.; Vendeix, F.A.P.; Cantara, W.; Leszczynska, G.; Gustilo, E.M.;
Sproat, B.; Malkiewicz, A.A.P.; Agris, P.F.

Deposited on : 2011-07-21
Resolution : 3.11 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
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 3.11 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.

Ramachandran outliers

Sidechain outliers

Metric
Rfree IR

Clashscore

RSRZ outliers )

RNA backbone IR

Worse

Percentile Ranks

0 Percentile relative to all X-ray structures

Value
| o 0.254
- 29
I 5.9
I ©.5%
W 5 4%
[J— 062

Better

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

Metric

Whole archive

Similar resolution

(#Entries) (#Entries, resolution range(A))
Rfree 91344 1112 (3.16-3.08)
Clashscore 102246 1218 (3.16-3.08)
Ramachandran outliers 100387 1175 (3.16-3.08)
Sidechain outliers 100360 1175 (3.16-3.08)
RSRZ outliers 91569 1114 (3.16-3.08)
RNA backbone 2183 1010 (3.54-2.70)

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

5%

1 A 1513 37% 38% 19% =7
7%

2 B 256 28% 53% 10% 9%

%

3 C 239 35% 4% 8% o 14%
7%

4 D 209 45% 47% 7%

W

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

Mol | Chain | Length Quality of chain
20/0
. ]
5} E 162 38% 48% 6% 7%
-
6 F 101 43% 51% 5%
-
7 G 156 46% 46% 7% ot
;/O
8 H 138 55% 38% 7% .
0%
9 I 128 29% 58% 13%
5%
10 J 105 25% 56% 1% = 7%
%
11 K 129 42% 46% 5% 8%
5%
12 L 132 33% 52% 9% . 6%
3%
13 M 126 37% 53% 9%
10%
14 N 61 33% 51% 13%
20/0
15 O 89 40% 54% o
16 P 88 41% 45% 8% 6%
7%
17 Q 105 46% 48% 6% -
;/O
EE——
18 R 88 41% 33% 7% . 17%
5%
- E—
19 S 93 27% 47% % «  14%
%
. —
20 T 106 32% 51% 9% . 7%
1%
I ——
21 Vv 27 33% 48% e 1%
22 %Y 3 67% 33%
5%
23 X 11 9% 45% 36% 9%

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
23 12A X 37 - - X -
23 PSU X 39 - - X -
24 MG A 1603 - - - X
24 MG A 1637 - - - X
24 MG A 1650 - - - X

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
24 MG A 1667 - - - X
24 MG A 1680 - - - X
24 MG A 1683 - - - X
24 MG A 1707 - - - X
24 MG A 1737 - - - X
24 MG A 1749 - - - X
24 MG A 1755 - - - X
24 MG A 1756 - - - X
24 MG A 1757 - - - X
24 MG A 1762 - - - X
24 MG A 1779 - - - X
25 ZN D 301 - - - X
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2  Entry composition (i)

There are 26 unique types of molecules in this entry. The entry contains 52287 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 RNA chain called 16s rRNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 A 1513 32515 14472 6016 10514 1513 22 0 0
There are 5 discrepancies between the modelled and reference sequences:
Chain | Residue | Modelled | Actual | Comment Reference
A 1517 U - INSERTION | GB 55771382
A 1518 U - INSERTION | GB 55771382
A 1519 U - INSERTION | GB 55771382
A 1520 C - INSERTION | GB 55771382
A 1521 U - INSERTION | GB 55771382
e Molecule 2 is a protein called 30S ribosomal protein S2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
2 B 234 1900 1213 341 341 5 0 0 0
e Molecule 3 is a protein called 30S ribosomal protein S3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 ¢ 206 1612 1016 314 281 1 0 0 0
e Molecule 4 is a protein called 30S ribosomal protein S4.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
4 b 208 1703 1066 339 291 7 0 0 0

e Molecule 5 is a protein called 30S ribosomal protein S5.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
g 2 150 1146 724 217 201 4 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 101 843 531 155 154 3 0 0 0
e Molecule 7 is a protein called 30S ribosomal protein S7.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
7 G 159 1257 781 252 218 6 0 0 0
e Molecule 8 is a protein called 30S ribosomal protein S8.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 H 138 1116 705 215 193 3 0 0 0
e Molecule 9 is a protein called 30S ribosomal protein S9.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
) I 127 1011 639 198 174 0 0

e Molecule 10 is a protein called 30S ribosomal protein S10.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 J %8 792 498 156 137 1 0 0 0
e Molecule 11 is a protein called 30S ribosomal protein S11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 K 119 885 549 168 165 3 0 0 0

e Molecule 12 is a protein called 30S ribosomal protein S12.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 L 124 970 611 195 163 1 0 0 0
e Molecule 13 is a protein called 30S ribosomal protein S13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
B3 M 125 097 617 207 171 2 0 0 0
e Molecule 14 is a protein called 30S ribosomal protein S14 type Z.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 N 60 492 312 104 72 4 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
151 0 88 734 450 147 126 2 0 0 0
e Molecule 16 is a protein called 30S ribosomal protein S16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 P 83 700 443 139 117 1 0 0 0
e Molecule 17 is a protein called 30S ribosomal protein S17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
17 Q 104 857 H47 161 147 2 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf | Trace
Total C N O
18 R £ 597 380 118 99 0 0 0

e Molecule 19 is a protein called 30S ribosomal protein S19.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 S 80 647 414 119 112 2 0 0 0
e Molecule 20 is a protein called 30S ribosomal protein S20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 T % 762 469 162 129 2 0 0 0
e Molecule 21 is a protein called 30S ribosomal protein Thx.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
21 v 24 208 128 50 30 0 0
e Molecule 22 is a RNA chain called mRNA A-site fragment.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 W 3 67 30 15 19 3 0 0 0
e Molecule 23 is a RNA chain called tRNA ASL human Lys3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P S
23 X 1 247 112 37 8 11 2 0 0 0

e Molecule 24 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

94 B 1 Total Mg 0 0

1 1

Total Mg

24 A 182 189 189 0 0
24 I, 1 Total - Mg 0 0

1 1
24 S 1 Toltal hqg 0 0

e Molecule 25 is ZINC ION (three-letter code: ZN) (formula: Zn).
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Mol

Chain

Residues Atoms ZeroOcc | AltConf
95 D 1 Total Zn 0 0
1 1
25 N 1 Toltal Zln 0 0

e Molecule 26 is PAROMOMYCIN (three-letter code: PAR) (formula: Co3HysN5014).

HU"‘: .;D HIN\_-
.. .L(___ on
P "
U\;TD f )
o oH,
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
26 A 1 42 23 5 14 0 0
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1, orange = 2 and red = 3 or more. A red dot above a residue indicates

wwPDB X-ray Structure Validation Summary Report

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: 16s rRNA

Page 10

5%

19%

38%

37%

5%

Chain A: .

+

189
960

480
€8V

9%D
Shn
s

l44)
%D

6€D

LEN

SED

wiT0
ELTV

TLTD
0LTD
691D
891D

SOTV

191D
091D

841N

98TV
SaTY
YaTY

TSTH

YTV
SYIV
P10
EYTV

£

021D

8110
L11D

ETTV
CITV

0TTH

001D

960
69

*

g8n
%80

z8n
80

TLTD

89cV

socy
%920

0€Td

4441

ceed
1229

6120
81cn

8610
L6TD

€6TD
{435

8YEV

T2€D

3

S1€0

80V

S0€D
v0€d

13

6T%D

SThN

CT%0

607V

96€0

6670

® 98%D
987D
v8%0

TLYD
TLYY

L9%D

f2siA1
€990
[4cia )
T9%D

89%D
LGPV

£9%D
[4si00]
TS%D
08%D

8%%0

6ETD
8EVD
LEYD
9EHD

® <TEWN
TEWD

899D

S98n
799D
€980
295D

095D

7Psn

018D

8050
L0SD
908V
S08D
05D
£0SY

899V
LS99)
wmou
£899)
ceon

® 6%9)

L%9D
9YoV
S%9D

6€£90

07L0
6€LD

E€ELD

LTld
9TL0

vTLd
£TL0

TTLD
0TLY

669V

969D
S69V

689V

%890

6990
899D
L99V

0990
6399V

0€8D

928D

128D

8181
180
9180

visn
€189

T18Y

808D

L6LY

0810

8L.LD

8.L8Y

9180
S.8D

€180
TL8D

698V

2989

0980
6580

9680
998D
4980

TS89

08N
6€£80
8€8D
LEBY

SE8D

€€80
2TE8D
T€8D

RLDWIDE

0O
PROTEIN DATA BANK

erpBe

W


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

wwPDB X-ray Structure Validation Summary Report 3T1H

Page 11

8E6/0

EY0TD
(4401

L]
0%0TD

@ 6E0TD [}

0€0TH
@ 6201d

@ Lz01d

€TOTV
[440 11}

0Z07D

@ B810TD

910719

¢«mﬁu
01070 )
600TD
80010

90010
S00TD

8071

SOTTY
Y0110
momﬁb

00TTD

wmmﬂo
960TD
76070
€607V
T60TY
T60T0
ommﬂw
980TD
S80TD

T80TH
080TD

8L0TD

L9010

S90TN

2901V

S%0TD
9010

SLTI0
YLD

04710

8SGTTD
LSTTV

PSTID
€GT10

TSTIV
0GTTY

8YT1D
LPT1D

YPI10

ZETIN
T€TTD
0ETTN

911D
et 1]
7437

® €T110

STTID
PIT10

9ETTD
CTETTY
TETTV

8zTIN
LTTTO

t44 1]

€2T10

61CTV

0210
€02TH

16110
06710
68110
88T1D
L8T1D
® 98110

® G811V

08770
6LT1D
8LT1D

® ©VOETD
® €0ETD
CTOETD

@® 6621V
86210
L62TD
96210
S62TO
v6cIN
€62TH
T6TTH

68210
88210

S8TTH
8210

TLTTD

® 0.1V
6921V

S9CTTD
v9CTH

0%2T0

YLETD
€LETN
TLETN
TLETD

® 8%ETD

9YETN

YHETD

CTYETD
TPETY
0%€TD

8EETY
LEETD
® 9€e1d
SEETD

EEETD
TEETN
TEETY

STETD
¥cerd
® €TETD

TCETY
0ZETY

® STETD

ETETY

1IN0

LOETD

(453740

6S%TD
8810

0SHTV
67710
8Y¥1D
LY%1D

8E¥TH
LEVTY
9E¥TD
SEVTH

STHTH
344
[442%)
11425
0Z%1H

81¥%1N
LI%1D

0T#TV
60770
80%T0
L0710
90%TD

101D
96€TN
S6ETY
¥6ETD

68E€TD
88ETN

S8ETD
¥8ETD

LLETD

114:491
028710

60510

%0STD
€08TH
C0STH
T0STD
L]

L

L67TD
967 TV

v6%1D

® 0651V

88%TH

8L¥%10
LLYTY

® ©.lvId
€L%1D
TLYIN

e Molecule 2

L9%TD

¥9v1D
€9%1D

30S ribosomal protein S2

9%

10%

53%

28%

7%

Chain B

191
090

861

96
964
PSL

1971
083
67

LyL
%)
S%h

6€I

LEN
9EY

€EX

0€Y

8zd
L
9zd
SN

[
)
o
=

I\
o
£

e Tty

81D
L1d
9TH

v10

5

[ ]
TTTd
1211
0ZTV

8TT11
L1173

STT1

*

1118

60TS

LOTL

S0T4
YOTIN
€0TL

TOTH
007D

86T

T6L
T6d
061

88Y

981
S8y
8
€8I

08I
6.0
8.Lb

® 9.b

258

TLd
TLA

691
891
L9L
999D

S6Ta
767d

16Td

681d
88TV

98TV
S8TI

[4:299
1814
08T1

LLTY

ELTV
CTLTI

991ad
S9TA
YITA

CoTI
19TV
091d

8GT1T

SGTT

€4TY

TSTD

® 0%zd
6ETA

9ETR
SETS
veTd
€€TS

30S ribosomal protein S3

e Molecule 3

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3T1H

Page 12

3%

14%

.

8%

o
>
-
<

LD
[eea

35%

Chain C

oA
E9N

TV

694
@ 8SH

98a
SGA

£3Y
[4:pt
78D

L1
ovd

€71
(4748

ovd

0 O
0 o
-

TH

¥TI
€19
T
0Td

Ld

SI

(4]

01h

TOTT

664

S6L

1671

884
18T

9LA
SLA
vLD
€Ld

0LA

89A

S0TH

€0cd
[44)
TOTA

3

S6TA

€6TX
T6TL
T6TL

Y8TL

2811
T8IN

8L11

9LTH
SLT1

cL1Y

9973

vo1d
€91V
29Th
1918

LSTI

30S ribosomal protein S4

e Molecule 4

7%

7%

47%

45%

Chain D

III‘
©
=1

S9Y
791
€93

To%
093

YGA

148d

PALS

0%d
6€d
8EX

© N~
M o
~ oA

€EW
CTEY

6cd
8¢S

® 92D

oty

L7TV
9711

1348
0%TA

LETS

SETT

EETA

0E€TH

3

9211

E€CTH

1CTA
0ZT11

8TTH
LTTV
9TTh
STTH

TTTY
0TTd
601D

L0TYH

SOTA
70TA
€0TN
cota

00T¥

863
L6T
961
88A
a8

184
083

3

9.4

TLS
0LI

60cH

(4o
1020
0oca

86TA
L61d
9671

¥6T1
€61d

30S ribosomal protein S5

16TY
061d
68Td
88T1
L8TH
78Ty
8LTA
SLTS

TLTD
0LTA

99TH

LGT1

SGTT

TSTS
TSTH
0813
67TV

e Molecule 5

2%

7%

6%

48%

38%

3

Chain E

ELN
TLT
0Ld
69A
893

S9N

141

®
6TW

STY

€11

T1I
OTH

wn «

TSTT

8¥IA
Ly1a

SyTH
BHIL
€9TY
THT1
1341]
077Y

8ETY
LETH

SETL
YETY

5

STIS

€CT1
{4
j1458
0ZTL
6111
8111
L11Q
9TTL

431
€11V

80TV
LOTYH
907d
SOTA

[4aa )
TOTI

669

€6d
{458
16T
06A
681
8831

£8d

82

30S ribosomal protein S6

e Molecule 6

5% «

51%

+

43%

3%
-

Chain F

o O+ NMm
© KN~~~
HAax>=

e}
©
=

3

o
© ©
(7]

[
0
>

~
I
=

< 10
0 0
S=

o
Il
>

€Y1

I54S
07A

8€Hd

9eY

O

R LDWIDE
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3T1H

Page 13

e 10TV

00TN

164

{438
T6A

88A
L84

84

08y
6.1

S.T

e Molecule 7: 30S ribosomal protein S7

3%

Chain G: ™

7%

46%

46%

©
©
=

90

[4°F:S
T9A

66T
8Gd

9sh

i

08I

Eidd

£vd
(4729
Ty

6eY
8€T

9EN

vED

+

8TN

E€TA

T

1148
0za

8TL

911
q1a
%1d
4]

T

o
—
5

0 ©
mo

20Ty

66T

T6A

1

L8A
980

289
189

+

9.4

€LW

0LY

e Molecule 8: 30S ribosomal protein S8

89N
1,93 i2°198

7%

38%

55%

O/O

Chain H: :

@
©
o

188
98I

0Lb

094

8ETH

YeTI
€ETT

€eTE

0TTL
6111

ST1S

€118
(4291

6071

e Molecule 9: 30S ribosomal protein S9

LOTT
901D
S0TYH
707¥
€0TA

32

(2]

—

2

@

I'e]

2

o))

N
R
o
=

.-

]

o

<

)

S9A

€91
(428
e T9v

694
894
pAH)

SSY

€GA

154

6%d
8vd

SYY

evy
[44
1578
01

L4
9EX

10

™

(5]
~ ©
@ o
XA

® 8TIH

9T1s
® STIX
e ¥TIb

o 7%

0TTY

8TTY

11%

9TTA

® ¥vIIX

(225
Tr1Y

80TA

90TV

$0TH

® <T0T1
T0T4

56%

66T

963

25%

15%

e Molecule 10: 30S ribosomal protein S10

Chain J:

® €9d

8L

961
S6d
w6A

e Molecule 11: 30S ribosomal protein S11

16d

680
88T
L8L

®
©
©
=

8b
€88

181

6.4
8LN

9LN
SiI
e Wi

69N

D E

L DWI

SPDB

PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report 3T1H

Page 14

8%

5%

~
I
B

46%

42%

3%

Chain K: -

oLY
69V

vov

Tov
09Y

89d

981

et
[ess

[4:1)

67D
[evr

~
&
=

<
B
©0

(472

0%I
6€d

LED

vea
€L
{430

3

8TL

@ 8TIV
9CTH
445
€TTY
(4455
0cTY

LTIN
9TTH

0t11a
60TA
80TI

010
€071

e Molecule 12: 30S ribosomal protein S12

T0TS

G6I
6y
€6b
45kS
164

L8L
w8A
180
08A
6.5
LLW
9LD
SLK

ELN

. 6%

9%

52%

33%

5%

Chain L: .

{4y}

i

{429

€€y

o0
Q
@
<

+ 10 © ©
NN I3l
] B4

3

9TTH
S¢t1d
493

TTIL
121D
0ZTX
6TTY
8T1S
L1TH

(a1
TITY
0TTA

901da

00TI
66H
864
L64
964

€61
26a

e Molecule 13: 30S ribosomal protein S13
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e Molecule 15: 30S ribosomal protein S15
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4 Data and refinement statistics (i)

Property Value Source
Space group P 41212 Depositor
Cell constants 402.30A  402.30A 175.25A .
Depositor
a, b, c, a, B,y 90.00° 90.00° 90.00°
Resolution (4) 22894.7427 - ;slaéls Deg%sétor
% Data completeness 99.0 (29.72-3.11) Depositor
(in resolution range) 98.9 (284.47-2.98) EDS
Rinerge (Not available) Depositor
Raym (Not available) Depositor
<I/o(I)>" 0.00 (at 2.96A) Xtriage
Refinement program CNS 1.3 Depositor
R R 0.247 , 0.276 Depositor
» Hhfree 0.251 , 0.254 DCC
Rfree test set 12791 reflections (5.07%) DCC
Wilson B-factor (A?) 61.5 Xtriage
Anisotropy 0.264 Xtriage
Bulk solvent ky(e/A3), By(A?) 0.26 , 63.3 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning? <|L|>=043, < L[?*>=0.26| Xtriage
Outliers 0 of 288591 reflections Xtriage
F,,F. correlation 0.86 EDS
Total number of atoms 52287 wwPDB-VP
Average B, all atoms (A?) 68.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.77% 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.

WO RLDWIDE

PROTEIN DATA BANK
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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: 12A,
MG, ZN, 70U, PAR, PSU

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\ (57 #é\ >5 | RMSZ #éy >5

1 A 058 | 6/36395 (0.0%) | 0.87 | 90/56801 (0.2%)
2 B 0.38 0/1935 0.63 0/2609

3 C 0.40 0/1636 0.64 0/2205

1 D 0.37 0/1733 0.59 0/2318

5 D 0.47 0/1162 0.70 | 1/1564 (0.1%)
6 F 0.37 0/856 0.62 0/1154

7 G 0.40 0/1276 0.59 0/1709

8 H 0.45 0/1136 0.76 0/1527

9 I 0.40 0/1029 0.63 0/1378

10 ] 0.40 0/805 0.66 0/1082

11 K 0.44 0/900 0.68 | 1/1213 (0.1%)
12 L 0.47 0/936 0.77 0/1320

13 | M | 04l 0,/1008 0.63 0/1347

141 | N 0.43 0/501 0.66 0/664

15| O 0.39 0/745 0.65 0/992

16 P 0.44 0/716 0.73 0/963

7 | Q 0.43 0/870 0.74 0/1159

18 R | 043 0/603 0.63 0/799

19 S 0.35 0/661 0.64 0/890

20 T 0.46 0/764 0.74 0,/1006

21 v 0.46 0/212 0.65 0/277

22 | W | 099 | 1/75 (1.3%) | 080 | 1/113 (0.9%)
23 | X 098 | 1/184 (0.5%) | 127 | 1/277 (0.4%)
Al | ANl | 053 |8/56188 (0.0%) | 0.81 | 94/83367 (0.1%)

Chiral center outliers are detected by calculating the chiral volume of a chiral center and verifying
if the center is modelled as a planar moiety or with the opposite hand. A planarity outlier is
detected by checking planarity of atoms in a peptide group, atoms in a mainchain group or atoms
of a sidechain that are expected to be planar.
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Mol | Chain | #Chirality outliers | #2Planarity outliers
1 A 0 46

The worst 5 of 8 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 517 U 03-P | -15.24 1.42 1.61
23 X 30 G OP3-P | -7.09 1.52 1.61
1 A 980 G P-OP1 | 6.37 1.59 1.49
1 A ) U OP3-P | -6.35 1.53 1.61
22 W 1 A OP3-P | -6.00 1.53 1.61

The worst 5 of 94 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(°)
1 A 515 A P-03-C3” | 11.33 133.29 119.70
1 A 800 C N1-C1’-C2" | 9.64 126.53 114.00
23 X 31 A C2’-C3-03’ | 9.56 130.54 109.50
1 A 800 C C2’-C3-03’ | 8.78 128.81 109.50
1 A 1479 A N9-C1’-C2’ | 8.27 124.75 114.00

There are no chirality outliers.

5 of 46 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 167 U Sidechain
1 A 190 G Sidechain
1 A 246 G Sidechain
1 A 37 U Sidechain
1 A 47 C Sidechain

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 32515 0 16409 1151 0
2 B 1900 0 1951 182 0
3 C 1612 0 1677 157 0

Continued on next page...



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

Page

20

wwPDB X-ray Structure Validation Summary Report

3T1H

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
4 D 1703 0 1764 129 0
3 E 1146 0 1207 94 0
6 F 843 0 857 65 0
7 G 1257 0 1296 81 0
8 H 1116 0 1177 64 0
9 I 1011 0 1043 109 0
10 J 792 0 835 110 0
11 K 885 0 904 57 0
12 L 970 0 1056 98 0
13 M 997 0 1072 90 0
14 N 492 0 230 70 0
15 O 734 0 771 49 0
16 P 700 0 720 93 0
17 Q 857 0 930 65 0
18 R 597 0 668 45 0
19 S 647 0 673 68 0
20 T 762 0 859 66 0
21 V 208 0 221 24 0
22 W 67 0 34 5 0
23 X 247 0 129 32 0
24 A 182 0 0 0 0
24 B 1 0 0 0 0
24 L 1 0 0 0 0
24 S 1 0 0 0 0
25 D 1 0 0 0 0
25 N 1 0 0 0 0
26 A 42 0 45 5 0
All All 52287 0 36828 2600 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 29.

The worst 5 of 2600 close contacts within the same asymmetric unit are listed below, sorted by
their clash magnitude.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:A:981:G:N2 1:A:982:A:H1’ 1.44 1.31
1:A:515:A:H5” | 3:C:161:GLU:OE1 1.36 1.21
23:X:39:PSU.C2 23:X:40:C:HY 1.74 1.18
1:A:1036:C:H3’ 1:A:1036:C:C6 1.80 1.15
1:A:984:C:H2’ 1:A:985:C:C6 1.82 1.14
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There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (1)

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

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
2 B 232/256 (91%) 165 (71%) | 47 (20%) | 20 (9%) |
3 204/239 (85%) 151 (74%) | 33 (16%) | 20 (10%)
4 D 206,/209 (99%) 171 (83%) | 29 (14%) 6 (3%)
5 E 148/162 (91%) 135 (91%) 13 (9%) 0
6 F 99/101 (98%) 78 (79%) 16 (16%) 5 (5%)
7 G 153/156 (98%) 120 (78%) | 27 (18%) 6 (4%)
8 H 136,/138 (99%) 121 (89%) 12 (9%) 3 (2%)
9 I 125/128 (98%) 93 (74%) 24 (19%) 8 (6%)
10 J 96,/105 (91%) 69 (72%) 18 (19%) 9 (9%)
11 K 117/129 (91%) 94 (80%) 17 (14%) 6 (5%)
12 L 122/132 (92%) 93 (76%) 22 (18%) 7 (6%)
13 M 123/126 (98%) 90 (73%) 23 (19%) | 10 (8%)
14 N 58/61 (95%) 40 (69%) 12 (21%) | 6 (10%)
15 O 86/89 (97%) 68 (79%) 14 (16%) 4 (5%)
16 P 81/88 (92%) 64 (79%) 14 (17%) 3 (4%)
17 Q 102/105 (97%) 82 (80%) 16 (16%) 4 (4%)
18 R 71/88 (81%) 57 (80%) 9 (13%) 5 (7%)
19 S 78/93 (84%) 60 (77%) 10 (13%) | 8 (10%)
20 T 97/106 (92%) 70 (72%) 20 (21%) 7 (7%)
21 A% 22/27 (82%) 15 (68%) 5 (23%) 2 (9%)
All All 2356/2538 (93%) | 1836 (78%) | 381 (16%) | 139 (6%)

5 of 139 Ramachandran outliers are listed below:
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Mol | Chain | Res | Type
2 B 15 VAL
2 B 20 GLU
2 B 190 THR
3 C 15 THR
3 C 16 ARG

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.

[y
—_

90,99 (91%) 85 5 (6%) 2 63

—_
[N}

104/109 (95%) | 91 12%) 6] 23

Mol | Chain Analysed Rotameric | Outliers | Percentiles
2 B 202/220 (92%) 181 (90%) | 21 (10%) 9l 32
3 160/188 (85%) 143 (89%) | 17 (11%) 8] 31
4 180/181 (99%) 162 (90%) | 18 (10%) 9| 34
5 115/123 (94%) | 100 (87%) | 15 (13%) 22
6 90/90 (100%) 87 (97%) 3 (3%) 45 |79
7 126/127 (99%) 114 (90%) | 12 (10%) 117 38
8 119/119 (100%) | 104 (87%) | 15 (13%) 5 22
9 98/99 (99%) 84 (86% 14 (14%) 17
10 87/92 (95%) 81 6 (7%) 19 55

(
(
(

100/101 (99%) | 94 6%) 24 60

—_
w2
<|lHln|m|Oo|F|Oo|Z2| 2|0 R|l=|~lZD|lQ|m|H|T

(86%)

(93%)

(94%)

(88%)

(94%)
14 49/50 (98%) 44 (90%) | 5 (10%) 9| 33
15 79/80 (99%) 74 (94%) 5 (6%) 22| 58
16 72/74 (97%) 65 (90%) | 7(10%) | |10} 36
17 96,97 (99%) 92 (96%) 4 (4%) 36 73
18 64/77 (83%) 57 (89%) 7 (11%) 8| 31
19 71/80 (89%) 65 (92%) 6 (8%) 13| 45
20 76/82 (93%) 66 (87%) | 10 (13%) 21
21 19/22 (86%) 18 (95%) 1 (5%) 28 65

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
AL | Al [ 1997/2110 (95%) | 1807 (90%) | 190 (10%) | [11] 38

5 of 190 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
7 G 140 ASP
9 I 35 GLU
19 S 13 ASP
8 H 39 LEU
8 H 91 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 52 such
sidechains are listed below:

Mol | Chain | Res | Type
7 G 11 GLN
9 I 23 ASN
19 S 23 ASN
7 G 13 GLN
7 G 68 ASN

5.3.3 RNA (D)

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 1513/1513 (100%) 344 (22%) 188 (12%)
22 W 2/3 (66%) 0 0
23 X 8/11 (72%) 3 (37%) 2 (25%)
All All 1523/1527 (99%) 347 (22%) 190 (12%)

5 of 347 RNA backbone outliers are listed below:

Mol

Chain

Res | Type

6

8

9

13

—_| = = =] =

| | | |

C| | Q)= Q2

14

5 of 190 RNA pucker outliers are listed below:
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Mol | Chain | Res | Type
1 A 636 A
1 A 847 U
1 A 1382 C
1 A 685 A
1 A 736 A

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

3 non-standard protein/DNA/RNA residues are modelled in this entry.

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

Mol | Type | Chain | Res | Link CountsB Onlgl\/llglzlgt:jZ | > 2 CountsBOIEI{(li/[zSiIZIgIZZZ | > 2
23 | 70U | X | 34 |22.23|17.2627 | 1.04 | 2 (11%) | 20,3740 | 3.20 | 3 (15%)
23 12A X 37 23 |24,36,37 | 1.30 4 (16%) | 28,52,55 | 1.95 8 (28%)
23 PSU X 39 23 1 13,21,22 | 0.68 0 18,30,33 | 5.09 6 (33%)

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
23 70U X 34 | 22,23 - 0/9/31/32 | 0/2/2/2
23 12A X 37 23 - 0/17/43/44 | 0/3/3/3
23 | PSU X 39 23 - 0/7/25/26 | 0/2/2/2

The worst 5 of 6 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 X 34 70U | C6-N1 | 2.03 1.38 1.35
23 X 37 12A | C6-N1 | 2.07 1.35 1.33
23 X 37 12A° | O4’-C1" | 2.09 1.43 1.41
23 X 37 12A CA-N | 2.25 1.51 1.46
23 X 34 70U | C4-N3 | 3.22 1.39 1.33

means
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The worst 5 of 17 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
23 X 39 PSU | N1-C2-N3 | -17.37 117.25 128.33
23 X 34 70U C5-C4-N3 | -9.23 114.59 125.04
23 X 37 12A | C6-N6-CC | -6.01 122.35 130.39
23 X 37 12A | OO-CC-N6 | -2.95 119.10 123.58
23 X 37 12A C5-C6-N1 | -2.90 117.49 120.48

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

3 monomers are involved in 25 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
23 X 34 70U 5 0
23 X 37 12A 11 0
23 X 39 | PSU 9 0

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 188 ligands modelled in this entry, 187 are monoatomic - leaving 1 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 | o\ " 'RMS7 | #)2] > 2 | Counts | RMSZ | #|2] > 2
26 | PAR | A | 1783] - |454545]| 0.64 0 59,67,67 | 1.32 | 7 (11%)

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.

-~ means
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Mol

Type

Chain

Res

Link | Chirals

Torsions | Rings

26

PAR

A

1783

0/18/94/94 | 0/4/4/4

There are no bond length outliers.

The worst 5 of 7 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(?)
26 A 1783 | PAR | C14-0O33-C33 | -3.98 107.60 118.01
26 A 1783 | PAR | C64-C54-C44 | -3.09 107.33 113.17
26 A 1783 | PAR | C11-O11-C42 | -2.98 110.21 118.01
26 A 1783 | PAR | C13-052-C52 | -2.65 111.08 118.01
26 A 1783 | PAR | C11-O51-C51 | -2.37 109.14 113.75

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

1 monomer is involved in 5 short contacts:

Mol

Chain

Res

Type

Clashes | Symm-Clashes

26

A

1783

PAR

5

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 | 1512/1513 (99%) 0.95 80 (5%) 30 29, 58, 125, 178 0
2 B 234,256 (91%) 0.61 18 (7%) | 16 . 50, 92, 137, 145 0
3 C 206,239 (86%) 0.45 8 (3%) 43 21 57, 83, 119, 125 0
4 D 208,209 (99%) 0.42 14 (6%) 21 . 45, 66, 101, 106 0
5 E 150/162 (92%) 0.30 3 (2%) 68 33, 51, 67, 82 0
6 F 101/101 (100%) 0.23 3(2%) 54 30 | 64,85, 102, 106 0
7 G 155/156 (99%) 0.30 4 (2%) 59 37 | 51,75, 110, 123 0
8 H 138/138 (100%) 0.25 2 (1%) | 78 61 30, 47, 61, 70 0
9 I 127/128 (99%) 0.59 13 (10%) Ell 44, 85, 102, 108 0
10 J 98/105 (93%) 1.03 16 (16%) 57, 116, 139, 143 0
11 K 119/129 (92%) 0.41 4(3%) 49 25 42, 58, 84, 97 0
12 L 124/132 (93%) 0.43 7 (5%) 19, 57, 70, 97 0
13 M 125/126 (99%) 0.77 6 (12%) 59, 71, 129, 157 0
14 N 60,61 (98%) 0.80 6 (10%) 58, 74, 109, 114 0
15 o) 88/89 (98%) 0.16 2 (2%) 39, 61, 87, 104 0
16 P 83/88 (94%) 0.32 0100 | 100 38, 47, 59, 83 0
17 Q 104/105 (99%) 0.37 4 (3%) 44 22 | 33,50, 108, 131 0
18 R 73/88 (82%) 0.29 1(1%) 7 49, 70, 111, 129 0
19 S 80/93 (86%) 0.40 5 (6%) 23 E 80, 93, 112, 115 0
20 T 99,106 (93%) 0.28 2 (2%) 68 40, 55, 80, 86 0
21 v 24/27 (88%) 1.07 49, 63, 79, 89 0
22 W 3/3 (100%) 0.96 57, 57, 62, 63 0
23 X 8/11 (72%) 1.01 67,101, 127,137 | 0
All | Al | 3919/4065 (96%) 0.64 19, 64, 121, 178 0
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The worst 5 of 212 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
13 M 121 LYS 9.1
1 A 1516 C 7.0
13 M 120 | LYS 6.8
13 M 124 | PRO 6.0
2 B 10 | LEU 5.9

6.2 Non-standard residues in protein, DNA, RNA chains (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
93 | 12A X 37 | 34/35 | 0.94 | 0.23 _ 71717171 0
23 70U X 34 25/26 0.92 0.29 - 68,81,93,97 0
23 PSU X 39 20/21 0.85 0.21 - 86,86,88,88 0

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

less than 0.9.

Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 MG A 1683 1/1 0.76 1.03 | 42.18 27,27,27,27 1
24 MG A 1737 1/1 0.48 1.08 28.95 22,22,22,22 1
24 MG A 1756 1/1 0.32 0.83 28.63 30,30,30,30 1
24 MG A 1779 1/1 0.85 0.57 | 1251 24,24,24.24 1
24 MG A 1757 1/1 0.32 0.52 9.26 9,9,9,9 1
24 MG A 1680 1/1 0.90 0.34 8.9 15,15,15,15 1

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 MG A 1650 1/1 0.98 0.37 8.48 18,18,18,18 1
24 | MG A 1707 | 1)1 059 | 0.41 | 7.68 AT AT AT AT 1
24 | MG A 1762 1/1 0.89 | 041 | 6.53 18,18,18,18 1
24 MG A 1637 1/1 0.77 0.32 3.90 21,21,21,21 1
24 | MG A | 1667 | 1/1 0.76 | 0.37 | 2.89 1,1,1,1 1
24 | MG A 1749 | 1/1 0.67 | 0.35 | 2.75 17,17,17,17 1
24 MG A 1755 1/1 0.77 0.29 2.39 3,3,3,3 1
24 MG A 1603 1/1 0.56 0.32 2.30 58,58,58,58 0
24 | MG A 1621 1/1 0.84 | 026 | 1.74 L1,11 1
24 MG A 1654 1/1 0.98 0.29 1.46 13,13,13,13 1
24 MG A 1761 1/1 0.97 0.29 1.39 8,8,8,8 1
26 | PAR A 1783 | 42/42 0.94 0.29 1.25 43,53,68,70 0
24 MG A 1670 1/1 0.98 0.38 1.15 1,1,1,1 1
24 MG A 1724 1/1 0.85 0.27 0.80 15,15,15,15 1
25 ZN D 301 1/1 0.94 0.43 0.74 97,97,97,97 0
24 MG A 1723 1/1 0.91 0.29 0.41 1,1,1,1 1
24 MG A 1679 1/1 0.96 0.28 | -0.05 9,9,9,9 1
24 MG A 1740 1/1 0.93 0.24 -0.19 1,1,1,1 1
25 ZN N 101 1/1 0.99 0.21 | -0.65 69,69,69,69 0
24 MG A 1758 1/1 0.96 0.25 -0.70 12,12,12,12 1
24 | MG A 18| 11 0.95 | 024 | -0.76 4,444 1
24 MG A 1625 1/1 0.76 0.24 -0.80 1,1,1,1 1
24 MG A 1618 1/1 0.87 0.24 -1.09 41,41,41,41 1
24 MG A 1673 1/1 0.87 0.19 -1.10 1,1,1,1 1
24 MG A 1726 1/1 0.96 0.25 -1.25 1,1,1,1 1
24 MG A 1770 1/1 0.98 0.21 -1.42 1,1,1,1 1
24 MG A 1731 1/1 0.99 0.24 | -1.59 9,9,9,9 1
24 MG A 1688 1/1 0.95 0.21 -1.88 16,16,16,16 1
24 MG A 1663 1/1 0.95 0.19 -2.16 21,21,21,21 1
24 MG A 1648 1/1 0.97 0.23 -2.20 11,11,11,11 0
24 MG A 1664 1/1 0.98 0.15 | -2.97 3,3,3,3 1
24 MG A 1775 1/1 0.86 0.18 -3.06 1,1,1,1 1
24 MG A 1660 1/1 0.89 0.17 -3.83 14,14,14,14 1
24 MG A 1708 1/1 0.95 0.15 | -4.62 8,8,8,8 1
24 | MG A 127 11 0.97 | 0.09 | -4.81 14,14,14,14 1
24 | MG A 1691 1/1 0.93 | 0.08 | -4.87 16,16,16,16 1
24 MG A 1759 1/1 0.97 0.18 | -4.92 N 1
24 | MG A 1711 ] 1)1 0.82 | 042 _ 5.5.5,5 1
24 MG A 1669 1/1 0.73 1.31 - 1,1,1,1 1
24 MG A 1709 1/1 0.91 0.38 - 1,1,1,1 1
24 MG A 1645 1/1 0.86 0.23 - 7,0,7,7 1
24 | MG A 1629 1/1 0.89 | 0.23 ; L1,11 1

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 | MG A | 1631 | 1/1 0.68 | 0.64 _ 45,45,45,45 T
24 MG A 1763 1/1 0.74 0.29 - 11,11,11,11 1
24 MG A 1777 1/1 0.85 0.38 - 41,41,41,41 1
24 MG A 1748 1/1 0.95 0.18 - 3,3,3,3 1
24 MG A 1633 1/1 0.91 0.25 - 36,36,36,36 1
24 MG A 1782 1/1 0.84 0.29 - 1,1,1,1 1
24 | MG A 1656 | 1/1 0.92 | 0.30 ; 11,11 1
24 | MG A | 1634 1/1 0.96 | 0.23 _ 93,23,23,23 1
24 MG A 1747 1/1 0.94 0.31 - 26,26,26,26 1
24 MG A 1700 1/1 0.29 0.97 - 44,44 44 44 1
24 | MG A 1729 1/1 0.83 | 0.28 ; 11,11 1
24 MG A 1602 1/1 0.69 0.24 - 118,118,118,118 0
24 MG A 1684 1/1 0.57 1.30 - 28,28,28,28 1
24 MG A 1751 1/1 0.92 0.31 - 42,42,42 .42 1
24 MG A 1642 1/1 0.88 0.32 - 22,22,22.22 1
24 | MG A | 1612 1/1 0.99 | 0.18 _ 8,8.8.8 1
24 MG A 1694 1/1 0.46 0.25 - 26,26,26,26 1
24 | MG A 1705 | 1/1 0.23 | 0.70 ; 11,11 1
24 MG A 1719 1/1 0.88 0.42 - 19,19,19,19 1
24 | MG A 1622 1/1 0.82 | 0.21 ; A7 A7 47 A7 1
24 | MG A 1773 ] 1/1 0.78 | 0.43 _ 31,31,31,31 1
24 MG S 101 1/1 0.74 0.82 - 67,67,67,67 1
24 MG A 1624 1/1 0.99 0.20 - 39,39,39,39 1
24 MG A 1746 1/1 0.90 0.39 - 22,22.22.22 1
24 | MG A 1672 1/1 0.80 | 0.35 ; 11,11 1
24 | MG A 1703 11 0.89 | 0.36 ; 11,11 1
24 | MG A 1616 | 1/1 0.78 | 0.28 ; 23,23,23,23 1
24 MG A 1655 1/1 0.92 0.32 - 6,6,6,6 1
24 MG A 1627 1/1 0.89 0.23 - 1,1,1,1 1
24 MG A 1651 1/1 0.95 0.33 - 2,2,2,2 1
24 MG A 1720 1/1 0.89 0.37 - 16,16,16,16 1
24 | MG A 1668 | 1/1 0.97 | 0.32 ; 11,11 1
24 MG A 1697 1/1 0.92 0.23 - 10,10,10,10 1
24 | MG A 12| 1/1 0.76 | 0.26 ; 1444 1
24 MG A 1772 1/1 0.89 0.31 - 1,1,1,1 1
24 | MG A | 1676 | 1/1 0.77 | 0.16 _ 20,20,20,20 1
24 | MG A | 1649 | 1/1 0.97 | 0.24 _ 3,3.3,3 1
24 MG A 1687 1/1 0.92 0.45 - 11,11,11,11 1
24 | MG L 201 | 1/1 0.86 | 0.22 ; 11,11 1
24 MG A 1685 1/1 0.85 0.35 - 25,25,25,25 1
24 MG A 1712 1/1 0.96 0.12 - 23,23,23,23 1
24 MG A 1639 1/1 0.73 0.54 - 59,59,59,59 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 MG A 1662 1/1 0.77 0.26 - 1,1,1,1 1
24 MG A 1689 1/1 0.94 0.23 - 1,1,1,1 1
24 MG A 1661 1/1 0.93 0.32 - 4444 1
24 MG A 1738 1/1 0.78 0.30 - 15,15,15,15 1
24 | MG A 1710 1/1 0.61 | 0.3 ; A7 A7 47 AT 1
24 MG A 1613 1/1 0.94 0.27 - 30,30,30,30 1
24 MG A 1640 1/1 0.97 0.26 - 66,66,66,66 1
24 MG A 1765 1/1 0.89 0.31 - 8,8,8,8 1
24 MG A 1717 1/1 0.72 0.55 - 7,7,7,7 1
24 | MG A [ 1769 | 1/1 0.68 | 0.32 _ 15,15,15,15 1
24 MG A 1609 1/1 0.90 0.35 - 35,35,35,35 1
24 MG A 1753 1/1 0.94 0.28 - 5,9,5,5 1
24 | MG A 1728 1/1 0.96 | 0.20 ; 11,11 1
24 | MG A | 1611 1/1 0.95 | 0.31 _ 18,18,18,18 0
24 MG B 301 1/1 0.73 0.19 - 9,9,9,9 1
24 MG A 1666 1/1 0.48 0.32 - 14,14,14,14 1
24 MG A 1628 1/1 0.75 0.37 - 37,37,37,37 1
24 | MG A 1739 1/1 0.79 | 0.35 ; 14,14,14,14 1
24 MG A 1733 1/1 0.94 0.28 - 13,13,13,13 1
24 | MG A 1608 | 1/1 0.57 | 0.19 ; 40,40,40,40 1
24 MG A 1665 1/1 0.92 0.16 - 7,7,7,7 1
24 MG A 1735 1/1 0.92 0.44 - 1,1,1,1 1
24 | MG A | 1695 | 1/1 0.65 | 0.36 _ 92,222 1
24 MG A 1644 1/1 0.34 0.33 - 23,23,23,23 1
24 MG A 1659 1/1 0.91 0.23 - 7,0,7,7 1
24 | MG A 1715 | 11 0.94 | 0.32 ; 11,11 1
24 | MG A 1657 | 1/1 0.86 | 0.33 ; 11,11 1
24 MG A 1647 1/1 0.73 0.35 - 39,39,39,39 1
24 MG A 1678 1/1 0.88 0.19 - 6,6,6,6 1
24 MG A 1698 1/1 0.66 0.29 - 1,1,1,1 1
24 MG A 1681 1/1 0.97 0.18 - 11,11,11,11 1
24 MG A 1750 1/1 0.65 0.36 - 10,10,10,10 1
24 MG A 1604 1/1 0.65 0.66 - 122,122,122,122 0
24 MG A 1638 1/1 0.83 0.18 - 11,11,11,11 1
24 | MG A 1752 1/1 0.98 | 027 _ 19,19,19,19 1
24 MG A 1641 1/1 0.84 0.25 - 1,1,1,1 1
24 MG A 1677 1/1 0.94 0.30 - 2,2,2,2 1
24 MG A 1630 1/1 0.88 1.68 - 87,87,87,87 1
24 | MG A 1686 | 1/1 0.97 | 0.16 ; 11,11 1
24 | MG A 1730 1/1 0.93 | 0.41 ; 11,11 1
24 MG A 1721 1/1 0.91 0.29 - 1,1,1,1 1
24 MG A 1653 1/1 0.95 0.29 - 5,5,5,5 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 MG A 1674 1/1 0.94 0.17 - 24,24.,24 .24 1
24 MG A 1718 1/1 0.88 0.21 - 1,1,1,1 1
24 | MG A | 1619 1/1 0.79 | 0.46 _ 46,46,46,46 1
24 MG A 1742 1/1 0.95 0.34 - 22,22,22.22 1
24 MG A 1646 1/1 0.57 0.83 - 24,24,24,24 1
24 MG A 1745 1/1 0.90 0.40 - 11,11,11,11 1
24 | MG A 1635 | 1/1 0.54 | 0.37 ; 14,14,14,14 1
24 MG A 1774 1/1 0.47 0.71 - 35,35,35,35 1
24 | MG A | 1682 1/1 0.97 | 0.28 _ 16,16,16,16 1
24 MG A 1643 1/1 0.74 0.62 - 37,37,37,37 1
24 MG A 1767 1/1 0.59 0.42 - 26,26,26,26 1
24 MG A 1744 1/1 0.97 0.19 - 8,8,8,8 1
24 MG A 1632 1/1 0.49 0.48 - 28,28,28,28 1
24 MG A 1764 1/1 0.94 0.54 - 40,40,40,40 1
24 MG A 1768 1/1 0.77 0.37 - 9,9,9,9 1
24 | MG A 1776 | 1/1 0.97 | 0.30 _ 11,11 1
24 MG A 1734 1/1 0.73 0.28 - 1,1,1,1 1
24 | MG A 1696 | 1/1 0.86 | 0.25 ; 28.,28,28,28 1
24 | MG A 13| 11 0.73 | 0.40 ; 11,11 1
24 | MG A 181 1/1 0.87 | 0.30 ; 11,11 1
24 | MG A | 177L | 1)1 0.96 | 0.31 _ 19,19,19,19 1
24 MG A 1706 1/1 0.83 0.27 - 2,2,2,2 1
24 MG A 1610 1/1 0.81 0.21 - 56,56,56,56 0
24 | MG A | 1623 ] 1/1 0.94 | 0.22 _ 16,46,46,46 1
24 MG A 1736 1/1 0.95 0.17 - 5,5,5,5 1
24 | MG A 1766 | 1/1 0.67 | 0.29 ; 11,11 1
24 | MG A 1725 1/1 0.84 | 0.22 ; 11,11 1
24 MG A 1760 1/1 0.84 0.23 - 1,1,1,1 1
24 MG A 1690 1/1 0.95 0.18 - 14,14,14,14 1
24 | MG A | 1780 | 1/1 0.95 | 0.56 _ 1,11 1
24 | MG A 122 1/1 0.47 | 0.52 _ 94,24.24.24 1
24 | MG A 1658 | 1/1 0.95 | 0.23 ; 31,31,31,31 1
24 MG A 1617 1/1 0.73 0.64 - 56,56,56,56 1
24 MG A 1626 1/1 0.73 0.27 - 36,36,36,36 1
24 MG A 1614 1/1 0.67 0.71 - 55,55,55,55 1
24 MG A 1701 1/1 0.42 0.78 - 76,76,76,76 1
24 MG A 1636 1/1 0.88 0.38 - 26,26,26,26 1
24 | MG A 1671 1/1 0.90 | 0.29 ; 20,20,20,20 1
24 | MG A 1652 1/1 0.77 | 0.33 ; 19,49,49,49 1
24 MG A 1702 1/1 0.96 0.26 - 9,9,9,9 1
24 | MG A 1692 ] 1/1 0.85 | 0.38 _ 98,28,28 28 1
24 MG A 1620 1/1 0.79 1.42 - 52,52,52,52 1
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | LLDF | B-factors(A?) | Q<0.9
24 MG A 1699 1/1 0.59 1.36 - 30,30,30,30 1
24 MG A 1704 1/1 0.82 0.53 - 1,1,1,1 1
24 MG A 1754 1/1 0.92 0.12 - 1,1,1,1 1
24 MG A 1607 1/1 0.88 0.40 - 62,62,62,62 1
24 | MG A 1713 11 051 | 0.31 ; 12,42.42.42 1
24 | MG A 1606 | 1/1 0.98 | 0.23 ; 29,29,29,29 1
24 MG A 1675 1/1 0.94 0.21 - 8,8,8,8 1
24 | MG A | 1601 | 1/1 0.76 | 0.16 _ 34,34,34,34 0
24 | MG A | 1615 | 1/1 0.95 | 0.30 _ 11,11 0
24 | MG A | 1603 | 1/1 0.43 | 0.65 _ 34,34,34,34 1
24 MG A 1605 1/1 0.61 0.37 - 36,36,36,36 1
24 MG A 1714 1/1 0.75 0.24 - 2,2,2,2 1
24 MG A 1741 1/1 0.92 0.39 - 5,9,5,5 1
24 | MG A | 1716 | 1/1 0.88 | 042 _ 6,6,6,6 1

6.5 Other polymers (i)

There are no such residues in this entry.
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