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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.20 A.

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

Metric Percentile Ranks Value
Clashscore I - 36
Ramachandran outliers T 0.9%
Sidechain outliers | D 13.1%
RNA backbone I | W 0.48
Worse Better

0 Percentile relative to all X-ray structures

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

Motric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 79885 1078 (3.26-3.14)
Ramachandran outliers 78287 1059 (3.26-3.14)
Sidechain outliers 78261 1058 (3.26-3.14)
RNA backbone 1838 1002 (3.72-2.68)

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.
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density.

Note EDS was not executed.

Mol | Chain | Length Quality of chain

1 A 1533

2 B 241 T
3 C 233 I
4 D 206 .
5 E 167 P
6 F 131 —

7 G 156 —
8 H 130 -
9 | 130 .
10 J 103 —
11 K 129 -
12 L 124 -
13 M 118 -
14 N 101 -—
15 O 89 -

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

Mol | Chain | Length Quality of chain
16 P 82 ——
17 Q 84
18 R 75
19 S 92 ——
20 T 87 —
21 U 71
22 \Y 27
23 W 529 -
24 Y 6
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2 Entry composition (i)

There are 27 unique types of molecules in this entry. The entry contains 55876 atoms, of which 0
are hydrogen and 0 are deuterium.

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 1532 32873 14661 6031 10649 1532 0 0 0
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 218 1704 1081 305 311 7 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 1624 1028 305 288 3 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 D 205 1643 1026 315 298 4 0 0 0
e Molecule 5 is a protein called 30S ribosomal protein S5.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
o 2 150 1105 687 211 201 6 0 0 0
e Molecule 6 is a protein called 30S ribosomal protein S6 1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
6 F 100 817 515 148 148 6 0 0 0
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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 151 1181 735 227 215 4 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 129 979 616 173 184 6 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 S
9 I 127 1022 634 206 179 3 0 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 %8 786 493 150 142 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
L 17 877 540 174 160 3 0 0 0
e Molecule 12 is a protein called 30S ribosomal protein S12 1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 L 123 055 590 196 165 4 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
13 M 14 83 546 178 156 3 0 0 0

e Molecule 14 is a protein called 30S ribosomal protein S14.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
14 N 96 774 483 160 128 3 0 0 0
e Molecule 15 is a protein called 30S ribosomal protein S15 1.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
15 0 8 714 439 144 130 1 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 82 649 406 128 114 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 80 648 411 121 113 3 0 0 0
e Molecule 18 is a protein called 30S ribosomal protein S18.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
18 R %5 455 288 86 &1 0
e Molecule 19 is a protein called 30S ribosomal protein S19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 S & 637 408 120 107 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 85 665 411 137 114 3 0 0 0

e Molecule 21 is a protein called 30S ribosomal protein S21.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 v 51 425 265 &6 73 1 0 0 0
e Molecule 22 is a RNA chain called messenger RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
22 A 6 129 58 24 41 6 0 0 0
e Molecule 23 is a protein called Peptide chain release factor 3.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
23 W 525 4144 2617 722 783 22 0 0 0
e Molecule 24 is a protein called Viomycin.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
241 Y 0 48 25 13 10 0 0

e Molecule 25 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf

25 | H 1 Total - Mg 0 0
1 1

2% | W | Toltal l\ﬁg 0 0
Total Mg

25 A 99 09 09 0 0
Total Mg

25 L 2 5 9 0 0

2% | F 1 Total -~ Mg 0 0
1 1

25 | M | Toltal l\fg 0 0

e Molecule 26 is PHOSPHOAMINOPHOSPHONICACID-GUANYLATE ESTER (three-letter

code: GNP) (formula: C10H17N6013P3).
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D::‘I,P -
MNH
HDHPJ'
fof OH
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O P
26 W 1 32 10 6 13 3 0 0
e Molecule 27 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
27 \WY 2 5 9 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry and electron density. Residues are color-

coded according to the number of geometric quality criteria for which they contain at least one

outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot above a residue indicates

a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more consecutive residues without
any outlier are shown as a green connector. Residues present in the sample, but not in the model,

are shown in grey.

3 Residue-property plots (i)
Note EDS was not executed.

e Molecule 1: 16S rRNA

Page 9
Chain A:

89D
190

1444
€70

9D

6€D
8€D

9€0
ged
¥ed
eev

€D

76D

Ten

~ O OO
© © © O
Obbo

o ~o o9
~ ~ENN®
(3] <=<o<

(o)
©
o

TvID

vven
evey

0%2¢d
6een
8€qy
LETD

SE€TO
v€To
€€TO

Teen
0€TH

22O
veen

12T0
02z

812N
L12D
912N

€12D
[q24]
112D

602N
802N
1020

i2°0)

9T¥D
STYY
4544

0T¥d
60%N
807V

{0408
v0%d
€0%D
207D

007D
66€D

L6EY
96€0

€6EV

T6€D
06€N

98€D

£8EY
z8¢eY
18€D
08€d

LLED
9.€D
slen
VLEV

TLED

L9en
99V

voevY

09€D

8gen
LS€D

TS€D
0S€D

YLV
€LSV

*

895D
L9599
995D

%930

6TLY

9TLO

YTLD

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


http://wwpdb.org/ValidationPDFNotes.html#h.fmehr2ap71lr

3SFES

wwPDB X-ray Structure Validation Summary Report

Page 10

088D
6180
8.8V
118D

S§.80
7.8D

TL8Y

698D
8980

998D
998V

098Y

858D
LS80

TS88D

9%8D
SY8Y

£%80

1160
0760
606V
806V

906V

voen

006V

268Y

920TD
SToTn
i£4us)
€20T0

1201V

8T0TD

9T0TV
ST0TD
Y101V

F

L0010
900D
S00TV

200TD
T00TD

S§660

860
0860
6.60
8.6V

€169

TL6D
0462
696V

196D

Lsen

960TD

880TD

98010

78010

¢80TV
T80TV
080TV
6.,01D

LL0TD
9,010

€070
TLOTD
TLOTD
0L0T0
690TD

€90TD
290TNn
T901D

65010
8501
LS0TD

SS0TV

cs0Tn
TS01D

8%0TD
9%0TV
€%0TD
ovoTn

6€0TD
8€0TD

SEOTV

0€0TN

L2010

€LTIN
TLTTD
TLITV
0LTTV

99T1D

8STTD
LSTTV

(41944
TSTTY

8711
LYT1D

4429

€ETTD

F

6CT1D
8CTTD

9zTINn
S2TIN

6TTTID
81110

YITID
E€TTID
[432%)

OTTTV
60TTD
80TTD

SOTTV
vOTTD
€0TTD

00TTD

860TD
L60TD

9€TTV

veTId
€ETTD

TETTD

62TV
82C1ID

9221

€ee1d
(4245
T2eTd
02eTd
B6TCTV
812D
L1210
9121V
STCTD
71210

z1ein
TIgTn
0T121D

L0219
90219
S0zt

86TTD

L6TTV

S6T10

€6TTD
(4339 %]
T6TTY
06TTD

98T1D
811D
¥811D
£8T10

08TTV
6LTTV
8LT1D
LLTTD
9LTTV

YLT1D

Y0€TD

COETD

6621V

96210
S6cTN
76210

262T1D
TecIn
06219
68CTY
88CTV
L8TTV

78210

28210

9921
79210

29210

0921H

8ETTY
LETTD

CSETD

SEVTD
YEVIV

6CVTY
8CVTIV
L2¥T0
9CHID
STHIN

€CHID
[444%)

6T71D

STY1D

CI¥10
11710
OT¥TV

80%TV
LO%TO
90%TNn
SO%TD
¥0v10
€0%TD
[4via%]
T0%1D
00%1D

86ETY

96ETY

vee1v
€6€TN
CTBETD
T6€1N0

98E€TH
S8ETH

T8€1N
08€TN
6LETD

9.€1Nn
SLETY
vLETV
€LETD
cLETN
TLETD
0LETD
69€TD
89€TV
L9ETD
99€TD

70STD

TOSTD
00STV
6671V
867N
L6YTD
96710
S6%TN

E671YV

671D
06710
68%1D

98¥%1D

8710
08¥TV
6.%10
8.%1Nn
A4
9LYTV

|

TL710
0L%TN

8971V
L9%1D
99%1D

vovIn
€9%10

19719

6S¥TD
8G¥%TD

SGHTH

1S710

67710
8771
LYYV
VIV

vvvin

(44745

9€VTIN

0€STD

2SN

YCSTD

30S ribosomal protein S2

2zsTn
12810

LTIGTD

€ISTY
TI810
TIS1D
0TSTD
60STD
80STV

e Molecule 2
Chain B

S0STD

o9V
651

o < ©
0 =)
- < =}

183

42!

(4748

6€1

LEA

II" IIIIII}I.II
o
=

8¢d
LA

-

ved
£CN

LTH
919

{45

661
869D

961

26N
T6A

684

S8s

198

L6T4

067S

8811
1810
98TA
S8TI
w81V
€874

LLIN

29TA
1914
0971
6GTV

LGTd
9811

€GTH

671D

PAAN)
9IS

v1a

1574508
(2%
6€TH

LETL

PeTT
€eTY
ceTd
T€TH

LTTA

O

R LDWIDE
PROTEIN DATA BANK

W



3SES

wwPDB X-ray Structure Validation Summary Report

Page 11

™
n
=
o
<}
+—
o
—~
o8
—
=
Qo
n
Q
Q0
o
—~
9B
o
™

€02a
20T
102D

e Molecule 3

Chain C

66TI
86TA

I'\
©
=1

794
€91
298

09V
65d

894

(4748

6€d
8EA
LEN

ves
€ea
zel

TEN
|
Lgd

W oo = ANm
Pl Rl NS
Z20nH=En<

91TV

42!
€T

01711

SOTA
v01d

660

6GTV

L

1811

6LTV

SLTH
vL11

9914
91l
€914

98711
SGTH
»S1D
€GTS
CSTA

0STA

9VIA
SYIY

(%7444

LETA

308 ribosomal protein S4

o
2
In:

e Molecule 4
Chain D

12228

o
7948
09A
633

€3sb

T899
05X

Svd

-
s
o

© o
o M
o o

~
®
a

o}
o
=4

-
®
o

~ o o
] N @
=] o

<
N
=

€2¢D

021

8T1

)
-
"

o
0 o
|

I~ (=] 0
D O o O 09O i=3
= ARSI RS 3]
= A S B

L3
9d

1
€4
(44
v

€ETS
CETY

0ETN

8CTA

lan]
STIN

964

{428
L3
9.L)
SLA

ELN

1.4

694
894
19T

S6TN
7611

06TT

1874

S8Td

€874
{42198

08TL

8L1d

S9TH
v91d

°9t1d
T9TY

65T

LSTY
95TV

7STA
€574

0STX
(557498

ov1d
SYTYH

308 ribosomal protein S5

e Molecule 5
Chain E

SGA

674

9%d
STA

T€S

621

(4745
wia
0%1I
6ETL

LETYH

PEIN
€ETI

SCIA
iZ4A1

6TTA

LTTV
9TTA

€TTA
(4334
1114

L

90TV
SOTI

€01
COTL
101D

764
€6A
264

06D

€LA
CTLN

30S ribosomal protein S6 1

8GTH
LSTD

e Molecule 6
Chain F

— <
© ©
=l =

© 0 o
0 O 1O ©
Moo >

o
ro)
=

28
oA

Ly1

6Td
8TA

914
STS

TTH
oTA
61

9I
Sa

€H

R LDWIDE

O

PROTEIN DATA BANK

W



3SES

=)
—_
o
o
Q
~
>
—
<
g
=
=
[p]
e
§e
=
=
G
-
<]
—
=
=
]
=}
—
+—
[9p]
z
D
>
jan)
A
ol
E
=

Page 12

v8A
€8V

T8N

LLL

YL

cLa
TLI
0LA

1,9d
99V
S99

30S ribosomal protein S7

e Molecule 7
Chain G

CTLA

0Ld
694
89A

S91
YoV

c9d

feish!

o
o)
<

671

Lvd

)
<
<

)
N
>

-
ot
~

[
m
=]

vex

TEA

621

]
N
)

STd
v1d

o

Td

i
sv1a
Iy
EVIH

T¥TH

LETYH

PETA
EETV

TETD
0E€TH

8C1d

9TTY
se1a
¥Z18

{44
TCIN

6111
8TTH

9TTV
STTH

€TTH

0oTTYd

€0TI

1074

66V
861

96N

v6d
€6A
zéd
164

O o
© «Q
= %]

I
oo}
0w

2
=

L4

VLA

0STd

8V

30S ribosomal protein S8

e Molecule 8
Chain H

69V

990

228
€94

o N
© ©
=} =}

891
pisics
94d

¥SL

[4°p)

0SA
673
8¥%4d

6€T
8EA
LEN
9eV
SEI

41
1€1

628

0
N
©n

9N

L10

45!
€11
(4%

011

Tl N~ o9
(=N < Q=

1S

781

281

08d
6.4
8.8
LLA
9.4

TLA
0LA

308 ribosomal protein S9

e Molecule 9

Chain I

291
Toa
091
694
fisict
LSA

0O Cmmy W
$ 0w 0w
oA = A

52
=2

©
=+
l>

[N
&
B

6€D

9€eb
sed
el
€€S

pran
9TA

44\
€D

0zI
614
8TA
L14

e}
=

99A

€94

62Td

30S ribosomal protein S10

e Molecule 10
Chain J

790
€9a

09a

8SN

0 ©
[T ]
I“‘ml

{4y
TSGA
0SL
674

€vd
(4741

071

o]
3]
(&

~
]
In:

N m S
o m oM
HO <

0oex

o)
N
<

~
o
=]

N
™8
= =

0zd
61d

LTT
914
STH
v1a
€14
(434
T
071

64

81

9I

00TI

86A

£6Y

T6d

684

S8a

(428
784

6.d
8.4
LLA

YLA

(X!

0LH

e Molecule 11

Chain K

191
993
S9&

308 ribosomal protein S11

O

R LDWIDE
PROTEIN DATA BANK

W



3SFES

wwPDB X-ray Structure Validation Summary Report

©
-
©n

Page 13

o
©
<

094

PASH]
96
SGY
%SS

6EN

[494)

00TN

| ee1
86V
L6y
961
S6.L
[owes

o)
[5e}
[=}

el
€EL

TEA

621
8CN

®
o)
5]

924

-
P
o

v
€CH

I
€TH

€2Td

STTI

ETTL
CTTA

OTTL

80TN

+

7014

o
o)
=

[=3
»
a

18D
983
S8A
w8l
€8A
[4:c

08N

()
~
ES

11D

el
S.4
Lo

€LA
cLY

€90

8CTA

308 ribosomal protein S12 1

e Molecule 12
Chain L

—
<

094

8SN
LSL
991

YSA

083

LvV

SPN
¥vd

(4728
Tvd

8€L

ot
YEL

CEA

0€Yd

i
N
o

STV

o O N
-0 o
== <<

©

0

=

308 ribosomal protein S13

745’8

LA
91
sb
N
€A
L

€CTY

0ozTd
61T
8TTA

9TTX
ST

€174
(4334
1710
OTTX

80TQ

90TA

€01D

864
S6H
764
€64
T6A

681

8D

6.1
8LA

9LH

jZ0]
€L7

e Molecule 13
Chain M

N oM
~N N
Hon =

0.4
L9a
99D
S99

6GA
864

861

TSI

8¥s

~
4
—

vvI

wa
ovd

8€L

9EV

(428

82y
Ll

ven
€2D
(4N
121

6T.L
811
L1V

434
€TH
{45}
TTH
ora

81

SD

[4:

¥11d

(494!

T0TL
00TH

660
86D
[oeu
96A
[ ged

761

{431

308 ribosomal protein S14

06H
684
881

S8A

Iw
oo
o

281
780
08I

8.4
LN

e Molecule 14

Chain N

794

{48

09y
630
894

9GS
vss

081

8vd
Ly
oY

(474

TEN

zea
Tes
0€I

3

921
eract
v
€2H

ey

6TA
8Ty

1234
€TA

00TM

308 ribosomal protein S15 1

894
[

991

e Molecule 15
Chain O

TN

691

190
991
S91

09s

991

o)
[T}
=]

€9y
[4ct:

6VH
8¥%a

(4
{472

o%d
6£d

4

L0
™
H

o
2]
=]

8CTA

~
o
(=4

©
N
I>

+
N
=

TIA

631
8V
LL

3

[

184

308 ribosomal protein S16

)
-
2%

e Molecule 16
Chain P

{4
194
051

8vd
Lvd

1

evY

R LDWIDE

Tvd

©
[l
e

~
3}
o

g

zed

o
32

o <
[\
Aan

o
a N
(N

81h

© N~
—
o>

o o
-
B

(%]

3

n
SR

O

PROTEIN DATA BANK

W



3SES

wwPDB X-ray Structure Validation Summary Report

Page 14

0LT
09I
654
8SA SOW €4
9sa
S50 8SI

8934
094

~3B3835383383
g mo< mo<om >
2] N
w0 ©0 © ©
= HAM
© @ O wn
- @ omm ©
=1 =2 X ]

08N 180 £9)
9SH [ |
L) 09b £9)
6V | vew | TN
Al €89 180 18
SHA | e z3aN 951 [ |
YPH 9L T9H g8d 8v
£71 | svy 03A %30
(420 oL G €51 f
THL €71 891 [ | w«m
| oowL 42! | 084
6e4 TS 951 [ | 9L
8ex 0vd L) 4 ovd
L€T 6eA oW |owey 6ex
| ged 8€I €1 €3 ged
sex L83 I Tva [ 2ex |
vED [ | 9ed
gek ovd 8€T agd
- | oeer e ved > 6€1 o | — i
— 1ed — el — | sel N aek o~
wn OEH N zel 98] L€8 98] BEA N
623 €A | ogM £e) 821
m [ | . m [ | .m geH . m mmx . m LTh
[Yact 14 | wes | | 9z
ks o over B za ks €En 5 621 5 sev
= €TV = o't = zEL = | szM = o0
o zzh (o8 zzk o | tew [oF LT [oF eza
— | ten — 120 — 0€1 — 9ZH — zzol
© ozI © | oer © 62d © szs © 128
m 678 | onAT m 614 m 8Ty m 24! m ozy
o 8Ty z8A Qo e} 1 e} 4’ Qo e
2 I |18y R @ 12Y R zzs R 814
o o o o o
) 08y ) ) ozy ) T2V ) Lo
= ST = = 1 — | oeN = 9TH
— v1a i = LT = 6TH I S11
[@p] €18 LLA wn [p] | oo wn [ ] wn $1V
(e} I 9.4 [} (e} 15 e} (413} [} | e
™ o el P11 o 123" o z1a
.. 014 . .. €TH .. oY . I
b~ l 0 pEsm S i =) 64 — 01d
— [ — €.H — @ o8y N 3l N
< L1 s < zLH < 0TI 6LK < Pie 98Y <
= - Loen 0L = s Ca = .. _ 8.1 = .- e = - ou
6N % @} g % [at 0LL % wn 124 % - 83 % ) an
2 21 < 69 2 ¥1 9.1 <2 e 9 Lo
f s .8 3l s .2 M o E €s | S g 434 S .5 €1
BL1 M < M < 191 M < 4t €Ld M < 4% 1 M o]
e < = [ 991 = I (At = I 8.1 =
Ty o O 29 o O 998 o O 1.9 o O LN o O

R LDWIDE

PROTEIN DATA BANK

w_ 0O

e Molecule 22: messenger RNA

Chain V:



3SES

wwPDB X-ray Structure Validation Summary Report

Page 15

Peptide chain release factor 3

e Molecule 23
Chain W

©
~
(=2

VLA

TLL

&
=

hy
©
B3

o0
©
=

1SS
984

YSH

2SN

05D

LYY

{429

+

Ted

621

3

o0 o
- NN
H o

914
STL

—
—
<

™
—

SST1

67Td

54749}

8ETT
LETI

SETL

[419¢

OETL
6CTA

9CT1

STTA

[44x!

6TTA

vit1a

3

601D

+

SOTY

20Tl
1014
007X
66L
86d

S64

€64

06d
681

981
S8N

780
08H

8.d

6.2d

Ll

L.Lzd
9.2V

LT

89CKH
L9CH

%92d
€924
29TN
89CL
9924
1821

6ECN

1

T€TT

8¢cH

61CA

Ll

TN
0121

S0cYd
70CA

z0zh

610
€614

€8TX
8LT1
9L1D

€LTI
CL1d

OLTL
6971

S91D

2911

8GTA
LSGTd

CTLEL

79€1

29€D
T9ed

85€H

v3es
€39eyd

L¥EL
9Y€T

vea
€ves

€EED
e

pray

SCEX

TCEA

6TeY
8TEW
L1ed
9TEY

vred

c1ed

80€d

90EN

G621

€623

0623

§$82a
78Tl

(44

6EVD
8EVA
LEVI

6070
80%3

90%d

0074

L6€T

Y6EY

Z6EN

68€D

18¢€4

S8EN

28€D

€LET

02sa

S0SY

€0SA

€671

T6%S
06vd

L8%d

S8%d

1874
08¥)
6.7V

LLYY

YLTA

TLYY
TLYY
0L%L

89%A
L9PN
99%A

€974

TO%V

LSPA

R4718

92SL

iomycin

v

e Molecule 24

Chain Y

9¢

s
€S

O

R LDWIDE
PROTEIN DATA BANK

W



Page 16 wwPDB X-ray Structure Validation Summary Report 3SFS
4 Data and refinement statistics (i)
EDS was not executed - this section will therefore be incomplete.
Property Value Source
Space group P 212121 Depositor
Cell constants 257.60A 312.90A 328.60A .
Depositor
a, b, ¢, a, B,y 90.00° 90.00° 90.00°
Resolution (A) 40.00 - 3.20 Depositor
% Data corppleteness (Not available) (40.00-3.20) Depositor
(in resolution range)
Rinerge (Not available) Depositor
Rsym (Not available) Depositor
<I/o(I)>" 1.34 (at 3.01A) Xtriage
Refinement program CNS 1.2, phenix Depositor
R, Rfree 0.210 , 0.250 Depositor
Wilson B-factor (A?) 64.1 Xtriage
Anisotropy 0.241 Xtriage
Estimated twinning fraction 0.020 for -h,1,k Xtriage
L-test for twinning <|L| > =045, < L*>=0.27 Xtriage
Outliers 0 of 524622 reflections Xtriage
Total number of atoms 5H876 wwPDB-VP
Average B, all atoms (A?) 113.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 1.42% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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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: GNP,
DPP, MG, KBE, UAL, 50H

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 | pyior't 7155 | RMSZ #|Z| >5

1 A 0.44 0/36809 0.81 | 26/57423 (0.0%)

2 B 0.29 0/1735 0.48 0/2338

3 C 0.29 0/1651 0.51 0/2225

4 D 0.29 0/1665 0.50 0/2227

5 E 0.34 0/1118 0.58 0/1504

6 F 0.27 0/835 0.49 0/1128

7 G 0.23 0/1195 0.41 0/1602

8 H 0.30 0/989 0.50 0/1326

9 | 0.26 0/1034 0.49 0/1375

10 J 0.30 0/796 0.54 0/1077

11 K 0.29 0/893 0.51 0/1205

12 L 0.38 0/969 0.65 0/1300

13 M 0.21 0/892 0.42 0/1193

14 N 0.28 0/785 0.47 0/1043

15 O 0.28 0/722 0.49 0/964

16 P 0.30 0/659 0.48 0/884

17 Q 0.30 0/657 0.52 0/881

18 R 0.30 0/462 0.49 0/621

19 S 0.23 0/652 0.42 0/877

20 T 0.31 0/671 0.53 0/888

21 U 0.31 0/430 0.46 0/570

22 \Y 0.53 0/144 0.91 0/222

23 W 0.47 | 2/4221 (0.0%) 0.73 5/5702 (0.1%)

24 Y 0.97 0/11 0.62 0/13

All All 0.40 | 2/59995 (0.0%) | 0.73 | 31/88588 (0.0%)

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

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
23 W 72 | THR | C-O |6.02 1.34 1.23
23 W 73 | SER | CB-OG | 5.44 1.49 1.42

The worst 5 of 31 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(?)
1 A 1499 A C8-N9-C4 | 6.80 108.52 105.80
1 A 912 C C6-N1-C2 | 6.34 122.84 120.30
1 A 1099 G CH-C6-06 | 6.28 132.37 128.60
1 A 49 U C6-N1-C2 | 6.25 124.75 121.00
23 W 26 LYS CA-C-N | -6.17 103.63 117.20

There are no chirality outliers.

All (5) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
12 L 22 | ALA Peptide
23 W% 410 | LYS Peptide
23 A\W% 411 | GLN Peptide
24 Y 1 KBE | Mainchain
24 Y 2 DPP | Mainchain

5.2 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 hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,
and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 32873 0 16542 1443 0
B 1704 0 1732 189 0

O RLDWIDE

PROTEIN DATA BANK

Continued on next page...
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
3 C 1624 0 1699 162 0
4 D 1643 0 1710 196 0
5 E 1105 0 1148 135 0
6 F 817 0 808 102 0
7 G 1181 0 1240 70 0
8 H 979 0 1034 91 0
9 I 1022 0 1070 126 0

10 J 786 0 828 97 0
11 K 877 0 887 104 0
12 L 955 0 1019 123 0
13 M 883 0 944 96 0
14 N e 0 827 90 0
15 O 714 0 737 45 0
16 P 649 0 666 63 0
17 Q 648 0 691 62 0
18 R 455 0 478 41 0
19 S 637 0 665 70 0
20 T 665 0 714 60 0
21 U 425 0 449 67 0
22 V 129 0 65 9 0
23 W 4144 0 4127 278 0
24 Y 48 0 40 29 0
25 A 99 0 0 0 0
25 F 1 0 0 0 0
25 H 1 0 0 0 0
25 L 2 0 0 0 0
25 M 1 0 0 0 0
25 W 1 0 0 0 0
26 W 32 0 13 6 0
27 W 2 0 0 2 0
All All 25876 0 40133 3415 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 36.

The worst 5 of 3415 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:1495:U:04 | 24:Y:1:KBE:CE 1.84 1.26
1:A:1494:G:N7 | 24:Y:1:KBE:HGA 1.52 1.24
1:A:1494:G:06 | 24:Y:1:KBE:HG 1.35 1.22
1:A:1495:U:C4 | 24:Y:1:KBE:HE 1.75 1.20
1:A:877:G:H21 | &:H:1:SER:HB2 1.13 1.14
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There are no symmetry-related clashes.

5.3 Torsion angles
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 216/241 (90%) 130 (60%) | 52 (24%) 4 (16%) |
3 C 204/233 (88%) 156 (76%) | 32 (16%) 16 (8%)
4 D 203/206 (98%) 134 (66%) | 45 (22%) | 24 (12%)
5 E 148/167 (89%) 97 (66%) 31 (21%) | 20 (14%)
6 F 98/131 (75%) 66 (67%) 19 (19%) | 13 (13%)
7 G 149/156 (96%) 112 (75%) | 28 (19%) 9 (6%)
8 H 127/130 (98%) 96 (76%) 27 (21%) 4 (3%)
9 I 125/130 (96%) 83 (66%) 25 (20%) | 17 (14%)
10 J 96/103 (93%) 68 (71%) 18 (19%) | 10 (10%)
11 K 115/129 (89%) 82 (71%) 25 (22%) 8 (7%)
12 L 121/124 (98%) 89 (74%) 22 (18%) 10 (8%)
13 M 112/118 (95%) 78 (70%) 27 (24%) 7 (6%)
14 N 92/101 (91%) 55 (60%) 24 (26%) | 13 (14%)
15 O 86/89 (97%) 68 (79%) 15 (17%) 3 (4%)
16 P 80/82 (98%) 57 (71%) 16 (20%) 7 (9%)
17 Q 78/84 (93%) 57 (73%) 10 (13%) | 11 (14%)
18 R 53/75 (71%) 38 (72%) 12 (23%) 3 (6%)
19 S 77/92 (84%) 60 (78%) 14 (18%) 3 (4%)
20 T 83/87 (95%) 59 (71%) 20 (24%) 4 (5%)
21 U 49/71 (69%) 24 (49%) 19 (39%) 6 (12%)
23 W 523/529 (99%) 381 (73%) | 82 (16%) 0 (12%)
24 Y 2/6 (33%) 1 (50%) 1 (50%) 0
All All 2837/3084 (92%) | 1991 (70%) | 564 (20%) | 282 (10%)
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5 of 282 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
2 B 21 TYR
2 B 22 TRP
2 B 33 ALA
2 B 40 ILE
2 B 75 ALA

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

2 B 180/199 (90%) 145 (81%) | 35 (19%)

3 C 170/190 (90%) 146 (86%) | 24 (14%)

4 D 172/173 (99%) 152 (88%) | 20 (12%)

5 E 113/126 (90%) 95 (84%) 18 (16%)

6 F 87/112 (78%) 73 (84%) 14 (16%)

7 G 124/129 (96%) 121 (98%) 3 (2%)

8 H 104/105 (99%) 94 (90%) 10 (10%)

9 | 105/107 (98%) 92 (88%) 13 (12%)

10 J 86/90 (96%) 70 (81%) 16 (19%)

11 K 90/99 (91%) 74 (82%) 16 (18%)

12 L 103/104 (99%) 89 (86%) 14 (14%)

13 M 92/96 (96%) 87 (95%) 5 (5%)

14 N 79/84 (94%) 71 (90%) 8 (10%)

15 O 76/77 (99%) 66 (87%) 10 (13%)

16 P 65/65 (100%) 57 (88%) 8 (12%)

17 Q 74/78 (95%) 61 (82%) 13 (18%)

18 R 48/65 (74%) 44 (92%) 4 (8%) 16 55
19 S 70/79 (89%) 64 (91%) 6 (9%) 157 52
20 T 65/66 (98%) 60 (92%) 5 (8%) 187 59
21 | U 44/61 (72%) | 37 (84%) | 7 (16%) 16

Continued on next page...
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Continued from previous page...
Mol | Chain Analysed Rotameric | Outliers | Percentiles

23 | W | 447/453 (99%) | 381 (85%) | 66 (15%)
24 Y 2/2 (100%) 2 (100%) 0
All | Al | 2396/2560 (94%) | 2081 (87%) | 315 (13%)

5 of 315 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
10 J 48 ARG

12 L 73 LEU
23 W 390 ILE
10 J 73 LEU
11 K 69 CYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 79 such
sidechains are listed below:

Mol | Chain | Res | Type
9 I 24 ASN
10 J 99 GLN
21 U 8 ASN
9 | 49 GLN
10 J 35 GLN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 1531/1533 (99%) 298 (19%) 45 (2%)

22 \Y 5/27 (18%) 3 (60%) 0

All All 1536/1560 (98%) 301 (19%) 45 (2%)

5 of 301 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 A 5 U
1 A 9 G
1 A 19 A
1 A 22 G
1 A 31 G

5 of 45 RNA pucker outliers are listed below:
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Mol | Chain | Res | Type
1 A 495 A
1 A 812 G
1 A 1297 G
1 A 687 A
1 A 815 A

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

4 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 | o CMRV OB o Thaiss | 417 = 2
24 [ KBE | Y 1 | 24 | 889 | 820 | 1(12%) | 68,10 | 0.69 0
24 [ DPP | Y 2 | 24 | 556 | 1094 | 2(40%) | 357 | 268 | 1(33%)
24 | UAL | Y 5 | 24 | 789 | 130 | 1(14%) | 6,911 | 096 0
24 | 50H | Y 6 | 24 [121213] 541 | 4 (33%) | 13,16,18 | 0.83 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
24 | KBE Y 1 24 - 0/6/7/8 |0/0/0/0
24 | DPP Y 2 24 - 0/2/4/6 | 0/0/0/0
24 | UAL Y 5 24 - 0/3/7/9 | 0/0/0/0
24 | 50H Y 6 24 - 0/2/18/20 | 0/1/1/1

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

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 Y 2 DPP 0-C 24.19 1.28 1.11
24 Y 1 KBE 0-C 23.13 1.27 1.11
24 Y 6 50H 0-C 17.41 1.23 1.11

Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
24 Y 6 50H | CQ-NP | 5.53 1.40 1.34
24 Y 2 DPP | CA-C | 3.39 1.54 1.48

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)

24 Y 2 DPP | C-CA-N | 4.34 118.16 113.83

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

Of 106 ligands modelled in this entry, 105 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 | " RMSZ | #(7] > 2 | Counts | RMSZ | #|2] > 2
26 | GNP | W | 843 | 25 |343434| 172 | 6 (17%) | 50,54,54 | 5.60 | 14 (28%)

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

26

GNP

W

843

25 -

0/18/33/38

0/1/3/3

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

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
26 \W% 843 | GNP | PG-O1G | 6.16 1.53 1.46
26 W 843 | GNP | PB-N3B | -4.48 1.60 1.64
26 W 843 | GNP | PA-O3A | -2.74 1.54 1.59
26 W 843 | GNP | PB-O3A | -2.23 1.56 1.59
26 W 843 | GNP | PA-O2A | -2.16 1.45 1.55

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

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
26 W% 843 | GNP C6-C5Hh-N7 | -37.38 129.11 134.14
26 \WY% 843 | GNP | PA-O3A-PB | -4.61 116.08 131.81
26 W 843 | GNP | (C2-N3-C4 | -3.73 109.85 115.09
26 W 843 | GNP | C4-04’-C1’ | -3.66 105.77 109.75
26 W 843 | GNP | (C4-C5-N7 3.56 112.57 109.52

There are no chirality outliers.
There are no torsion outliers.
There are no ring outliers.
5.7 Other polymers (i)
There are no such residues in this entry.
5.8 Polymer linkage issues
There are no chain breaks in this entry.
$roe
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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