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MolProbity : 4.02b-467
Mogul : FAILED

Xtriage (Phenix) : dev-1323

EDS : stable22639

Percentile statistics : 21963

Refmac : 5.8.0049
CCP4 : 6.3.0 (Settle)

Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : stable22683
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1 Overall quality at a glance (i)

The reported resolution of this entry is 3.45 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 0 W 0.300
Clashscore I I s 15
Ramachandran outliers | W 2.9%
Sidechain outliers T | — 4.4
RSRZ outliers IEmfjms T 6.6%
RNA backbone I [ 058
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 66092 1149 (3.62-3.30)

Clashscore 79885 1012 (3.60-3.32)

Ramachandran outliers 78287 1401 (3.62-3.30)

Sidechain outliers 78261 1401 (3.62-3.30)

RSRZ outliers 66119 1149 (3.62-3.30)

RNA backbone 1838 1004 (4.10-2.76)

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.

Mol | Chain | Length Quality of chain

1 X 2880 | mm T
2 Y 123 [ -
3 A 274 [ —
4 B 211 -
5 C 205 —
6 D 180 L =
7 E 185 [ —
8 F 144 e

9 G 174 [ e
10 H 134

11 I 156 [ ——

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

Mol | Chain | Length Quality of chain
12 J 141 [ —
13 K 116 —
14 L 114 [ ———
15 M 166
16 N 118 [ -
17 ) 100 — | —
18 P 134 —
19 Q 95 E— R
20 R 115 L C e
21 S 237 [
22 T 91 L
23 U 81 I ———
24 \% 67 [ —
25 W 55 [
26 7 60 —
27 1 5%5) . S e
28 2 47 [ —
29 3 66 = e —
30 4 37 e

The following table lists non-polymeric compounds that are outliers for geometric or electron-
density-fit criteria:

Mol | Type | Chain | Res | Geometry | Electron density
31 LC2 X 2881 - X
32 | LMA X 2882 - X
33 MG X 2883 - X
33 MG X 2884 - X
33 MG X 2885 - X
33 MG X 2886 - X
33 MG X 2887 - X
33 MG X 2888 - X
33 MG X 2890 - X
33 MG X 2891 - X
33 MG X 2892 - X
33 MG X 2893 - X
33 MG X 2894 - X
33 MG X 2895 - X
33 MG X 2898 - X
33 MG X 2899 - X
33 MG X 2900 - X
33 MG X 2901 - X

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

Mol | Type | Chain | Res | Geometry | Electron density
33 MG X 2903 - X
33 MG X 2904 - X
33 MG X 2905 - X
33 MG X 2906 - X
33 MG X 2907 - X
33 MG X 2908 - X
33 MG X 2910 - X
33 MG X 2911 - X
33 MG X 2913 - X
33 MG X 2914 - X
33 MG X 2915 - X
33 MG X 2917 - X
33 MG X 2918 - X
33 MG X 2919 - X
33 MG X 2920 - X
33 MG X 2922 - X
33 MG X 2925 - X
33 MG X 2926 - X
33 MG X 2927 - X
33 MG X 2929 - X
33 MG X 2931 - X
33 MG X 2932 - X
33 MG X 2933 - X
33 MG X 2934 - X
33 MG X 2935 - X
33 MG X 2937 - X
33 MG X 2938 - X
33 MG X 2939 - X
33 MG X 2942 - X
33 MG X 2948 - X
33 MG X 2949 - X
33 MG X 2950 - X
33 MG X 2951 - X
33 MG X 2952 - X
33 MG X 2953 - X
34 K X 2955 - X
34 K X 2956 - X
34 K X 2957 - X
35 NA X 2958 - X
35 NA X 2959 - X
35 NA X 2960 - X
35 NA X 2961 - X

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK



Page 5

wwPDB X-ray Structure Validation Summary Report

3PIP

Continued from previous page...

Mol

Type

Chain

Res

Geometry

Electron density

35

NA

X

2962

X
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2 Entry composition (i)

There are 35 unique types of molecules in this entry. The entry contains 83963 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 RIBOSOMAL 23S RNA.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
1 X 2644 56750 25314 10473 18320 2643 0 0 0
e Molecule 2 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O P
2 Y . 2561 1143 471 827 120 0 0 0
e Molecule 3 is a protein called 50S ribosomal protein L2.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
3 A 253 1920 1196 382 340 2 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 205 1530 965 205 271 8 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
5 C 194 1481 920 284 275 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 1 1394 889 244 254 7 0 0 0
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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 171 1286 812 237 236 1 0 0 0
e Molecule 8 is a protein called 50S ribosomal protein L11.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
8 K 63 451 280 82 &6 3 0 0 0
e Molecule 9 is a protein called 50S ribosomal protein L13.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
9 G 142 1114 704 209 198 3 0 0 0
e Molecule 10 is a protein called 50S ribosomal protein L14.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
10 H 134 997 614 198 180 5 0 0 0
e Molecule 11 is a protein called 50S ribosomal protein L15.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
1 I 134 1005 616 203 186 0 0 0
e Molecule 12 is a protein called 50S ribosomal protein L16.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
12 J 136 1090 696 202 185 7 0 0 0
e Molecule 13 is a protein called 50S ribosomal protein L17.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
13 K 13 878 541 178 157 2 0 0 0

e Molecule 14 is a protein called 50S ribosomal protein L18.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
4 L 104 779 476 161 142 0 0 0
e Molecule 15 is a protein called 50S ribosomal protein [L19.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
15 M 108 871 543 172 156 0 0 0
e Molecule 16 is a protein called 50S ribosomal protein L20.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
16 N 7 978 608 210 159 1 0 0 0
e Molecule 17 is a protein called 50S ribosomal protein L21.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N @)
L I o 741 465 139 137 0 0 0
e Molecule 18 is a protein called 50S ribosomal protein L22.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
18 P 126 1004 633 197 172 2 0 0 0
e Molecule 19 is a protein called 50S ribosomal protein L23.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
19 Q 93 714 452 130 130 2 0 0 0
e Molecule 20 is a protein called 50S ribosomal protein L24.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
20 R 110 825 513 160 151 1 0 0 0

e Molecule 21 is a protein called 50S ribosomal protein L25.
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
21 S 175 1345 849 236 254 6 0 0 0
e Molecule 22 is a protein called 50S ribosomal protein L27.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
22 T “ 556 351 107 97 1 0 0 0
e Molecule 23 is a protein called 50S ribosomal protein L28.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O
23 U £ 537 334 110 93 0 0
e Molecule 24 is a protein called 50S ribosomal protein [.29.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
241V 05 525 322 106 95 2 0 0 0
e Molecule 25 is a protein called 50S ribosomal protein L30.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
25 w %5 424 264 82 76 2 0 0 0
e Molecule 26 is a protein called 50S ribosomal protein L32.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
26 Z 57 452 278 93 76 5 0 0 0
e Molecule 27 is a protein called 50S ribosomal protein L33.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
201 o3 431 274 S0 76 1 0 0 0

e Molecule 28 is a protein called 50S ribosomal protein L34.




Page 10 wwPDB X-ray Structure Validation Summary Report
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
28 2 46 383 230 91 60 2 0 0 0
e Molecule 29 is a protein called 50S ribosomal protein L35.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
29 3 59 462 290 95 73 4 0 0 0
e Molecule 30 is a protein called 50S ribosomal protein L36.
Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
30 4 37 297 179 66 47 5 0 0 0

e Molecule 31 is N-[(1S,2R,3E,5E,7S,9E,11E,13S,15R,19R)-7,13-DIHYDROXY-1,4,10,19-TE
TRAMETHYL-17,18-DIOX0-16-OXABICYCLO[13.2.2]NONADECA-3,5,9,11-TETRAEN-
2-YL]-2-OXOPROPANAMIDE (three-letter code: LC2) (formula: CosH33NO7).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
31 X 1 33 o5 1 7 0 0

e Molecule 32 is LANKAMYCIN (three-letter code: LMA) (formula: Cy3H74015).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
32 X 1 58 4315 0 0

e Molecule 33 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Mg
33 X 71 - 1 0 0
33 I 1 Total Mg 0 0
1 1
33 U 1 Toltal l\gg 0 0

e Molecule 34 is POTASSIUM ION (three-letter code: K) (formula: K).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total K
34 X 4 A A 0 0

e Molecule 35 is SODIUM ION (three-letter code: NA) (formula: Na).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total Na
35 X 5 5 5 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)
e Molecule 1: RIBOSOMAL 238 RNA

Page 12
Chain X: ==

€Ly
LY

890

+

€9V
69D
890
189

(b))

© 0 o
S < &
1UI<::>

3¢

N~ 0 D
MM m
(SRS}

3

zed
€0

92D

2ed

O —HQa® © I~ 00 mm
n © O = o - o N
<< D<ub< sob <

T€TD

62TV

9210

1210

LTTY
9TTY

¥110

60TV
801D

[40) %]
TOTV

86N

760

b

68Y

189

€8V

180

v.L0

9€TD

[4%4 )
TE€TH

622D

prasi)
9220

¥eeo
€220

11444

SLTD

TLIV
TL1D

6910
89TV

6EEN
8EED
LEED

SEEY

2eed
Teen
0€ed
62€D

pR4o]
oTeY

i

[4434

L1€0

v1€D

cred

H

SO0EY
Yoevy

+

L

705D

20SY

005D
667D

L6%0

687V

8%V
08%D

8L¥D

24

TLYY

285D

%.90
€150

TS0
045D
6950
998N

€950

L

® 699D
@® 899D

B
+

TLOY

699D

999N

® S99V

7990

659D

SS9V

TS990

i

8%V

8E9Y

9€9D

v€9D
€€9D
TEYY

1

LTV

4l 4
veov

6TV

190

ST90

T190
079D
6090

909V

66SY
865N
1650

S¥.L0
9.0

0%LY

*

9€.LD
GELD

¥TLO

0TLY

8TLY

STL0

60LY
804D

v0LD

00LD

2690
1690
069V
689V
889V

989D

7890

289D
T89V

¢L9D

608D

€080

T0o8V
0080

£6.LD

98.0

6.LL0
8LLD

9LLD
SL.L0

€LLD

L9.D

TILY

09.0

8G.D

98.D

€520

0S5.0

8V.LY

R LDWIDE

O

erbDBe

PROTEIN DATA BANK

W


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

3PIP

wwPDB X-ray Structure Validation Summary Report

Page 13

8180

G.8D

€180

G280
veen

128Y

618D

L18Y

S18V

218D
718D

TS96D
0569

8¥60
L¥60

3
L

even

8€6D
LE6D

v€6D
£€6D

826D

9260

7260

(4434

816V

9160

6880
888D

988V
S88V

2oty
1201V

81070
LT0TD

CI0TV

0T0TN
600TD
800TD

50010

TO0TY

i
T

8660
L1660

€660
266V
T66V

£86D

086D

G160

6960

996V
996D

£96D
296D
T96D

6560
856D

vsen
€569

@ T60Tn

@ 06070

@ L8010

@ S§80TD

28019

6.L0TD

8LOTY

0L0TD
690TD

15010

L%0TD

S%0TD
w9010

901D

8€0TN
LEOTN

L

SE0TD

T€0TD
0€0TN

820TD

€20TNn

9,710
SLTTV

€LTTD
cL1IN

0L170
69110
89TTD

0STTD
6711D

LYTTD
9YTTD

8ETTY

9ETTD
SETTO

T€T1D
0ETTA

8CTTD

€CTTD

F

61TTN

® G111

80TTN

¥011D

F

00TTD
@ 6607V
L]

(74 5]
6ECTV

9ETTH

YETTID

2eeIn

62210
821D

9CTTY

12210
0221H

STCTV
v1210

(45451}

0T2TD
mom._”o
S0TTD
7021D

002TH

86T1D

9611D

76710

18110

6LTTV

L.T10

90€TN
SO0ETD
voern

LBCTTY

76210

26Ty
1621

18CTY
98211

€810

82TV
082TN

8.CTV
L12TD
9.2TNn

€.L21D
CLTTD

021D

L9TTV

%9210
€92TD

0921V

8GCTH

9921D
SSCTY

€921

6%CTD

9%CTD

€YCTD

88€TD
L8ETD

¥8€1D
€8€TO

T8ETD

6LETY
8LETY

TLETD
99ETY

S9€1Nn
%9€10

LSETN

SGETY

H

SYETD
b4
EYETO

TPETD

9EETD
SEETY

TEETD
0EETD

8CETD
LTETD
9ZETN

8TETY
LTETD
9TETD

CIETD

60€TD
80€TD

S971D

09%1D

8G¥TV
LSPTV
9G¥%10

[4cian|

TS%10

67710

EYV1D

6EVTD

LEVTV

e VEVIN
EEVTV
CEVTD

0EVTD

STYTID

6T%1D

€170

TI%10

@ 60%Tn

LO7TD

SOV TV

+

66ETD

96€T0
S6ETY
¥6€1D

¥SS1D
€5STD

TGSTN

SYSTD

€¥91d

031D
6€35TN

9€STD

8TSTD

$IS1D

90STD

¥6v1D

06770

8871D

871N

6.%1D

LL%1D
9LY1D
SLyTN

CLY1D
TLV1D

89V1V

TE9TO

629TD

siin

91910
ST9T0
¥1910
€T9TD

609TD

90970
S09TV

2091D
T091N

26STN

98STV

¥831D

88TV

-

8.STN

S.STD
YL9TV

995TD
S9STH

C9STH

6GSTD

669TY
86910

96910

Y691V
€691V

06970
68910
889TN
891D
9891V

%8910
€891
89TV

6,910
8L91D
L1970

+

S.910

CTLIOTY
TLOTV
0L9TD

L99TY
99919

€9910

19910
0991H

8591V

SG9TD
vS91V
€G9TD
29919

Ly910
9%91D
svo1Tn
Y9910

cvo1d
9910

€9L1D
2T9LTD
T9L1D

6G.LTV
8G.TD

9G.LTD

¥5L19

csLIn
TSLTY

8Y.LIN

VLIV
SPLTO
¥vLID

LELTD

0€LTD

3

STLID
¥TL1D

1CL1D

8TLIV

YILIV

CTLID
TTLID

Y9810

Zv81D

SE8TO

TEBTD
0€8TD

wwmﬁo
ST8TD
%2810
€281H

T28TY

61870

L1810
9181D

E€T8TY

018TN

80810

908TD

C08TY
TO8TD

€6.LTV

26L1D

68.T0

28LTV
T8L10

6LLTD
8LL10

YLLIV

CTLLTD
TLLTV

69,70
89.10

99,70

9E6TY
SE6TY

€E6TD
CEBTD
TEETD

62670

1261V

6161V
8T6TD
L1670
9T6TD

161D

7881V

L8190

898TV
L98TV

€G8T0

1687V

O

R LDWIDE
PROTEIN DATA BANK

W



3PIP

wwPDB X-ray Structure Validation Summary Report

Page 14

00TV

8.L61T0

8902D

S90CV
79020

+H

L5020
95020
S502D

€802D

TvoTy

v.610
€L61D
TLETD

€961D

29610

0961V
65610

Y561V

TS96TV
19619

LEOTY
9€0ZD

Te0TY

o
oy

8102

[41uq §

0T02ZD
60020
80020

70020

€802D

3

¥.,020

TL02D

,0TTH

€022

0022H

86720

9612N

L
i

zeren
Terey
@ 0672V

s81en
78120

1812V
0812n

T.120

T8TTH

8.Lzey
LLTey

8922
L922Y

922D

292Td

0922d
652CD

Lscey
9522

€5¢eY

TSsgen

e

EiZ441

€%2Td
veed
Tveen

3
z

LETTD

veced
€€TTD

i

6222
8zTen

9zgeey

0geey
61220

9122

T1gen
07122d
6022

99€2N

79€2d

TvETH

@® 9€eTd

i

TEETY

62€TD

® €T€TD
[ ]
e TieTn

€0€TD

ToEzY
00€2D

®
@ 86zin

°

[
£622D
062V

88TTV
82T
982TH
§8cen
¥8cen

LEVTD

€EVTD
cEVTY
TE€YTO
0EVCY
6cvey
8cven

743
4444

{447 4)

0g¥ed
(15749

1574

€Tvey

L0%2D

86€2N

96€TD
S6€TD
76€CD
€6€TD
TBETD

98€TH

£8€CD

+

8LETD

9.L€TD
S.LETD
V.E2D

cLeey
TLETV

66720

i

Levey

S6%CD
76%2CD

[45i743)
T6%20

68%2D

6.v2n
8.¥2D
LL¥2D
9.vey
S.¥2d

TL%2n

89%2H

8s¥en

LSYey

SShey
¥Sved
€5¥2D
zshen

(174 ]

LY%CD

i)
¥yved
15474

8EVTY

v95en

65520

8%9¢H

9%92D
S7STV

evsey

k

6€5CD
8€STD

9€92H
G€STD
vesen

629CH
8¢S9CH
praci4)

¥Tsed
€TSTD
¢zTsed
Tesey
ozsey
61520

L152D

GTS2H

€192V

7052

2052
Toszn
0052

ST92Nn
454
€19V
CT92d

9092H
$S092D

€092

L

66520

L6S92D
96520
96920
76920
€692V

06520
685920

1892
9852H
S$8S520

0852D

8192

9,529

25143

cLsen
T.S2H

oLLev

¥9.2n

29.2D

28920 85.LCYV

o O o
~ 0 0
© © ©
NN
U D <

€820

TSL2D

8¥%.2D

I

i42xal
€¥.L2D

B
-

999zn
§99TH
® ¥992H @ <CTELTD
| eogzn €429
T992D 0gLTY
19929 6CLTY
69920 LTLTD
8592V | szuen
| 18925 LA
95929 1
§592D TTLTD
| yeoey TeLey
€592V ocLTY
TS9TH 6T.20
18920 1
1 €12V
L%9TH

vyocy 0T.L2D

5€92n €0.L2D
[ veoen | 204D
€€9TY 10,2V
ﬁmmwo 669TD
,T9TH 169TD

8€82N
LEBTD
9€82N

€€8CD

£€28TH

028Td
618CD
8182

S1820
7182

0182V

80820

9082ZH

082D

082D

0082

96.L2YV
S6.LTV
¥6.2D

T6.L2D
T6.L20
06.2D

91820

€.L82H

898¢H
198¢H

79820

298TH
1982V

L8820
956820

%982
£49820n

F

6%82D

e Molecule 2
Chain Y

978CH

5S ribosomal RNA

O

R LDWIDE
PROTEIN DATA BANK

W



3PIP

wwPDB X-ray Structure Validation Summary Report

Page 15

[l
<]
O

180
9.0
SLY
vLV

(k)

190
99D
SOV

€9V

0 O mm
0 0
o <

©
o

4
€%D
{4741

(0)720]

18D

{40

0€d

92D

€20

(4 ]

819
LTV

STV
v10
€10

+

6D

IIIIII‘w B
O

e Molecule 3: 50S ribosomal protein L2

Chain A; me=

i

1.4

894

IIIII-(D II
©
=

o)
0
o

8¥D

OYN

€%D

wn
o
&

—
II‘O ..II
=

624

Led
9L

44

ccd

STCTM

€128
(g4
112D

L0271
902A
G021

002V

+

e Molecule 4: 50S ribosomal protein L3
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e Molecule 28: 508 ribosomal protein L34
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4 Data and refinement statistics (i)

Property Value Source
Space group 1222 Depositor
Cell constants 169.72A  408.56A 693.33A .
Depositor
a, b, c,a, 3,y 90.00° 90.00° 90.00°
Resolution (4 S s
% Data completeness 83.3 (20.00-3.45) Depositor
(in resolution range) 82.4 (93.01-3.44) EDS
Rinerge 0.22 Depositor
Rsym 0.10 Depositor
<I/o(I)>" 1.72 (at 3.41A) Xtriage
Refinement program PHENIX (PHENIX.REFINE: 1.6.4 486) | Depositor
R R 0.257 , 0.301 Depositor
P e 0.261 , 0.300 DCC
Rree test set 2645 reflections (1.01%) DCC
Wilson B-factor (A2) 86.0 Xtriage
Anisotropy 0.732 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.20 , 39.2 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=0.39, < L?>=10.22 Xtriage
Outliers 0 of 262327 reflections Xtriage
F,,F. correlation 0.88 EDS
Total number of atoms 83963 wwPDB-VP
Average B, all atoms (A?) 138.0 wwPDB-VP

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

function is 2.62% 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: NA,
K, LC2, MG, LMA

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 | py/q7 #|Z| >5 RMSZ #Z| >5

1 X 1.17 | 260/63542 (0.4%) | 1.58 1813/99100 (1.8%)

2 Y 0.80 1/2863 (0.0%) 1.13 21/4461 (0.5%)

3 A 0.65 0/1958 0.83 2/2638 (0.1%)

4 B 0.85 0/1567 0.93 2/2105 (0.1%)

5 C 0.84 0/1504 0.84 1/2036 (0.0%)

6 D 0.46 0/1413 0.56 0/1896

7 E 0.57 0/1308 0.60 0/1771

8 F 0.37 0/455 0.45 0/611

9 G 0.75 0/1138 0.82 0/1539

10 H 0.94 0/1007 0.99 0/1352

11 | 0.62 0/1016 0.71 0/1359

12 J 0.80 0/1113 0.80 0/1486

13 K 0.93 1/886 (0.1%) 1.01 0/1188

14 L 0.72 0/785 0.93 1/1048 (0.1%)

15 M 0.99 0/884 1.07 1/1186 (0.1%)

16 N 0.93 0/994 0.85 0/1323

17 O 0.77 0/750 0.81 0/1000

18 P 1.01 2/1017 (0.2%) 0.97 1/1362 (0.1%)

19 Q 0.66 0/725 0.69 0/974

20 R 0.66 0/835 0.72 1/1121 (0.1%)

21 S 0.51 0/1370 0.60 1/1862 (0.1%)

22 T 0.74 0/563 0.77 0/747

23 U 0.57 0/541 0.70 1/723 (0.1%)

24 \Y% 0.67 0/529 0.63 0/704

25 W 0.60 0/426 0.71 0/568

26 Z 0.89 0/464 0.94 1/622 (0.2%)

27 1 0.32 0/438 0.60 0/583

28 2 0.57 0/387 0.54 0/509

29 3 0.22 0/468 0.38 0/614

30 4 0.69 1/298 (0.3%) 0.58 0/390

All All 1.06 | 265/91244 (0.3%) | 1.42 | 1846/136878 (1.3%)



http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o

Page 22 wwPDB X-ray Structure Validation Summary Report 3PIP

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

Mol | Chain | #Chirality outliers | #Planarity outliers
7 E 0 4
8 F 0 3
9 G 0 8
10 H 0 2
11 I 0 1
12 J 0 1
All All 0 19

The worst 5 of 265 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(A) | Ideal(A)
1 X 616 U C3-C2" | -13.53 1.37 1.52
1 X 1775 A 03-P | -11.52 1.47 1.61
1 X 1299 A N9-C4 | -11.34 1.31 1.37
1 X 1260 A N9-C4 | -11.21 1.31 1.37
1 X 2669 C N1-C6 | -10.57 1.30 1.37

The worst 5 of 1846 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(®)
3 A 29 | ARG | C-N-CD | -19.10 78.58 120.60
1 X 1678 G N1-C6-0O6 | -18.90 108.56 119.90
1 X 2486 C C5-C6-N1 | 17.23 129.62 121.00
1 X 2815 C C6-N1-C2 | 17.04 127.12 120.30
14 L o4 ALA | CB-CA-C | 16.51 134.87 110.10

There are no chirality outliers.

5 of 19 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
125 | VAL | Peptide
130 | ARG | Sidechain
165 | VAL | Peptide
174 | GLY | Peptide
116 | ASN | Peptide

oo| ~| ~I| 1|
g3/ NeslNes! Resl e
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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 X 26750 0 0 826 3
2 Y 2561 0 0 25 0
3 A 1920 0 0 70 0
4 B 1539 0 0 54 0
) C 1481 0 0 34 0
6 D 1394 0 0 11 0
7 B 1286 0 0 5 0
8 F 451 0 0 6 0
9 G 1114 0 0 32 0
10 H 997 0 0 25 0
11 I 1005 0 0 23 0
12 J 1090 0 0 26 0
13 K 878 0 0 25 0
14 L 779 0 0 23 0
15 M 871 0 0 15 3
16 N 978 0 0 24 0
17 0O 741 0 0 16 0
18 P 1004 0 0 17 0
19 Q 714 0 0 8 0

20 R 825 0 0 24 0
21 S 1345 0 0 8 0
22 T 556 0 0 10 0
23 U 537 0 0 7 0
24 \Y 525 0 0 2 0
25 U 424 0 0 1 0
26 Z 452 0 0 10 0
27 1 431 0 0 28 0
28 2 383 0 0 15 0
29 3 462 0 0 10 0
30 4 297 0 0 1 0
31 X 33 0 0 7 0
32 X o8 0 69 37 0
33 I 1 0 0 0 0
33 U 1 0 0 0 0
33 X 71 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
34 X 4 0 0 0 0
35 X ) 0 0 0 0
All All 83963 0 69 1250 3

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 15.

The worst 5 of 1250 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:X:699:G:N2 28:2:5:TYR:CE1 1.89 1.39
3:A:66:ILE:CG2 3:A:68:PHE:CZ 2.19 1.24
1:X:2662:C:02 10:H:82:LYS:NZ 1.71 1.22
1:X:2045:A:C6 | 32:X:2882:LMA:H27A 1.75 1.21
1:X:1391:A:N7 1:X:1393:G:C6 2.10 1.20

All (3) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-
metry operator and encoded unit-cell translations to be applied.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:X:1552:C:02 | 15:M:43:ASN:ND2[8_455] 0.99 1.21
1:X:1552:C:02 | 15:M:43:ASN:CGI[8.455] 1.93 0.27
1:X:1552:C:C2 | 15:M:43:ASN:ND2[8_455] 2.03 0.17

5.3 Torsion angles

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all X-ray entries followed by that with respect to entries
of similar resolution. The Analysed column shows the number of residues for which the backbone
conformation was analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 A 251/274 (92%) | 207 (82%) | 36 (14%) | 8 (3%) 6| 51
4 B 203/211 (96%) 174 (86%) | 22 (11%) 7 (3%) 6] 49
5 C 192/205 (94%) 153 (80%) | 30 (16%) 9 (5%) 37
6 D 175/180 (97%) 146 (83%) | 27 (15%) 2 (1%) 21 76
7 E 169/185 (91%) 147 (87%) | 18 (11%) 4 (2%) 91 58
8 F 61/144 (42%) 51 (84%) 9 (15%) 1 (2%) 147 67

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

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
9 G 140/174 (80%) 118 (84%) | 18 (13%) 4 (3%)

10 H 132/134 (98%) 115 (87%) | 17 (13%) 0

11 I 132/156 (85%) 96 (73%) 29 (22%) 7 (5%)

12 J 134/141 (95%) 107 (80%) | 25 (19%) 2 (2%)

13 K 111/116 (96%) 101 (91%) 9 (8%) 1 (1%) 25 179
14 L 102/114 (90%) 81 (79%) 20 (20%) 1 (1%) 2278
15 M 106/166 (64%) | 94 (89%) 9 (8%) 3 (3%) 8| 54
16 N 115/118 (98%) 106 (92%) 7 (6%) 2 (2%) 141 66
17 O 92/100 (92%) 77 (84%) 12 (13%) 3 (3%) E 50
18 P 124/134 (92%) 109 (88%) | 13 (10%) 2 (2%) 67
19 Q 91/95 (96%) 66 (72%) 20 (22%) 5 (6%) 32
20 R 108/115 (94%) 82 (76%) 20 (18%) 6 (6%) 31
21 S 173/237 (73%) 140 (81%) | 28 (16%) 5 (3%) 54
22 T 72/91 (79%) 57 (79%) 12 (17%) 3 (4%) 41
23 U 70/81 (86%) 44 (63%) 21 (30%) 5 (7%) 24
24 \Y 63/67 (94%) 58 (92%) 4 (6%) 1 (2%) 67
25 W 53/55 (96%) 49 (92%) 4 (8%) 0 100
26 Z 55/60 (92%) 42 (76%) 12 (22%)

27 1 51/55 (93%) 31 (61%) 15 (29%)

28 2 44/47 (94%) 37 (84%) 7 (16%)

29 3 57/66 (86%) 37 (65%) 18 (32%)

30 4 35/37 (95%) 31 (89%) 4 (11%)

All All 3111/3558 (87%) | 2556 (82%) | 466 (15%)

5 of 89 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
3 A 221 HIS
4 B 86 PRO
4 B 122 PHE
4 B 137 ARG
4 B 147 PRO

WWWWW

PPPPPPPPP

W I DE

AAAAAA
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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
3 A 194/215 (90%) 180 (93%) | 14 (7%) 21 66
4 B 155/157 (99%) 147 (95%) 8 (5%) 32 |78
5 C 154/163 (94%) 146 (95%) 8 (5%) 32 |78
6 D 152/156 (97%) 151 (99%) 1 (1%) 918197
7 E 136/144 (94%) 135 (99%) 1 (1%)

8 F 46/107 (43%) | 46 (100%) 0 [100] [100]
9 G 118/146 (81%) 111 (94%) 7 (6%) 28 74
10 H 103/103 (100%) | 100 (97%) 3 (3%) 55 190
11 | 100/121 (83%) 93 (93%) 7 (7%) 21 67
12 J 110/115 (96%) 106 (96%) 4 (4%) 47 | 86
13 K 90/93 (97%) 85 (94%) 5 (6%) 30 |76
14 L 74/82 (90%) 70 (95%) 4 (5%)

15 M 94/134 (70%) 90 (96%) 4 (4%)

16 N 96/97 (99%) 94 (98%) 2 (2%)

17 O 75/79 (95%) 73 (97%) 2 (3%)

18 P 108/115 (94%) 107 (99%) 1 (1%)

19 Q 73/76 (96%) 69 (94%) 4 (6%)

20 R 91/96 (95%) 83 (91%) 8 (9%) 147 55
21 S 149/192 (78%) 146 (98%) 3 (2%) 68
22 T 55/67 (82%) 54 (98%) 1 (2%) 71 193
23 U 54/66 (82%) 1 (94%) 3 (6%)

24 \Y 53/55 (96%) 3 (100%) 0

25 W 48/48 (100%) 8 (100%) 0

26 / 51/53 (96%) 50 (98%) 1 (2%)

27 1 46/48 (96%) 36 (78%) | 10 (22%)

28 2 39/40 (98%) 34 (87%) (13%)

29 3 46/52 (88%) 41 (89%) (11%)
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Continued from previous page...

Mol | Chain Analysed Rotameric | Outliers | Percentiles
30 4 35/35 (100%) | 35 (100%) 0 |
All All 2545/2855 (89%) | 2434 (96%) | 111 (4%) 39 183

5 of 111 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
12 J 103 VAL
15 M 5 ILE
28 2 9 ASN
12 J 135 ARG
13 K 54 THR

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. There are no
such sidechains identified.

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 X 2630/2880 (91%) 470 (17%) 73 (2%)
2 Y 119/123 (96%) 22 (18%) 0

All All 2749/3003 (91%) 492 (17%) 73 (2%)

5 of 492 RNA backbone outliers are listed below:

Mol | Chain | Res | Type
1 X 4 C
1 X 14 A
1 X 34 U
1 X 35 G
1 X 39 C

5 of 73 RNA pucker outliers are listed below:

Mol | Chain | Res | Type
1 X 1324 G
1 X 1496 G
1 X 2736 U
1 X 1441 A
1 X 1607 A
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

Mogul failed to run properly - this section will therefore be empty.

5.5 Carbohydrates (i)

Mogul failed to run properly - this section will therefore be empty.

5.6 Ligand geometry (i)

Mogul failed to run properly - this section will therefore be empty.

5.7 Other polymers (i)

Mogul failed to run properly - this section will therefore be empty.

5.8 Polymer linkage issues

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 X | 2644/2880 (91%) | -0.05 | 74 (2%) 50 |22 | 44,115, 240, 575 0
2 Y 120/123 (97%) 028 | 3(2%) 54 108, 183, 252, 342 | 0
3 A 253,274 (92%) 0.53 18 (7%) | 16 . 66, 158, 225, 423 0
4 B 205,211 (97%) 0.08 35, 85, 159, 249 0
5 C 194,205 (94%) -0.16 61, 142, 250, 381 0
6 D 177/180 (98%) 1.17 174, 255, 358, 427 | 0
7 E 171/185 (92%) 0.07 87, 183, 269, 354 0
8 F 63,144 (43%) 3.20 208, 334, 476, 516 | 0
9 G 142/174 (81%) 0.38 73, 126, 257, 421 0
10 H | 134/134 (100%) -0.21 39, 71, 135, 248 0
11 I 134/156 (85%) 0.39 75, 168, 261, 375 0
12 J 136,141 (96%) 0.50 76, 135, 223, 388 0
13 K 113/116 (97%) -0.03 32, 61, 101, 128 0
14 L 104/114 (91%) 0.01 134, 193, 300, 325 | 0
15 M 108,166 (65%) -0.15 32, 73, 138, 298 0
16 N 117/118 (99%) 0.21 57, 116, 177, 328 0
17 0 94,/100 (94%) 0.53 82, 145, 271, 322 0
18 P 126/134 (94%) -0.13 33, 84, 149, 226 0
19 Q 93,95 (97%) 0.81 86, 134, 245, 329 0
20 R 110/115 (95%) 1.20 93, 166, 332, 423 0
21 S 175/237 (73%) 0.19 130, 202, 285, 326 | 0
22 T 74/91 (81%) 1.19 112, 141,201, 284 | 0
23 U 72/81 (88%) 0.81 119, 188,304,349 | 0
24 \% 65/67 (97%) 0.21 116, 175, 235,292 | 0

Continued on next page...



http://wwpdb.org/ValidationPDFNotes.html#h.l5atkha42khp
http://wwpdb.org/ValidationPDFNotes.html#h.q689e5ptm5x8

Page 30

wwPDB X-ray Structure Validation Summary Report

3PIP

Continued from previous page...

Mol [ Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) [Q<0.9
25 W 55/55 (100%) 0.54 3(5%) 24 |10} | 97, 126, 181, 194 0
26 Z 57/60 (95%) -0.23 0 f 100} ] 100 44, 79, 182, 234 0
27 1 53/55 (96%) 1.79 21 (39%) f1) 1] | 126, 192, 295, 403 0
28 2 46 /47 (97%) 0.35 2 (4%) 34 [14| | 72,123, 258, 308 0
29 3 59/66 (89%) 2.93 45 (76%) fofJo) | 139, 213, 356, 435 0
30 4 37/37 (100%) 3.71 30 (81%) fo o] | 152, 219, 307, 382 0
All | ALl | 5931/6561 (90%) 0.23 396 (6%) | 18] 18] | 32, 131, 276, 575 0

The worst 5 of 396 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
23 U 28 | GLY 12.7
8 F 94 | ALA 8.5
30 4 24 | LEU 8.4
30 4 15 LYS 8.3
8 F 99 | LEU 8.1

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

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

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG X 2942 1/1 0.62 | 178.20 70T 0
35 NA X 2962 1/1 1.08 88.65 98,98,98,98 0
33 MG X 2886 1/1 1.10 88.06 54,54,54,54 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG X 2927 1/1 0.70 | 35.50 65,65,65,65 0
33 MG X 2914 1/1 0.46 | 34.82 74,74,74,74 0
33 MG X 2905 1/1 0.67 | 34.00 50,50,50,50 0
33 MG X 2949 1/1 048 | 32.29 83,83,83,83 0
33 MG X 2948 1/1 0.75 29.49 | 110,110,110,110 0
33 MG X 2884 1/1 0.97 | 28.38 72,72,72,72 0
33 MG X 2903 1/1 0.54 | 22.45 65,65,65,65 0
33 | MG X | 2899 | 1/1 | 053 | 2155 A1,41,41,41 0
33 MG X 2893 1/1 0.42 19.64 66,66,66,66 0
33 | MG X 2051 | 1/1 | 047 | 17.88 | 142,142,142,142 | 0
33 MG X 2938 1/1 0.58 17.35 62,62,62,62 0
34 K X 2957 1/1 0.56 16.64 82,82,82,82 0
33 MG X 2925 1/1 0.58 16.19 80,80,80,80 0
33 MG X 2898 1/1 0.37 15.98 19,19,19,19 0
33 | MG X | 2931 1/1 | 0.66 | 15.22 72,72.72.72 0
33 MG X 2883 1/1 0.53 15.16 23,23,23,23 0
33 MG X 2937 1/1 0.45 13.91 | 109,109,109,109 0
33 MG X 2913 1/1 0.39 13.89 63,63,63,63 0
33 MG X 2933 1/1 0.34 13.58 83,83,83,83 0
33 MG X 2908 1/1 0.65 13.54 80,80,80,80 0
33 MG X 2885 1/1 0.49 12.47 68,68,68,68 0
33 MG X 2934 1/1 0.38 12.15 56,56,56,56 0
35 NA X 2958 1/1 0.53 11.95 48,48,48 48 0
33 MG X 2888 1/1 0.53 11.24 51,51,51,51 0
34 K X 2956 | 1/1 | 038 | 9.73 | 146,146,146,146 | 0
33 MG X 2929 1/1 0.69 9.35 61,61,61,61 0
33 MG X 2904 1/1 0.43 8.48 64,64,64,64 0
35 NA X 2961 1/1 0.39 8.36 75,75,75,75 0
33 MG X 2918 1/1 0.49 8.23 84,84,84,84 0
33 MG X 2906 1/1 0.37 7.65 52,52,52,52 0
34 K X 2955 1/1 0.19 7.56 113,113,113,113 0
33 MG X 2939 1/1 0.52 7.22 54,54,54,54 0
33 MG X 2920 1/1 0.37 7.07 | 100,100,100,100 0
33 | MG X |2017| 1/1 | 026 | 6.74 | 104,104,104,104 | 0
33 MG X 2895 1/1 0.28 6.58 26,26,26,26 0
32 | LMA X 2882 | 58/58 | 0.39 6.10 120,120,120,120 0
33 | MG X | 2910 | 1/1 | 0.30 | 5.9 44,4444, 44 0
33 MG X 2894 1/1 0.45 5.85 65,65,65,65 0
35 NA X 2960 1/1 0.44 5.73 86,86,86,86 0
33 MG X 2950 1/1 0.31 5.55 36,36,36,36 0
35 NA X 2959 1/1 0.35 5.42 60,60,60,60 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
33 MG X 2891 1/1 0.31 520 50,50,50,50 0
33 MG X 2911 1/1 0.63 5.02 124,124,124,124 0
33 MG X 2919 1/1 0.37 4.80 65,65,65,65 0
33 MG X 2922 1/1 0.33 4.69 53,53,53,53 0
33 MG X 2887 1/1 0.39 4.58 35,35,35,35 0
33 | MG | X 2932 1/1 | 035 | 451 62,62,62,62 0
33 | MG | X | 2900 1/1 | 061 | 435 12,42,42,42 0
33 MG X 2953 1/1 0.41 4.04 53,53,53,53 0
33 MG X 2907 1/1 0.26 3.92 46,46,46,46 0
33 MG X 2901 1/1 0.34 3.22 19,19,19,19 0
33 MG X 2915 1/1 0.46 3.08 67,67,67,67 0
31 LC2 X 2881 | 33/33 0.32 3.05 49,106,118,122 0
33 MG X 2935 1/1 0.24 2.73 36,36,36,36 0
33 MG X 2926 1/1 0.41 2.57 67,67,67,67 0
33 | MG | X |2892| 1/1 | 028 | 2.54 T1,71.71,71 0
33 MG X 2890 1/1 0.36 2.17 99,59,59,59 0
33 MG X 2952 1/1 0.30 2.02 99,59,59,59 0
33 MG X 2940 1/1 0.30 1.90 71,71,71,71 0
33 1 MG | U | 82 | 1/ | 038 | 149 T2.72.72.72 0
33 | MG | X [2928 | 1/1 | 031 | 1.30 29.29,29.29 0
33 MG X 2941 1/1 0.20 0.92 71,71,71,71 0
33 MG X 2902 1/1 0.17 0.75 89,89,89,89 0
33 MG X 2944 1/1 0.24 0.68 70T, 0
33 MG X 2896 1/1 0.26 0.49 24,24,24.24 0
33 MG X 2889 1/1 0.25 0.47 61,61,61,61 0
33 MG X 2924 1/1 0.14 0.34 51,51,51,51 0
33 MG X 2936 1/1 0.23 0.27 55,55,55,55 0
34 K X 2954 1/1 0.23 0.27 70,70,70,70 0
33 MG I 157 1/1 0.46 0.19 67,67,67,67 0
33 MG X 2921 1/1 0.18 -0.01 61,61,61,61 0
33 MG X 2916 1/1 0.19 -0.28 44.44.44.44 0
33 MG X 2923 1/1 0.17 -0.48 97,97,97,97 0
33 MG X 2912 1/1 0.18 -0.49 62,62,62,62 0
33 MG X 2930 1/1 0.20 -0.59 70T, 0
33 MG X 2943 1/1 0.19 -0.83 43,43,43,43 0
33 MG X 2897 1/1 0.16 -0.93 79,79,79,79 0
33 MG X 2945 1/1 0.12 -1.35 67,67,67,67 0
33 MG X 2946 1/1 0.15 -1.45 | 123,123,123,123 0
33 MG X 2947 1/1 0.11 -2.26 56,56,56,56 0
33 MG X 2909 1/1 0.15 -2.74 58,58,58,58 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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