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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
ELECTRON MICROSCOPY

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 - . 4
Ramachandran outliers D 2.4%
Sidechain outliers W 10.6%
RNA backbone I 0 I .43
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 114402 924
Ramachandran outliers 111179 726
Sidechain outliers 111093 686
RNA backbone 3027 244

The table below summarises the geometric issues observed across the polymeric chains. The red,
orange, yellow and green segments on the 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%

Mol | Chain | Length Quality of chain
1 A 3788 53% 27% 5% 16%
2 B 119 75% 20% .
3 C 159 55% 33% 6% - 5%
4 D 260 79% 18% . 5%
5 E 386 79% 17% -
6 F 411 76% 16% C5%
7 G 173 52% 17% . 28%
8 H 190 70% 25% e

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

Mol | Chain | Length Quality of chain
9 I 221 72% 19% %
10 J 283 67% 18% 19%
11 K 202 79% 19%
12 L 215 76% 18% o
13 M 139 68% 24% B
14 N 165 58% 25% 5%+ 12%
15 O 148 82% 16%
16 P 205 73% 22% o
17 Q 219 74% 1% 14%
18 R 294 67% 17% 14%
19 S 187 7% 21% o
20 T 182 81% 18%
21 U 184 75% 22% o~
22 v 161 84% 12%
23 W 203 69% 18% . 6%
24 X 139 59% 1% 30%
25 Y 190 43% 10% 47%
26 Z 126 77% 17% e
27 0 162 28% 10% 62%
28 1 146 80% 15%
29 2 127 72% 8% - 18%
30 3 124 75% 7% ..
31 4 67 82% 16%
32 5 257 67% 19% 13%
33 6 108 62% 26% 9%

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
34 7 120 58% 17% 6% 20%
35 8 131 71% 20% 5%
36 9 140 51% 16% 5% « 26%
37 a 150 63% 8% 29%
38 b 112 79% 5% . 15%
39 C 92 83% 14%
40 d 87 75% 8% 17%
41 e ol 71% 14% 16%
42 f 128 36% 60%
43 g 39 90% 5% 5%
44 h 96 83% 5%  11%
45 i 104 81% 1% 9%
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2  Entry composition (i)

There are 47 unique types of molecules in this entry. The entry contains 124514 atoms, of which
0 are hydrogens and 0 are deuteriums.

In the tables below, 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 28S ribosomal RNA.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N @) P
1 A 3191 67935 30426 12044 22274 3191 0 0
e Molecule 2 is a RNA chain called 5S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
2 B 118 2525 1128 461 818 118 0 0
e Molecule 3 is a RNA chain called 5.8S ribosomal RNA.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O P
3 C 151 3224 1444 589 1040 151 0 0
e Molecule 4 is a protein called 60S ribosomal protein uL2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 b 247 1866 1166 374 317 9 0 0
e Molecule 5 is a protein called 60S ribosomal protein uL3.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g b 380 3061 1948 575 521 17 0 0
e Molecule 6 is a protein called 60S ribosomal protein ul4.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 F 390 3094 1962 594 527 11 0 0
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e Molecule 7 is a protein called 60S ribosomal protein ul5.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 G 124 1010 636 197 171 6 0 0
e Molecule 8 is a protein called 60S ribosomal protein uL6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 H 185 1460 938 261 255 6 0 0
e Molecule 9 is a protein called 60S ribosomal protein eL6.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
J I 207 1684 1096 298 285 5 0 0
e Molecule 10 is a protein called 60S ribosomal protein eL8.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 J 229 1873 1210 337 319 7 0 0
e Molecule 11 is a protein called 60S ribosomal protein uL13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 K 201 1659 1064 311 276 8 0 0
e Molecule 12 is a protein called 60S ribosomal protein el.13.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 L 211 1761 1119 349 290 3 0 0
e Molecule 13 is a protein called 60S ribosomal protein ul14.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 M 132 996 631 179 178 8 0 0

e Molecule 14 is a protein called 60S ribosomal protein el.14.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 N 146 1197 779 210 202 6 0 0
e Molecule 15 is a protein called 60S ribosomal protein uL15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 O 147 1172 747 232 189 4 0 0
e Molecule 16 is a protein called 60S ribosomal protein eL15.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
16 P 204 1697 1075 351 267 4 0 0
e Molecule 17 is a protein called 60S ribosomal protein uL16.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
17 Q 189 1544 984 291 261 8 0 0
e Molecule 18 is a protein called 60S ribosomal protein uL18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
18 R 252 2045 1297 384 358 6 0 0
e Molecule 19 is a protein called 60S ribosomal protein el.18.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
19 S 186 1502 9538 299 240 5 0 0
e Molecule 20 is a protein called 60S ribosomal protein el.19.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
20 T 181 1505 949 308 244 4 0 0

e Molecule 21 is a protein called 60S ribosomal protein eL.20.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 U 180 1496 946 289 254 7 0 0
e Molecule 22 is a protein called 60S ribosomal protein eL.21.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
22 v 155 1275 814 241 214 6 0 0
e Molecule 23 is a protein called 60S ribosomal protein uL22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
23 W 170 1318 824 266 221 7 0 0
e Molecule 24 is a protein called 60S ribosomal protein eL.22.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
24 X 91 824 548 135 139 2 0 0
e Molecule 25 is a protein called 60S ribosomal protein ul23.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
25 Y 101 796 502 144 144 6 0 0
e Molecule 26 is a protein called 60S ribosomal protein ul.24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
26 Z 121 1000 626 206 165 3 0 0
e Molecule 27 is a protein called 60S ribosomal protein el.24.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
21 0 62 521 336 97 87 1 0 0

e Molecule 28 is a protein called 60S ribosomal protein eL27.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
28 1 140 1134 736 204 191 3 0 0
e Molecule 29 is a protein called 60S ribosomal protein eL.28.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
29 2 104 830 529 151 147 3 0 0
e Molecule 30 is a protein called 60S ribosomal protein uL29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
30 3 119 994 635 194 163 2 0 0
e Molecule 31 is a protein called 60S ribosomal protein eL.29.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
31 1 66 555 347 116 90 2 0 0
e Molecule 32 is a protein called 60S ribosomal protein uL30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
32 > 223 1879 1211 357 306 5 0 0
e Molecule 33 is a protein called 60S ribosomal protein eL.30.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
33 6 % 740 462 132 139 7 0 0
e Molecule 34 is a protein called 60S ribosomal protein eL31.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
34 7 96 793 508 151 129 5 0 0

e Molecule 35 is a protein called 60S ribosomal protein eL32.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
35 8 12 1036 660 206 163 7 0 0
e Molecule 36 is a protein called 60S ribosomal protein eL.33.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
36 ) 103 844 543 163 135 3 0 0
e Molecule 37 is a protein called 60S ribosomal protein elL.34.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
37 & 106 858 530 184 138 6 0 0
e Molecule 38 is a protein called 60S ribosomal protein eL36.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
38 b 95 756 477 150 129 0 0
e Molecule 39 is a protein called 60S ribosomal protein el.37.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
39 ¢ 89 705 439 150 111 5 0 0
e Molecule 40 is a protein called 60S ribosomal protein el.38.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
40 d 2 603 395 107 99 2 0 0
e Molecule 41 is a protein called 60S ribosomal protein eL.39.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
4 ¢ 43 388 243 92 52 1 0 0

e Molecule 42 is a protein called 60S ribosomal protein eL.40.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
42 f 51 413 255 &7 66 5 0 0
e Molecule 43 is a protein called 60S ribosomal protein el.41.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
13 & 37 342 210 86 44 2 0 0
e Molecule 44 is a protein called 60S ribosomal protein el.43.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
44 h 8 658 417 127 107 7 0 0
e Molecule 45 is a protein called 60S ribosomal protein el.44.
Mol | Chain | Residues Atoms AltConf | Trace
. Total C N O S
45 ! 95 778 490 152 127 9 0 0

e Molecule 46 is MAGNESIUM ION (three-letter code: MG) (formula: Mg).

Mol | Chain | Residues Atoms AltConf

Total Mg

46 B 3 3 3 0
Total Mg

46 A 153 153 153 0

16 Q 1 Total Mg 0

1 1

Total Mg

46 C 5 5 5 0

46 M 1 Tofal l\qg 0

e Molecule 47 is ZINC ION (three-letter code: ZN) (formula:

Mol | Chain | Residues Atoms AltConf
Total Zn
47 h 1 1 1 0
Total Zn
47 a 1 1 1 0

Continued on next page...

Zn).

WO RLDWIDE

PROTEIN DATA BANK




Page 12

wwPDB EM Map/Model Validation Report

3J79

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
47 c 1 Zn 0
1
47 f 1 Zn 0
1
A7 i 1 Zln 0
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16%

5%

27%
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53%

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. 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. 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: 28S ribosomal RNA

Page 13
Chain A:

€110
(431}
TT1D
0T1d
60TV

L0T1D

€01V
COoTV
T0TD

66V

€60
26D
16D

SETV

62TV

9TTH

1144

61TV

962V

£6zn
zéen
162V
062D

1

LLzn
9.2H

692V

SOvV

£9%D
°o%d

6S¥%D
8GHV

1890
G444
8YvY
LYPY
i4%40)
670
vEVD
EEVY
(4544
TEYD
9T¥%D
€1%0

(4544
1190

607V
8070

90%V
SO%V

0Py
00%D

S6EV

T6€D

4eich 4

6%9D

L%9D
9%90
S%SD
7990
evan

6€S9D
8ESGY

9ESGY

YESY

TESD
TSN

L
+

53444

0zgsn

0zon

819N
LT9V

s19n

809V

T099

669D

£6SY

TSL0

8ELY

beELY
€ELD

6TLD

€TLY

LTLD

+

PILD

80LY

2040

6690
869D
LB9V

289V

6.90
8L9V
LLOV

SL9V
vlon
€90

090
6990
899N
990

TEsN

i

veen

€189

908D

66.LY

6.0

6..L0
8L.L0

816D

ST6D
716D

S06Y
706D
€060

006D
668V

9680

£680

1680
068D

888V

S88Y

088Y

v.L8Y

9980

2980

098V

0701V

€E0TY

0€0TD

LT0TH
9201H

¥co1n

12019
02010

9101V
STOTV
%1010
€7070

60070
80070

666D

€660

886D

86V

086V

6.L6D

SL6D

TL6D

896D

S96V

966V
966V

2460

0869

Sv6D

9E6Y
SE6Y

STEY

RLDWIDE
SrPDRB
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

W


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

3J79

wwPDB EM Map/Model Validation Report

Page 14

YTV

1144941

61CTY
81210

91210

STCTV

v0TTV

L

66TTV
86TTV

|

Y611V
€6T1D

8811V
L8TTY

L

LLTTY

YL110

CTLI1D

0LTTV

89110

o110

TvETD
0%ETD

LEETD
9EETN

0EETY
62ETN

9TETD
STETD
vcemn
E€CETY
TTETD
0ZETH
PIETD

0TETY
60€TN

90€TY

662TD

S6TTY

L8TTY

£8T10

18210

9.TTD

€LTTD

|

2921D

6GCTD

LGTTY

veTId

el 24 1]
4447

YETTV

0E€TTY
62TTY

STTTY

SHETY
PPETO

98%TY

87TV

9LPTY

154475

LEVTN

0THTD

8THTY

S6STV

T6STH

988710

+

08STH

8L8TH

€L8T0

L

LOGTV
99GTV

|

09510

98GTH

CSSTH

0881V

|

1422141

6EGTN

62STH

¥Tatn
€CaTV

81GTV

CIaTY
11810

90810
081N
70STY
€0GTV
COSTH

66710
86710

F

ETLTD

TTLTD

LOLTY
90LTV
SOLTY
v0L10
€0L10
momﬂb
9691V
ﬂmmﬂu
mwmﬂ<
mmmﬂa
LL9TD
whmﬁu
6991V
mmmau

L8910

19910

87910
L7910
97910

£9910
uﬁmﬂu
LE9TH
9E9TV
SE9TH

€910
TE9TH
TE9TY

L

67970

70910

C09TV

86GTV

L6LTV
96.70

T6LIN

88LT0

€8L1D
c8.L1N
8LV

6SLTY

¥9L1D
€38.10

TSLTD
08470

8YLIV

6ELTD

9ELTY

CELTY

STLIN

E€TLTD

TCLID

TT61V

01610

80610
LO6TY

S06TD
¥0610
€06TD
2061V
T061Y
0061H
66810

L68TH

96810

¥.L810
€810
TL8TY
TL8TY

LSBTV
98810
946810

8€81TN

TE/IN

[44:34

81810
L181H

TI8TD

908TD

10819
00810

0L6TV

L

9961V

v961D

YE0TH
€€0TD

LeoTy
9202H

610CY

91020
ST02D

0T02D
002N
0002D
8661V
L66TD

96610

6610

£97CV

912D

9G1CY

va1ey

[4454 )

6%1CY
8¥1en
LyTTy
eidt4
eidt4 )
vvien
€¥1en

9ETTI

€ETTO

9T1TY

L

L1172V
9112d

€172D

60TCY
80TCY
L0720
9012y
()54 )

I

T0120

L60TY
96029

veocy
£6020
602D

06020

802N

28020

08020

S.020n

I

812TH
orgzn
60220
802ZH
€02TH
0ozey
66TCY
861CY
€6120
8812N
812V
vL12D
99172D

S912H
votey

YLYTD
eLVTY

0L%TY

29%2d

£8¥%cy
4174
135441

i

hven

8EVTY
LEVTY

geven

LT%TH

vevey

61%CY

ST%CH

145441

10920

96€TD
S6€TN

£6€TY

669T0
86S9TH

968TY

16920

689TY
8849CTY

189¢H

LL8T)

§.8z20
vL9cy
€.8TV

L9820
99G9TH
S959TH

99920

[4:14 )

8¥9cy

SveTy

[4214]

6€£92H

LESTY

¥Tsed
£2492n

ﬂumu<
81520

[ ursey
918TY
1
08Ty
908y
1
0082y
66%2H
1
¥6%CD
1
15741
1
98%2n

LL%T0

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3J79

wwPDB EM Map/Model Validation Report

Page 15

0TiTn

S04TH
volzn

S69TY
69Ty

0692V

892D
9892H

6.9TY
8.L9TY

9992V

0992V
969zY
TSocV
0S9TY
6%9CY
ov9zn

YE9TY

62920

Lgozn
¥292d
809TH
092N
9092V
£0920

T092D
00929

ShLTH

ThLTH

0bLTy

8€.LTN

9€.LTH

EELTY

0E€LTD

8TLTD

TTLTY
T1.20

LEBTD

SE8TD

TE8zN

8Ty
€c8en
[44:141)

81820
1820

4182H
182N

T18CV
018TY
608CY
9082n

£08CY

882N
988TY

L

%88¢H
£882N

9T0€D
ST0eEN

0Z0€N

|

STOEY

ET0EY

T110€D

600€D
800€V
L00EY
900€V
9662V
S662V
v66TY
16620
L862H

[4:1:14/

0,620

89620
L96TV
99620

8962H

§9620
va6Ty
£962D
(411}
19620

Ly62TH
9v6TH
S¥6TH

£€620
[414

ST62TN

LETEN

TETEY
0geTEN

LTTEV
9TTEY

H2TED

6TTEY

8TTEY

9TTEY

€11EN

crTEN

80TEV

€0T€D

00T€D

960€N

Y60€D

T60ED
160€N

880€D

980€V

6L0EV

F

SLOEY

€L0€D

890€Y
L90€D

S90€0

CYOEY

8E0ED

9E0EY
SEOEY

EE0EY

0E0EY
620€D

£9TeD

8¥CeD
Lyzen
9YTEY

6€TEN

TETEY
0€TED

8TTeN

0zzen
612EN

(A4t

80TeED

%0TED

cozen
102€D

S6TED

€67€D

08T€D

691€D

CTOTEY
T9TEY
09TEY
6GT1ED
8GTEN

S9T1ED
ov1EN
TP1€D
ov1EN

6ETED
8ETEY

|

0GEEY
6YEED

LYEED

SvEEN
¥HEED
EYEED
TYEED

oveen

beeen

0EEEY

8TEEY

LTIEEY
9TEED

€T1€EN

60€€D

¥0ged

TOEED
00€EY

L62ED

S6TEY
¥62EN

T6TEY

1820

28zeN

LLTED

€LTED
TLTEN

0LzeY
692V

YLVED

TLYEY

voven
£9%€D

09%€0

83GHEY

SYPED

6E%ED
SEVEV
YEVEY

9THED

TTHEY

8THEY

9T%ED
STHEV

L

86EEY

T6EED

68€ED
88€EN
L8EEN

£8EEY
Z8EEN
T8EEY
08€EN
6LEEY

S9EEN

£€9€EN
2ToEEY

gLsen

LESEN

0E€GEY
6CGEY

Lggen

STeEY
veeed

9T8eY
STSEY

0TS€D

LOSGEY

CT0S8ED

008€D

£6%ED

88%EN

£8%eN

8L%ED

LLYEY
9LYEY

SE9ED

€E9EN

0€9€N

YToen

L

679¢eN
8T9EY
LT9EY
9T9¢en

YI9eY
ET9EY

TTI9EV

£69eN

T63€EN
068GEY

989€N

v8GEY
£8GEY
T8SGED
T8SEV
owmma
LLSEY
9.L8eY
SL8en

E€ELED
ceLen

8TLEY

ogLen

9TLED

TTLED

or.Len

vOLEY
TOLEV
004€D
669€Y
L69€D

069€Y
689€D

£89€D

089€Y

LLOEY

9L9€D
SL9EY

F

0L9en
699¢en
899¢eN

S99¢en
$99€D

LS9ED
9G9EY

469€0

€8.LED
TBLEY

08.LEY
6.LLeN
8L.LED

9LLEN
GLLED
bLLEY
0LLED
L9.Len
T9.€D

baLey
€GLED

TvLEV
ovLEY
6ELEY

LELED

e Molecule 2

SELEY

5S ribosomal RNA

20%

75%

Chain B

811V

011D

€01V

Sn

ey

5.8S ribosomal RNA

e Molecule 3

R LDWIDE

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




3J79

wwPDB EM Map/Model Validation Report

Page 16

e 5%

6%

33%

55%

Chain C

1144

619D

LTY

o
2] 10 © -
(3] < O (3]

6710
8%10
L710

(445
i
0%1d
6ETY
8ETN
LETY

SETH

6210

9TTd

€TTV
(494§

6TTV
9110

ST110
TITY

CITV
jaas
0TTd
6010

in ul.2

60S ribosomal prote

e Molecule 4

5%

13%

79%

Chain D

Y61IN

T6TA

0871

LLTY

9YIL

4745

6€T0

veTV
€ETR

STTL

0ZTL

91711

Y011

20T

S¥e1

SETA
veTH

62TV

Lged

L1720

e Molecule 5

STTN

80CH

oz

in ul.3

60S ribosomal prote

17%

79%

Chain E

6%12
8¥TI

9ETA

PETT
€ETS

Ll

P14
€113
cT1d

OTTA

7071

20711

68I

8LI

9LD

TLI

89H
L9T

[4)'8

633

Ll

€GN

SYY

LN

Ll

44"

81d

+

11

L)
p
©m

o
—
"

oy

€0€L

T6TS

L8ta

08Tk

£92H

09zh

LSGTA

vGed

1

6%CI

L¥TV
9%TA

444
£%21

6ETL

SE€TT

€eTA

144

£€TTL

61CY

9128

20zTA

3

S6TH

TBTA

6811
8811

08TI

8LIA

GST1

2810

TSEA

YEEL
€E€EI

TEEY

e Molecule 6

62eN

STEA

€TEN

80e4d

in ulL4

60S ribosomal prote

5%

16%

76%

Chain F

07 Td

8ETT
LETA

PETL

8CTI

STT0

(4498

6074

ToTd
TOTH

cred

S6TS

68CI

€.LTL

L9T1

§S92H

{414\

LGTA

§6Ts
vsca

0721

SE€TT

CTETA

0€Td
6221

i

{444

il44

81cH
L1TA

cieca

60CI

8T

9LTT

0LTd

¥9TL

64Td

9GTN

L9T1

98eY

z8¢eY

9LER

69€h

£EEN

TEEY

Gged
el

Ll

81€S

in ullb

60S ribosomal prote

e Molecule 7

28%

17%

e
-Il.w IIII%.+IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
| 2]

52%

Chain G

6.1

LT

8ca

e4ct

™
Il
=

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J79

wwPDB EM Map/Model Validation Report

Page 17

S9TL

TOTH

09TH

79TA

8711

3

£v1d

13248

9ETA

O0ETH
6CTA

9g1a

SG6N

e Molecule 8: 60S ribosomal protein uL6

25%

70%

Chain H:

)
B

LTTV

STTA

6113

-

0TTYd
60TL

Ll

68%

9LT

€L0
TLA

0L¥
691
89D

991

£9d

094

811
€874

8411

TL1d

691

991D
9971

29th

GGT11

€8TA

0STI

L%1D

LETd

e Molecule 9: 60S ribosomal protein eL6

Ll

6%

19%

72%

Chain I:

CoTY

O .
s
=

26N

063
684

189
98A

€81
281

9L)
SLL

€L1

T.Y

€91
291
91

6GA

€8S

674

0%s
6EY

LEN
9y

E€EX

€1

e Molecule 10: 60S ribosomal protein eLl.8

621

6TA

(424
13348

%021
€0Tk

6811

S81a

2811

8LTH

SLTH

0LTH

6STI

0TT1

TT1I
OTTN

80TS

19%

13%

67%

Chain J:

TOTT
00TL

L64
960

981

TLM

19d
094

184

791

(4744
Tea

SETO
veTA

L1271

€1cl

€021

00Ty

86T

T6TA

+

€811

08TA
6111

YLIA

Ll

09TA
6611
1
24e1d
clca
6211 6GTH
1 [sges |
€111 LGTY
1 1
01711 44
1 el
90TL 4444

e Molecule 11: 60S ribosomal protein ul.13

19%

79%

0 ~
T} 0
5] |

Chain K:

(4358

491

1218

6111

9TTH

0T1d

E0TA

1071

86T

961
s60

[4328

™
@0
=

[
~
=

~
©
=

[
0
|

€49k

0%I

8€H

SEA
YEV

(499

+
#

STT

E€TH

01D
6a
8I

(28
TH

e Molecule 12: 60S ribosomal protein el.13

TOTA

061d

L9TX

2158

4478

LETT

SETD

18%

76%

Chain L:

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J79

wwPDB EM Map/Model Validation Report

Page 18

| oeer
T6L
[ osb |

68V

781

6.1

€LD

694

194

SON

£9Y
cob
9L

6590

98I

8vL

4200

6€d

1

{44

810

9TH

YH

[dv4s
T0ZY
ooz
L6TYH

614
0674

S8TV

YL1I

0L74

89T

LETD
9€TI

TETH

e Molecule 13: 60S ribosomal protein ul.14

B
oo 5%

24%

68%

Chain M:

e Molecule 14: 60S ribosomal protein el.14

12%

5% o

25%

4

58%

Chain N:

08y

LY

0Ld
691

LOW

YoM

2oL
191
094

9GA

A

[4hA
18I

SYI
Yvd

(474

8EX

SER

(438

0€T

4

11d
0t1d

i %S

PPIL

Ll

TETA

8CTH
L2713

8TTA

9171

9074

20711

66L

96A

Ll

e Molecule 15: 60S ribosomal protein uLi15

-
P
=]

16%

82%

Chain O:

e Molecule 16: 60S ribosomal protein el.15

22%

73%

0ETA

8CTTX
LTTA

TTIH

8TIN

SOTX

{404

994

S0TH

£0TY

T0T1

8611

e Molecule 17: 60S ribosomal protein ul.16

9674

T61Y

88T1S

CTLIR

691D

[4°1%)
1918

[4:19)

OvIN

9ETA

€ETA
cend

14%

1%

74%

7918

TST1

0s1d
6%10

6ETYH

€eTh

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J79

wwPDB EM Map/Model Validation Report

Page 19

0671

L8TY

TLID

e Molecule 18: 60S ribosomal protein uL18

. 14%

17%

67%

Chain R:

445

€111

0TT1

L0oTH

%011
€071

86Y

S6X

3

68d

*

€81

8ETH

9€TH

€€ca

62TN

€N

60TL

6611

LBIN

06TN

PLIN

TL1D

691D

9914
G971

€91V

TOTA

69TN

-

TSTI

LN
€L271

e Molecule 19: 60S ribosomal protein eL.18

21%

—
77%

Chain S:

TETL

0ZT1

€113

SOTL

007D

61

180
98L

¥8S

T8A

08A
6LV

YLH

TLR

291

{4y
TS

8¥I
LYI

(441
PN
oL

8€Y

0EA

611

LTH
9TY

(4
6D

~
=

o

L8TH

v8TV

08TYH

LLTYH

SLTH

071D

LETT
9ETA

e Molecule 20: 60S ribosomal protein el.19

18%

81%

Chain T:

0LIN
6974

991D

29Td

[4sp5s

TPII

LETT

821D

Y011

TOTT

L6Y¥

G61

63

88L

S8N

€8L

6.3
8.9

€L4

694

(4208

LEY

vca

TeI
(V[4’}

811

QT

TV

L
€1

e Molecule 21: 60S ribosomal protein el.20

08TA

OLTH

22%

75%

Chain U:

SPTY
i4aALS

8€ETI

SETI
veETH

441

6013

LOTL

90TL

S0t1a

6L

16a

98A
S8D

€8N

08y

09T

oY

8€I

9EN
SEY

€EA

YTH

Y8INH
€874

9.L18

G971

€971
C9TH

09TV

AL

TST1

e Molecule 22: 60S ribosomal protein eL21

0STh

12%

84%

Chain V:

EMDataBank

Unified Data Resource for J0EM

O

R LDWIDE

PROTEIN DATA BANK

W



3J79

wwPDB EM Map/Model Validation Report

Page 20

€91d
TSTI

2358

6211

L2171

PTIN

0ZTY

L1171

01Ty

L6A

78y

8y

69L

991

9%

9GN

S¥%0

Zva

L

e Molecule 23: 60S ribosomal protein uli22

16%

13%

69%

Chain W:

€GTI

SYTH
w910

CTETY
TETA

€TTd

6TITA

LOTT

SOTH

€073

188

3

89D

-

e Molecule 24: 60S ribosomal protein el.22

30%

11%

59%

Chain X:

€6L

881

8.4

©
~
=

bLL

TLQ

99a

091

L¥L

91

e Molecule 25: 60S ribosomal protein ul.23

SeTd

TETd

€CTI

{1448

9111

47%

10%

43%

Chain Y:

L91a

89TA

€911

0811

€911

8ETY

3

EETH
CTETA

0€T1

L2171

0TTV

9TTL
ST11

TITI

901a

Y071

e Molecule 26: 60S ribosomal protein ul.24

L8TI

€8TA

vL11

17%

77%

Chain Z:

PN

e Molecule 27: 60S ribosomal protein el.24

62%

10%

28%

Chain 0:

89%

09b
63L

98T

9%

91

6€T

Led

cea

621

0ZI
614

S1d
v1s
€10
(434

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



3J79

wwPDB EM Map/Model Validation Report

Page 21

e Molecule 28: 60S ribosomal protein el.27

15%

80%

Chain 1:

bc1a
€211

LITI

2%

TTIA

80T

90TN

28d

08I

v.L0

TLI

€9

e Molecule 29: 60S ribosomal protein eL.28

9%

528
[448

9TA

eey

61V

€11

-
—
Py

63

-

18%

8%

72%

Chain 2:

80T1

96H

98N

l-II-lw ¢|-|I
&3
© (=}

™
=

e Molecule 30: 60S ribosomal protein ul.29

75%

O s 10 N~ © ~
I} © © © © © ~
" = [~ S ] )

e Molecule 31: 60S ribosomal protein eL.29

Chain 3:

16%

82%

Chain 4:

1

e Molecule 32: 60S ribosomal protein uL.30

€90
{428

18b
6€d
8EN
Led
9ea
8Ty

TCI
0cd

EIN

13%

19%

67%

Chain 5:

9114

T1TA

LOTH

86T
L6Y

v64

684

6.4

694

89T

LSL

Py
€41

6741

ovcH

[4744;)

9€TH

E£ETY

TETH

144

(54’5

L0zgA

7020

7021

S6Td

T6TA

6811

2811
1810

LLTD
9LTI

TLIY

89TA

+

LST1

+

6711

LYTA

PPIL

T71d

LETH

verE

6CIN
8TTA

4478

L1171

LSTI

€921

09ZN
6921

e Molecule 33: 60S ribosomal protein eL30

9%

26%

62%

Chain 6:

1018

w91

LET

8zd

(4o
TCTH

611

LT1

O

R LDWIDE

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM



Page 22 wwPDB EM Map/Model Validation Report

3J79

e Molecule 34: 60S ribosomal protein eL31

Chain 7: 58% 17% 6% 20%
[ 3] -0 = o ES ~ [SEE] =] ~ P = = ~ > ~ =
= Ed
e Molecule 35: 60S ribosomal protein el.32
Chain 8: 71% 20% . 5%

T63

V94

K103
R111
K113
V117
V119

O N~mma M o0 - O 00w ©
< o m M i < <+ It} ©
B4 = m = 5 B4 | 2] [ =

e Molecule 36: 60S ribosomal protein el.33

0
B o e O O 0 N o © O O
© ~ ~ © © © =) =) =) =
= B = = = = 120 =] =) "

K123

R125

Chain 9: 51% 16% 5% » 26%

o O~ 3] o w0 - <

0 o s B O S omm- NN NN EN® .o
N~ « [} - - - - - - bl —
Ea il 5 =] - -3l = (=] ES = 1

e Molecule 37: 60S ribosomal protein el.34

Chain a: 63% 8% 29%

O O 00 0 L0 O © ©0
< 10 = el < © I «Q [} <)
m o> ) | 2] B4 ~ ~o< ~ = 5]

e Molecule 38: 60S ribosomal protein e.36

194

. I
Chain b: 79% 5% 15%

e Molecule 39: 60S ribosomal protein eL.37

538
E50
K74
K81
T86
K93

WO RLDWIDE

PROTEIN DATA BANK

EMDataBank

Unified Data Resource for J0EM



Page 23 wwPDB EM Map/Model Validation Report 3J79

Chain c: 83% 14%

e Molecule 40: 60S ribosomal protein el.38

Chain d: 75% 8% 17%

e Molecule 41: 60S ribosomal protein e.39

I25

o 0
Q ©
[ =

R16
K40
Y76

—
0
31

. I
Chain e: 71% 14% 16%

¢
[

e Molecule 42: 60S ribosomal protein eL.40

R18
N38

]
<
~

K48

Chain f: 36% . 60%

)
=

e Molecule 43: 60S ribosomal protein el.41

Q11

- ©
< <
~ ~

L51

Chain g: 90% 5% 5%

e Molecule 44: 60S ribosomal protein el.43

Chain h: 83% 5% 11%

L10

© N~ ©
o
Bom

T47

e Molecule 45: 60S ribosomal protein el.44

Chain i: 81% 11% 9%

O O - Y 00 O N
«Q - I3l 2] <+ © © © 9
- 1% & | < 3 = -]

G93
D95

WO RLDWIDE

PROTEIN DATA BANK

Unified Data Resource for J0EM



Page 24 wwPDB EM Map/Model Validation Report 3J79

4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of images 105247 Depositor
Resolution determination method | FSC 0.143 gold-standard Depositor
CTF correction method Each particle Depositor
Microscope FEI POLARA 300 Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 20 Depositor
Minimum defocus (nm) 800 Depositor
Maximum defocus (nm) 3800 Depositor
Magnification 78000 Depositor
Image detector FEI FALCON II (4k x 4k) Depositor
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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: ZN,
MG

The Z score for a bond length (or angle) is the number of standard deviations the observed value
is removed from the expected value. A bond length (or angle) with |Z] > 5 is considered an
outlier worth inspection. RMSZ is the root-mean-square of all Z scores of the bond lengths (or
angles).

. Bond lengths Bond angles

Mol | Chain | p\ (o7 #éy >2 RMSZ #é\ >2

1 A 0.30 | 1/75991 (0.0%) | 0.73 | 35/118299 (0.0%)
10 J 041 0/1901 0.74 0/2537

11 K 0.45 0/1689 0.81 0/2260

12 L 0.44 0/1793 0.80 0/2387

13 | M | 045 0/1012 0.73 0/1363

14 | N 0.45 0/1213 0.81 0/1616

5 | O 0.44 0/1199 0.76 0/1597

16 P 0.44 0/1735 0.83 | 2/2320 (0.1%)
17 | Q 041 0/1579 0.73 0/2113

18 R | 043 0/2074 0.79 0/2773

19 S 0.43 0/1530 0.80 0/2040

2 B 0.26 0/2826 0.69 0/4404
20 T 0.46 0/1521 0.80 0/2012

21 U 0.43 0/1526 0.73 0/2043
22 | Vv 0.40 0/1300 0.70 0/1732

23 | W | 0.45 0/1338 0.78 0/1793
24 | X 0.40 0/841 0.66 0/1125

% | Y | 041 0/805 0.74 0/1074
26 Z 0.39 0/1012 0.78 | 1/1339 (0.1%)
27 0 0.46 0/533 0.76 0/711

28 1 0.37 0/1151 0.68 0/1531

29 2 041 0/839 0.64 0/1114

3 C 0.28 0,/3608 0.74 | 4/5615 (0.1%)
30 3 0.44 0/1004 0.82 0/1329

31 1 0.43 0/564 0.77 0/737

32 5 0.45 0/1917 0.83 0/2562

33 6 0.42 0/748 0.83 0/1001

31 7 0.44 0/805 0.82 0/1073
35 8 0.45 0/1053 0.79 0/1399
36 9 0.48 0/864 0.87 0/1160
37 a 0.38 0/871 0.77 0/1161

38 b 0.46 0/762 0.83 0/1008
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. Bond lengths Bond angles
Mol | Chain | o7 H#Z| >2 RMSZ HZ| >2
39 c 0.47 0/718 0.84 0/946
4 D 0.48 0/1901 0.82 | 1/2544 (0.0%)
40 d 0.42 0/611 0.71 0/812
11 e 0.48 0/396 0.84 0/521
12 f 0.45 0/418 0.83 0/556
43 g 0.45 0/347 0.95 0/448
4 h 0.43 0/667 0.73 0/887
45 i 0.41 0/788 0.71 0/1032
5) E 0.43 0/3129 0.74 0/4195
6 F 0.42 0/3144 0.80 | 2/4205 (0.0%)
7 G 0.43 0/1020 0.80 0/1349
8 H 0.42 0/1485 0.77 | 172009 (0.0%)
9 1 0.41 0/1707 0.75 0/2274
Al | Al | 0.36 |1/133935 (0.0%) | 0.75 | 46/197006 (0.0%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
11 K 0 1
14 N 0 1
23 W 0 1
32 5 0 1
33 6 0 1
36 9 0 1
39 c 0 1

4 D 0 1
5t E 0 3
6 F 0 1
9 I 0 1
All All 0 13

All (1) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 A 2463 U 03-P | -5.46 1.54 1.61

All (46) bond angle outliers are listed below:
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 A 1805 U C2’-C3’-03" | 8.69 128.62 109.50
1 A 289 A C2’-C3’-03" | 8.40 127.98 109.50
3 C 145 A C2-C3’-03” | 8.31 127.79 109.50
3 C 37 A C2-C3’-03’ | 8.03 127.16 109.50
1 A 652 A C2-C3’-03’ | 7.52 126.05 109.50
1 A 215 C C2-C3’-03’ | 7.44 125.86 109.50
1 A 1536 U C2’-C3’-03’ | 7.09 125.10 109.50
1 A 703 U C2’-C3’-03’ | 6.89 124.73 113.70
1 A 505 A C2’-C3’-03’ | 6.85 124.66 113.70
1 A 1197 U C2-C3’-03” | 6.71 124.43 113.70
1 A 1999 A C2-C3’-03’ | 6.70 124.41 113.70
26 7 105 | LEU | CA-CB-CG | 6.39 129.99 115.30
1 A 1540 G N9-C1’-C2’ | 6.31 122.20 114.00
1 A 683 A C4’-C3’-03’ | 6.30 125.61 113.00
3 C 134 G C2’-C3’-03’ | 6.26 123.72 113.70
8 H 93 LEU | CA-CB-CG | 6.13 129.40 115.30
1 A 859 C C2-C3’-03” | 6.11 123.47 113.70
1 A 081 C C2’-C3’-03’ | 6.09 123.44 113.70
1 A 3623 A C2’-C3’-03’ | 6.03 123.34 113.70
1 A 004 A C2’-C3’-03’ | 5.97 123.26 113.70
1 A 621 C C2’-C3’-03" | 5.86 123.08 113.70
16 P 173 | ARG | NE-CZ-NH2 | -5.85 117.37 120.30
1 A 91 G C2’-C3’-03’ | 5.79 122.96 113.70
1 A 3414 G C2-C3’-03’ | 5.79 122.96 113.70
1 A 1989 A C2’-C3’-03’ | 5.77 122.94 113.70
1 A ol4 C C2’-C3’-03’ | 5.72 122.85 113.70
1 A 607 A C2-C3’-03” | 5.71 122.83 113.70
1 A 10 G C2’-C3’-03" | 5.59 122.64 113.70
1 A 1540 G 04’-C1’-C2’ | -5.51 100.29 105.80
6 F 313 | LEU | CA-CB-CG | 544 127.81 115.30
1 A 3444 G C2-C3’-03’ | 5.38 122.32 113.70
1 A 1747 U N1-C1’-C2’ | 5.35 120.95 114.00
1 A 270 U C2’-C3’-03” | 5.31 122.19 113.70
1 A 1574 C C4’-C3’-03" | 5.26 123.52 113.00
4 D 200 | ARG | NE-CZ-NH2 | 5.25 122.93 120.30
1 A 2394 C C2-C3’-03’ | 5.25 122.10 113.70
1 A 773 A C4-C3’-03" | 5.25 123.49 113.00
1 A 764 G C2-C3’-03’ | 5.23 122.07 113.70
6 F 33 | ARG | NE-CZ-NH2 | 5.15 122.87 120.30
1 A 664 U C4’-C3’-03’ | 5.13 123.25 113.00
1 A 308 U C4’-C3’-03” | 5.11 123.23 113.00
16 P 173 | ARG | NE-CZ-NH1 | 5.10 122.85 120.30
3 C 35 A C2’-C3’-03" | 5.09 121.85 113.70
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
1 A 2816 U C2’-C3’-03’ | 5.09 121.84 113.70
1 A 684 G C4’-C3’-03’ | -5.08 98.72 109.40
1 A 580 A C2’-C3’-03’ | 5.03 121.75 113.70

There are no chirality outliers.

All (13) planarity outliers are listed below:

Mol | Chain | Res | Type | Group
32 5 89 | GLU | Peptide
33 6 52 | PRO | Peptide
36 9 136 | TYR | Peptide

4 D 196 | TRP | Peptide
5 E 17 | LEU | Peptide
5 E 195 | MET | Peptide
) E 253 | HIS | Peptide
6 F 150 | VAL | Peptide
9 I 87 | GLY | Peptide
11 K 108 | PRO | Peptide
14 N 59 | ALA | Peptide
23 W 131 | LYS | Peptide
39 c 20 | PHE | Peptide

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 67935 0 34190 456 0
2 B 2525 0 1274 7 0
3 C 3224 0 1630 20 0
4 D 1866 0 1964 18 0
3 E 3061 0 3205 40 0
6 F 3094 0 3333 37 0
7 G 1010 0 1073 14 0
8 H 1460 0 1532 19 0
9 I 1684 0 1849 15 0
10 J 1873 0 2055 10 0
11 K 1659 0 1782 18 0
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PROTEIN DATA BANK

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 L 1761 0 1895 20 0
13 M 996 0 1044 17 0
14 N 1197 0 1312 28 0
15 O 1172 0 1230 16 0
16 P 1697 0 1802 30 0
17 Q 1544 0 1582 11 0
18 R 2045 0 2129 14 0
19 S 1502 0 1636 17 0
20 T 1505 0 1671 14 0
21 U 1496 0 1556 21 0
22 \Y 1275 0 1355 7 0
23 W 1318 0 1319 10 0
24 X 824 0 882 4 0
25 Y 796 0 850 12 0
26 Z 1000 0 1099 4 0
27 0 521 0 539 6 0
28 1 1134 0 1245 9 0
29 2 830 0 887 3 0
30 3 994 0 1121 9 0
31 4 959 0 299 1 0
32 d 1879 0 2005 21 0
33 6 740 0 763 9 0
34 7 793 0 869 10 0
35 8 1036 0 1139 12 0
36 9 844 0 886 14 0
37 a 858 0 911 0 0
38 b 756 0 842 0 0
39 ¢ 705 0 754 0 0
40 d 603 0 686 0 0
41 e 388 0 421 0 0
42 f 413 0 449 0 0
43 g 342 0 388 0 0
44 h 658 0 724 0 0
45 i 778 0 857 0 0
46 A 153 0 0 0 0
46 B 3 0 0 0 0
46 C Y 0 0 0 0
46 M 1 0 0 0 0
46 Q 1 0 0 0 0
47 a 1 0 0 0 0
47 c 1 0 0 0 0
47 f 1 0 0 0 0

Continued on next page...
B atowio



Page 30 wwPDB EM Map/Model Validation Report 3J79

Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
47 h 1 0 0 0 0
47 1 1 0 0 0 0
All All 124514 0 91334 867 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 4.

All (867) 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:3626:A:C6 1:A:3660:A:C6 2.12 1.37
1:A:3626:A:C2 1:A:3660:A:C2 2.31 1.19
1:A:3123:C:02 12:1:202:ARG:NH?2 1.80 1.14
1:A:3626:A:C5 1:A:3660:A:C6 2.38 1.12
1:A:3016:G:06 1:A:3019:A:N6 1.87 1.07
1:A:2737:C:H2’ 1:A:2738:U:C6 1.90 1.06
1:A:3626:A:C4 1:A:3660:A:N1 2.29 1.01
1:A:3626:A:C5H 1:A:3660:A:N6 2.29 1.00
1:A:2733:A:C2’ 1:A:2734:C:H5’ 1.91 1.00
1:A:2812:G:C2 1:A:2813:U:.C2 2.49 1.00
1:A:1574:C:02’ 1:A:1575:C.0% 1.80 0.96
1:A:3654:C:C4 1:A:3655:U:04 2.19 0.94
1:A:3626:A:C5H 1:A:3660:A:N1 2.36 0.94
1:A:2733:A:HY’ 1:A:2734:C:HY’ 1.51 0.93
1:A:3629:U:H2’ 1:A:3630:U:C6 2.03 0.93
1:A:3654:C:CH 1:A:3655:U:04 2.21 0.93
1:A:3654:C:C4 1:A:3655:U:C4 2.59 0.90
1:A:2813:U:H2’ 1:A:2814:U.Ch 2.07 0.90
1:A:3626:A:C6 1:A:3660:A:N6 2.39 0.89
1:A:1630:A:02’ 1:A:2125:A:HT’ 1.72 0.89
1:A:3630:U:H2’ 1:A:3631:U:HY’ 1.55 0.88
1:A:3632:U:02’ 1:A:3633:U:HY 1.74 0.88
1:A:3626:A:N6 1:A:3659:C:N3 2.21 0.87
12:1:94:1LE:HD12 12:L:115:LEU:HD21 1.57 0.87
1:A:3626:A:C6 1:A:3660:A:ChH 2.62 0.87
1:A:3629:U:H3 1:A:3656:A:H2 1.20 0.86
1:A:1910:C:H2’ 1:A:1911:A:C8 2.11 0.85
1:A:3018:A:C8 1:A:3018:A:H5” 2.11 0.85
1:A:3629:U:02’ 1:A:3630:U:HY 1.77 0.85
1:A:3016:G:H3’ 1:A:3017:A:H5” 1.56 0.85
1:A:1534:U:.02’ 1:A:1535:G:05’ 1.93 0.85
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:3628:C:02 1:A:3657:G:N2 2.09 0.84
1:A:3655:U:02’ 1:A:3656:A:HY 1.79 0.83
1:A:2734:C:H?’ 1:A:2735:G:04’ 1.80 0.82
1:A:1574:C:HO2’ 1:A:1575:C:P 2.02 0.81
36:9:50:LYS:O 36:9:56:GLN:O 1.99 0.81
1:A:3626:A:N3 1:A:3660:A:C2 2.49 0.80
1:A:3018:A:H8 1:A:3018:A:H5” 1.44 0.80
1:A:3660:A:H2’ 1:A:3661:A:C8 2.16 0.80
1:A:3655:U:H2’ 1:A:3656:A:C8 2.17 0.80
1:A:2737:C:H6 1:A:2737:.C:C¥H’ 1.95 0.79
1:A:3629:U:N3 1:A:3656:A:H2 1.81 0.78
1:A:2812:G:02’ 1:A:2813:U:05’ 2.01 0.77
1:A:3629:U:H2’ 1:A:3630:U:H6 1.45 0.77
22:V:120:ALA:HB2 22:V:127:ILE:HD12 1.65 0.77
1:A:3628:C:H2’ 1:A:3629:U:C6 2.19 0.77
11:K:34:ALA:HB3 11:K:103: VAL:HG12 1.67 0.76
1:A:3628:C:H2’ 1:A:3629:U.ChH 2.19 0.76
1:A:3629:U:C2 1:A:3630:U:.ChH 2.74 0.76
1:A:2813:U:H2’ 1:A:2814:U:C6 2.20 0.75
19:S:51:ARG:HB3 19:S5:82: VAL:HG21 1.67 0.75
1:A:257:U:02 1:A:258:U:04 2.03 0.75
1:A:3629:U:N3 1:A:3630:U:C4 2.55 0.74
7:G:41: THR:HG21 7:G:71:VAL:HG11 1.69 0.74
1:A:3629:U:N3 1:A:3656:A:C2 2.51 0.73
1:A:3626:A:C2 1:A:3660:A:N1 2.57 0.73
1:A:257:U:H2’ 1:A:258:U:C6 2.23 0.73
1:A:2736:A:N6 1:A:2813:U:04 2.19 0.73
1:A:3626:A:C6 1:A:3660:A:N1 2.56 0.73
1:A:2685:C:02’ 5:E:263:ARG:NH2 2.21 0.73
1:A:3626:A:N6 1:A:3660:A:C6 2.58 0.72
1:A:3654:C:CH 1:A:3655:U:C4 2.77 0.72
36:9:78:VAL:O 36:9:104:VAL:O 2.08 0.72
19:S:51:ARG:HB2 19:S:82:VAL:HG11 1.71 0.71
1:A:2736:A:H2’ 1:A:2737:C:C6 2.25 0.71
1:A:3626:A:N1 1:A:3660:A:C6 2.59 0.71
1:A:63:A:0P1 16:P:173:ARG:NH2 2.24 0.70
1:A:257:U.H4’ 1:A:258:U:0OP1 1.90 0.70
13:M:125:ALA:HB2 | 13:M:138:ILE:HD11 1.72 0.70
1:A:3631:U:H2’ 1:A:3632:U:04’ 1.91 0.70
25:Y:143:ILE:HG21 | 25:Y:158:VAL:HG21 1.74 0.70
1:A:3660:A:02’ 1:A:3661:A:04’ 2.10 0.69
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
1:A:107:C:OP1 12:L:38:ARG:NH1 2.25 0.69
1:A:2736:A:C2’ 1:A:2737:C:HY’ 2.22 0.69
1:A:3658:G:N2 1:A:3659:C:H1’ 2.08 0.68
1:A:998:U:H4’ 23:W:132:ALA:HB2 1.76 0.68
1:A:3630:U.C2’ 1:A:3631:U:HY 2.24 0.68
1:A:2812:G:C6 1:A:2813:U:C4 2.81 0.68
16:P:121:TRP:O 16:P:130:TYR:O 2.12 0.68
1:A:3628:C:H3’ 1:A:3629:U:C5H 2.29 0.67
1:A:3656:A:02’ 1:A:3657:G:H5’ 1.94 0.67
1:A:3613:A:N6 1:A:3614:A:N1 2.43 0.67
1:A:2812:G:N1 1:A:2813:U:.C2 2.62 0.66
1:A:3658:G:H1’ 1:A:3659:C:05’ 1.96 0.66
8:H:66:LEU:O 8:H:69:ILE:HG22 1.95 0.66
6:F:128:ILE:HD11 6:F:235:LEU:HD13 1.77 0.66
12:L:79:.LEU:HD11 12:1L:94:ILE:HD11 1.78 0.65
1:A:3655:U:H2’ 1:A:3656:A:HS8 1.60 0.65
1:A:1216:C:H2’ 1:A:1217:U:HY 1.78 0.65
1:A:3626:A:N1 1:A:3660:A:ChH 2.64 0.65
28:1:11:ILE:HG21 28:1:80:ILE:HD13 1.78 0.65
8:H:3: THR:HG21 8:H:66:LEU:HD11 1.78 0.65
5:E:149:GLU:HG3 5:E:189:LEU:HD13 1.79 0.64
1:A:3654:C:N4 1:A:3655:U:04 2.29 0.64
1:A:1262:G: 02’ 1:A:2981:A:N3 2.25 0.64
5:E:89:ILE:HG22 5:E:155:LEU:HD22 1.78 0.64
1:A:3656:A:H2’ 1:A:3657:G:C8 2.32 0.64
12:L:20:HIS:HB2 16:P:198:LEU:HD23 1.79 0.64
5:E:249:ILE:HG21 5:E:257:VAL:HG22 1.80 0.64
1:A:3018:A:H8 1:A:3018:A:C%’ 2.10 0.63
14:N:96:VAL:HG23 | 14:N:101:VAL:HG12 1.80 0.63
1:A:2814:U:.02’ 1:A:2815:G:04’ 2.16 0.63
5:E:67:LEU:HD21 5:E:72:.1LE:HD12 1.79 0.63
14:N:31:CYS:SG 14:N:45:ILE:HD11 2.39 0.63
1:A:257:U:C2’ 1:A:258:U:C6 2.82 0.63
5:E:303: THR:HG21 5:E:313:VAL:HG13 1.80 0.63
1:A:2814:U:02’ 1:A:2815:G:05’ 2.17 0.63
6:F:147:LEU:HD13 6:F:152:LEU:HD12 1.80 0.63
1:A:3626:A:N6 1:A:3660:A:N6 2.48 0.62
1:A:10:G:02’ 1:A:11:A:OP1 2.12 0.62
1:A:3613:A:N6 1:A:3614:A:C6 2.66 0.62
1:A:3628:C:C3’ 1:A:3629:U:C6 2.83 0.62
32:5:57: THR:HG23 32:5:195:GLU:HG2 1.81 0.62
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:3632:U:05’ 1:A:3632:U:H6 1.82 0.62
16:P:169:GLY:HA2 16:P:172: TYR:CE2 2.34 0.62
1:A:2463:U:H2’ 1:A:2464:G:04’ 2.00 0.62
30:3:87: THR:HG23 30:3:90:LYS:HB2 1.82 0.62
1:A:2733:A:H2’ 1:A:2734:C:.C6 2.35 0.62
4:D:196:TRP:CE3 4:D:197:PRO:HD3 2.35 0.62
1:A:755:A:0P2 19:S:105: THR:HG21 1.99 0.62
27:0:13:CYS:O 27:0:15:PHE:N 2.33 0.62
1:A:3016:G:N3 1:A:3016:G:H2’ 2.14 0.61
19:S:71:MET:SD 19:S:79:ALA:HB2 2.40 0.61
34:7:27:.LEU:HD13 34:7:43:GLU:HB3 1.82 0.61
1:A:3018:A:H4’ 1:A:3018:A:0P1 1.99 0.61
1:A:1480:G:06 1:A:1502:G:06 2.17 0.61
1:A:2733:A:02’ 1:A:2734:C:HY’ 2.00 0.61
1:A:1908:U:H2’ 1:A:1909:U:H5’ 1.83 0.61
35:8:94:VAL:CG2 35:8:119:VAL:HG22 2.31 0.61
1:A:257:U:H2’ 1:A:258:U:C5 2.34 0.60
8:H:127:ALA:HBI1 8:H:131:VAL:HG13 1.83 0.60
1:A:1444:A:C5h 21:U:163:LEU:HD11 2.36 0.60
32:5:189:TYR:HB3 32:5:207:VAL:HG21 1.82 0.60
36:9:56: GLN:HA 36:9:56:GLN:HE21 1.67 0.60
1:A:3626:A:N3 1:A:3660:A:N1 2.49 0.60
24:X:47:THR:HG22 24:X:88:TYR:HB3 1.84 0.60
1:A:3626:A:N6 1:A:3659:C:C2 2.70 0.59
1:A:1542:A:0P1 35:8:98:HIS:NE2 2.34 0.59
13:M:47:CYS:SG 13:M:50:ARG:NH1 2.74 0.59
5:E:226:VAL:HG11 5:E:246:VAL:HG23 1.84 0.59
1:A:2736:A:N6 1:A:2813:U:H3 2.01 0.59
1:A:3628:C:C2’ 1:A:3629:U:.ChH 2.85 0.59
1:A:257:U:.02 1:A:258:U:C6 2.52 0.59
21:U:160:ALA:HB1 21:U:162:HIS:CE1 2.37 0.59
1:A:3626:A:N6 1:A:3660:A:ChH 2.70 0.59
1:A:2812:G:N1 1:A:2813:U:N3 2.51 0.59
1:A:257:U:02 1:A:258:U:OP1 2.21 0.59
16:P:161:GLU:HG2 | 16:P:162:LEU:HD22 1.83 0.59
1:A:2812:G:C6 1:A:2813:U:N3 2.71 0.59
1:A:308:U:02’ 1:A:309:G:H8 1.85 0.59
1:A:1462:C:02’ 32:5:160:ARG:NH1 2.36 0.59
7:G:102:PHE:CE2 7:G:129:VAL:HG21 2.37 0.59
1:A:3629:U:H3’ 1:A:3629:U:0P2 2.03 0.59
14:N:69:ILE:HD11 14:N:74:LEU:HD21 1.85 0.58
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
18:R:150:VAL:HG23 | 18:R:161:VAL:HG21 1.85 0.58
1:A:2736:A:H2’ 1:A:2737:C:HY’ 1.85 0.58
1:A:2463:U:C2 1:A:2464:G:C8 2.91 0.58
33:6:45:VAL:HG22 33:6:94:VAL:HG22 1.85 0.58
18:R:89:PRO:O 18:R:90:VAL:HG22 2.02 0.58
34:7:24:.LEU.HD23 34:7:27:LEU-HD12 1.85 0.58
1:A:99:A:0P1 16:P:196:ARG:HD2 2.03 0.58
19:S:40: THR:O 19:S:42:ALA:N 2.36 0.58
1:A:3654:C:C6 1:A:3655:U:Ch 2.92 0.58
1:A:3613:A:C6 1:A:3614:A:N1 2.71 0.58
12:1:92:.1LE:HG22 12:1.:93:GLY:H 1.66 0.58
1:A:3657:G:HS8 1:A:3657:G:05’ 1.86 0.58
1:A:2812:G:02’ 1:A:2813:U:04’ 2.17 0.58
1:A:3524:G:N7 5:E:30:ARG:NH2 2.51 0.58
1:A:3628:C:C2’ 1:A:3629:U:.C6 2.85 0.58
17:Q:150:GLU:O 17:Q:153:ARG:HG3 2.04 0.58
3:C:35:A:H?’ 3:C:36:C:04’ 2.04 0.58
1:A:3306:G:C2 5:E:247:ALA:HB1 2.37 0.58
13:M:68:LYS:HB3 13:M:71:LEU:HD23 1.86 0.57
1:A:645:A:0P1 9:1:31:LYS:HG3 2.05 0.57
1:A:685:U:H2’ 1:A:685:U:02 2.03 0.57
5:E:102:LEU:HD12 5:E:152:CYS:SG 2.45 0.57
1:A:3658:G:HT’ 1:A:3659:C:P 2.44 0.57
1:A:1909:U:H2’ 1:A:1910:C:C2 2.39 0.57
1:A:2812:G:N2 1:A:2813:U:.C2 2.73 0.57
1:A:1910:C:H2’ 1:A:1911:A:H8 1.68 0.57
1:A:2737:C:H2’ 1:A:2738:U:H6 1.59 0.57
1:A:2736:A:02’ 1:A:2737:C:HY 2.03 0.57
6:F:316:LYS:HB3 6:F:324:VAL:HG21 1.86 0.57
5:E:14:.LEU:HD23 5E:17:.LEU:HD11 1.85 0.57
1:A:2812:G:C2 1:A:2813:U:N1 2.73 0.57
1:A:2813:U:.C2’ 1:A:2814:U.C6 2.87 0.57
1:A:308:U:02’ 1:A:309:G:P 2.63 0.56
24:X:121:ARG:NE 24:X:123:ILE:HD11 2.20 0.56
8:H:89:TYR:CE1 8:H:183:VAL:HG13 2.40 0.56
6:F:371:ILE:HD13 32:5:79:ARG:HH11 1.70 0.56
1:A:3629:U.C2’ 1:A:3630:U:HY 2.34 0.56
1:A:2551:U:.0%’ 1:A:2551:U:H6 1.87 0.56
1:A:3658:G:02’ 1:A:3659:C:05’ 2.23 0.56
14:N:81:ILE:HG22 14:N:99: THR:HG21 1.86 0.56
1:A:3350:A:N3 23:W:69:ARG:NH2 2.53 0.56
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:A:1630:A:HO2’ 1:A:2125:A:HYT’ 1.71 0.56
35:8:85:LEU:HD21 35:8:94:VAL:HG12 1.87 0.56
1:A:101:C:H?’ 1:A:102:A:04 2.05 0.56
1:A:3629:U:C2 1:A:3630:U.C6 2.93 0.56
1:A:2812:G:N2 1:A:2813:U:02 2.38 0.56
1:A:3018:A:C8 1:A:3018:A:C%’ 2.85 0.56
23:W:19:GLY:HA3 23:W:22:LEU:HD21 1.88 0.56
1:A:18:G:OP1 30:3:83:ARG:NH2 2.39 0.56
1:A:181:C:02’ 1:A:182:U:0OP2 2.23 0.56
32:5:97:ARG:HB2 32:5:117:LEU:HD23 1.87 0.56
1:A:773:A:02 1:A:774:A:05 2.24 0.56
1:A:2696:G:H4’ 1:A:2697:A:0P1 2.06 0.56
16:P:33:LEU:O 16:P:65:ARG:NH2 2.39 0.56
1:A:2812:G:C5 1:A:2813:U:C4 2.94 0.55
6:F:316:LYS:HG2 6:F:324:VAL:HG21 1.88 0.55
5:E:188:LYS:O 5:E:192:VAL:HG23 2.06 0.55
1:A:1552:G:OP1 35:8:64:LYS:O 2.24 0.55
1:A:1572:U:02 1:A:1572:U:.0% 2.23 0.55
1:A:2679:A:C4 1:A:3353:A:C2 2.93 0.55
1:A:3628:C:C3’ 1:A:3629:U:C5 2.89 0.55
32:5:147:'TYR:CE2 32:5:246:GLU:HB2 2.42 0.55
4:D:104:ILE:HG22 4:D:146: THR:HG21 1.87 0.55
1:A:1444:A:C4 21:U:163:LEU:HD11 2.42 0.55
13:M:56:LEU:O 13:M:80:ILE:O 2.24 0.55
1:A:2577:.C.04’ 1:A:2577:C:02 2.25 0.55
1:A:3628:C:H3’ 1:A:3629:U:H5 1.72 0.55
6:F:38:GLN:O 6:F:42: THR:HG23 2.07 0.55
1:A:256:A:C2 1:A:257:U:02 2.59 0.55
1:A:3626:A:N1 1:A:3660:A:C2 2.74 0.55
1:A:1454:A:H2’ 1:A:1455:C.04’ 2.07 0.55
14:N:30:LEU:HD12 14:N:44:PHE:CE2 2.42 0.55
1:A:3700:G:H2’ 1:A:3701:A:H5” 1.88 0.55
20:T:128:GLY:O 20:T:129:ASN:CB 2.55 0.55
30:3:4:VAL:HB 30:3:52:ASN:HD21 1.72 0.55
1:A:2947:G:02’ 16:P:79:ILE:HG12 2.07 0.55
1:A:914:G:H?’ 1:A:915:G:C8 2.41 0.55
4:D:196:TRP:CE3 4:D:197:PRO:CD 2.90 0.55
5:E:180:ILE:HD13 5:E:192:VAL:HG22 1.89 0.55
1:A:1572:U:C5h 1:A:1573:C:C5 2.95 0.55
1:A:2181:A:N3 1:A:2413:A:H?’ 2.21 0.55
29:2:23:ASN:ND2 29:2:26:GLY:O 2.40 0.54
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1:A:3629:U:C2 1:A:3630:U:C4 2.94 0.54
1:A:3626:A:N1 1:A:3660:A:C4 2.75 0.54
1:A:773:A:02 1:A:774:A:C8 2.61 0.54
4:D:200:ARG:NH1 4:D:217:GLN:OE1 2.40 0.54
9:I:61:ILE:HD12 9:I:71:ARG:HG2 1.89 0.54
1:A:3626:A:C2 1:A:3660:A:N3 2.73 0.54
32:5:156:LEU:HD12 32:5:257:ILE:HD13 1.90 0.54
1:A:684:G:HT’ 6:F:314:GLN:HG2 1.90 0.54
7:G:18:VAL:CG1 7:G:70: THR:HG22 2.37 0.54
1:A:3628:C:.C3’ 1:A:3629:U:H6 2.20 0.54
1:A:3630:U.C2’ 1:A:3631:U:.C5’ 2.86 0.54
1:A:3613:A:C6 1:A:3614:A:C6 2.96 0.54
18:R:150:VAL:HG22 | 18:R:153:THR:HG23 1.89 0.54
36:9:61: THR:HG21 36:9:122:1LE:HG12 1.90 0.54
1:A:2737:C:HY 1:A:2737:C:H6 1.69 0.54
23:W:36:1LE:HD11 23:W:48:LEU:HD21 1.90 0.54
6:F:159:GLU:HA 6:F:217.VAL:HG13 1.90 0.54
1:A:64:G:OP1 16:P:186:ARG:NH2 2.42 0.53
19:S:47:ILE:HG21 19:S:137:.LEU:HD13 1.89 0.53
1:A:1794:U:C2’ 1:A:1794:U:02 2.55 0.53
7:G:136: TYR:HA 7:G:148:.1LE:HD11 1.90 0.53
16:P:13:LYS:O 16:P:15:GLN:N 2.38 0.53
33:6:84:CYS:SG 33:6:85:GLY:N 2.81 0.53
1:A:123:A:H3’ 1:A:124:U:H5” 1.91 0.53
1:A:1549:U:02 1:A:1549:U.04’ 2.27 0.53
28:1:5:LEU:HD23 28:1:80:ILE:HD11 1.91 0.53
27:0:13:CYS:O 27:0:13:CYS:SG 2.67 0.53
1:A:3735:A:N6 1:A:3753:G:C6 2.77 0.53
1:A:257:U:02 1:A:258:U:H5” 2.09 0.53
1:A:521:U:02 1:A:522:A:05 2.23 0.53
1:A:1203:A:N1 18:R:113:LEU:HD21 2.24 0.53
1:A:2737:.C:.C¥’ 1:A:2737:C.C6 2.85 0.53
6:F:314:GLN:HE21 6:F:314:GLN:HA 1.74 0.53
6:F:138:LEU:HG 6:F:144:1LE:HG22 1.91 0.53
1:A:3726:U:H4’ 1:A:3727:A:H5” 1.90 0.53
10:J:174:VAL:HG11 | 10:J:213: THR:HG23 1.89 0.53
18:R:143:PRO:HB2 18:R:174:ASN:HB2 1.91 0.53
1:A:2188:U:02’ 1:A:2200:A:N7 2.41 0.52
13:M:82:ARG:HG2 13:M:97:PHE:CD2 2.45 0.52
23:W:29:THR:HG21 23:W:144:CYS:SG 2.49 0.52
1:A:3306:G:N3 5:E:247:ALA:HB1 2.24 0.52
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1:A:773:A:02 1:A:774:A:H8 1.93 0.52
23:W:20:VAL:O 23:W:145:HIS:ND1 2.43 0.52
6:F:30: THR:HG21 6:F:125:CYS:HB3 1.92 0.52
20:T:128:GLY:O 20:T:129:ASN:HB2 2.09 0.52
15:0:82:LEU:HD21 15:0:100:ILE:HD11 1.92 0.52
32:5:115:LEU:HB3 32:5:117:LEU:CD1 2.40 0.52
11:K:53:TYR:CD2 11:K:144:VAL:HG11 2.45 0.52
1:A:29:C:OP1 16:P:191:ALA:HB2 2.10 0.52
34:7:44:1LE:HD12 34:7:67:1ILE:HD11 1.92 0.52
1:A:3258:C:02’ 1:A:3260:G:OP2 2.28 0.52
25:Y:111:ILE:HD11 25:Y:132:PHE:CG 2.44 0.52
14:N:70:PRO:HD3 21:U:9:LEU:HD21 1.92 0.52
32:5:191:VAL:HG23 32:5:191:VAL:O 2.10 0.52
6:F:134:THR:HG22 6:F:150:VAL:CG2 2.39 0.52
6:F:156:ASN:HD21 6:F:255:SER:H 1.58 0.52
28:1:11:1LE:HG22 28:1:82:PRO:HA 1.92 0.52
9:1:76:LYS:HD3 9:I.78:LEU:HD12 1.90 0.52
32:5:98:LEU:HD11 32:5:144: THR:CG2 2.39 0.52
34:7:66:PHE:HE2 34:7:79:VAL:HG12 1.75 0.52
6:F:289:ILE:HD11 19:S:28:LEU:HG 1.92 0.52
1:A:2737:C:05’ 1:A:2737:C:H6 1.92 0.51
14:N:69:ILE:CD1 14:N:74:LEU:HD21 2.40 0.51
3:C:141:U:H¥’ 25:Y:104: THR:HG21 1.90 0.51
10:J:160:VAL:HG13 | 10:J:192:VAL:HG11 1.91 0.51
1:A:544:C:02 1:A:544:C.04’ 2.23 0.51
1:A:3015:A:04’ 1:A:3016:G:C6 2.63 0.51
1:A:1644:U:H5 1:A:2102:A:N1 2.08 0.51
1:A:3247:U:C6 1:A:3270:A:N6 2.79 0.51
1:A:1753:U:H2’ 1:A:1754:G:04’ 2.11 0.51
4:D:5:ILE:HG22 4:D:208:GLU:O 2.10 0.51
&:H:62:VAL:HB &:H:63:PRO:CD 2.40 0.51
1:A:771:U0:02 1:A:771:U:04’ 2.28 0.51
1:A:3627:C:C6 1:A:3627:C:C5’ 2.94 0.51
6:F:147:LEU:HD11 6:F:176:LEU:HD21 1.93 0.51
8:H:5:VAL:HG22 8:H:59: TRP:CZ3 2.46 0.51
1:A:2832:A:N3 1:A:2832:A:H2 2.26 0.51
1:A:3458:A:H2’ 1:A:3459:A:04 2.10 0.51
4:D:104:ILE:HD11 4:D:116:LEU:HD21 1.93 0.51
1:A:3699:A:H2’ 1:A:3700:G:04’ 2.11 0.51
19:S:175:LYS:O 19:S:180:ARG:NH1 2.42 0.51
1:A:3016:G:C3’ 1:A:3017:A:H5” 2.36 0.51
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1133:A:C2 1:A:1163:A:C2 2.99 0.51
1:A:1092:A:H2’ 1:A:1093:G:04’ 2.10 0.51
1:A:3629:U:C4 1:A:3630:U:C4 2.99 0.51
12:1:94:ILE:CD1 12:L:115:LEU:HD21 2.37 0.51
5:E:148:1ILE:HG22 5:E:189:LEU:HD11 1.92 0.51
6:F:137:VAL:HG11 6:F:144:.1ILE:HD12 1.91 0.51
15:0:73:ILE:HD12 15:0:78:LEU:HD12 1.93 0.51
22:V:41:VAL:HG21 22:V:65:ILE:HD11 1.92 0.51
11:K:83:VAL:HG11 | 11:K:101:LEU:HD22 1.93 0.51
4:D:127:VAL:HG11 4:D:133:TYR:HA 1.93 0.51
1:A:3615:A:C2 14:N:32:LEU:HD11 2.46 0.51
1:A:3657:G:C2 1:A:3658:G:C6 2.99 0.51
25:Y:143:ILE:CG2 25:Y:158:VAL:HG21 2.40 0.51
1:A:3627:C:H2’ 1:A:3627:C:02 2.10 0.51
8:H:111:ILE:HG23 8:H:125:VAL:HG13 1.93 0.51
7:G:18:VAL:HG12 7:G:70: THR:HG22 1.93 0.50
&:H:62:VAL:HB &:H:63:PRO:HD2 1.93 0.50
16:P:63:ARG:NH1 16:P:132:GLU:OE2 2.45 0.50
26:7:32:SER:HB2 26:7:105:LEU:HD12 1.92 0.50
1:A:1822:A:N1 1:A:2004:U:H5 2.08 0.50
14:N:116:ILE:HG22 14:N:120:ARG:HE 1.76 0.50
1:A:2814:U:H2’ 1:A:2815:G:H8 1.76 0.50
1:A:3675:A:H2’ 1:A:3676:C.04’ 2.12 0.50
17:Q:9:TYR:CD2 17:Q:97:LEU:HD13 2.46 0.50
5:E:133:SER:O 5:E:136:VAL:HG22 2.12 0.50
12:L:197:ARG:O 12:1:200: ASN:HB2 2.12 0.50
1:A:3699:A:02’ 1:A:3704:A:N1 2.39 0.50
1:A:1473:A:H8 1:A:1473:A:H5” 1.75 0.50
11:K:144:VAL:O 11:K:144:VAL:HG12 2.12 0.50
18:R:60:VAL:HG21 18:R:98:ALA:HA 1.93 0.50
1:A:2677:A:H61 11:K:95:GLN:HE22 1.60 0.50
1:A:3658:G:C1’ 1:A:3659:C:P 3.00 0.50
1:A:976:G:OP2 20:T:91:LYS:NZ 2.44 0.50
1:A:3657:G:N2 1:A:3658:G:N1 2.60 0.49
32:5:141:PRO:HA 32:5:242: TRP:CD2 2.47 0.49
1:A:609:C:H3¥ 1:A:610:U:H5’ 1.93 0.49
1:A:703:U:H2’ 1:A:704:U:C6 2.46 0.49
9:1:88:PRO:O 9:1:90:GLU:N 2.46 0.49
1:A:2588:A:0P1 13:M:63: THR:HG21 2.11 0.49
27:0:12:ALA:HB2 27:0:19:ARG:HH12 1.77 0.49
1:A:66:A:0P2 12:1:99:ARG:NH2 2.45 0.49
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14:N:11:GLU:O 14:N:14:1ILE:HG13 2.12 0.49
10:J:100: THR:HG21 10:J:198:LYS:HA 1.93 0.49
1:A:257:U.C4’ 1:A:258:U:OP1 2.60 0.49
1:A:1523:A:H2’ 1:A:1524:U.04’ 2.13 0.49
7:G:21:ILE:HD11 7:G:125:MET:SD 2.51 0.49
1:A:3426:G:H5” 13:M:14:ARG:HB3 1.95 0.49
1:A:1908:U:C2’ 1:A:1909:U:H5’ 2.42 0.49
1:A:308:U:HO2’ 1:A:309:G:P 2.36 0.49
1:A:3239:U:02 5:E:247:ALA:HB3 2.13 0.49
1:A:723:A:N6 1:A:3228:U:0OP1 2.43 0.49
1:A:3111:U:.04 1:A:3111:U:02 2.31 0.49
3:C:105:U:C4 3:C:106:G:C6 3.01 0.49
14:N:31:CYS:SG 14:N:74:LEU:HB3 2.52 0.49
3:C:37:A:H2 3:C:38:G:HY” 1.95 0.49
1:A:237:A:H2’ 1:A:238:G:04’ 2.12 0.49
1:A:217:A:H2 6:F:164:. THR:HG21 1.95 0.49
14:N:59:ALA:O 14:N:61:1ILE:N 2.46 0.49
1:A:1881:C:02’ 1:A:1882:U:.0%’ 2.29 0.49
35:8:96:ILE:HG21 35:8:105:ARG:HG2 1.95 0.49
25:Y:153:ILE:HG23 | 25:Y:174:LEU:HD22 1.94 0.49
18:R:83:LEU:HB3 18:R:88:ILE:HG23 1.94 0.49
1:A:1534:U:HO2’ 1:A:1535:G:P 2.33 0.48
23:W:29:THR:HG23 | 23:W:119:VAL:HG11 1.94 0.48
15:0:73: ILE:HD11 15:0:102: VAL:HG13 1.94 0.48
23:W:8:ILE:HG21 23:W:11.LEU:HG 1.95 0.48
7:G:102:PHE:CZ 7:G:129:VAL:HG21 2.48 0.48
4:D:104:1ILE:CG2 4:D:146: THR:HG21 2.43 0.48
1:A:3387:U:H2’ 1:A:3388:U:04’ 2.13 0.48
32:5:249:1LE:O 32:5:253:1LE:HG13 2.13 0.48
31:4:37:PRO:O 31:4:39:PHE:N 2.44 0.48
1:A:374:A:H2 1:A:375:A:04° 2.13 0.48
9:1:29:ILE:HD12 9:1:39:ALA:HB2 1.95 0.48
13:M:31:SER:HB2 13:M:104:1ILE:HD11 1.95 0.48
9:I:61:ILE:HG12 9:1:105:VAL:HG23 1.94 0.48
8:H:20:ILE:HG22 8:H:25:VAL:HG12 1.96 0.48
1:A:2954:A:H2’ 1:A:2955:C:.04 2.13 0.48
36:9:53:GLN:O 36:9:54:ARG:HG2 2.14 0.48
1:A:2814:U.C2’ 1:A:2815:G:H8 2.27 0.48
8:H:58:MET:HB2 8:H:69:ILE:HD12 1.96 0.48
12:L:16:TRP:CZ3 12:L:19:ARG:HD3 2.48 0.48
16:P:67:ARG:O 16:P:71:ARG:NH2 2.46 0.48

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK

§& EMDataBank




Page 40

wwPDB EM Map/Model Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
3:C:100:A:H5” 30:3:65:LYS:HG3 1.94 0.48
1:A:2401:C:HY1’ 1:A:3736:A:C8 2.48 0.48
2:B:22:G:N7 2:B:53:U:H2’ 2.28 0.48
5:E:67:LEU:HD21 5:E:72:ILE:CD1 2.43 0.48
15:0:100:ILE:HD12 15:0:122:ILE:HD11 1.94 0.48
10:J:257:LYS:O 10:J:261:LEU:HD22 2.14 0.48
18:R:60:VAL:HG22 18:R:80:SER:HB2 1.95 0.48
27:0:56:LEU:O 27:0:59:THR:HG22 2.14 0.48
1:A:3627:C:H6 1:A:3627:C:0% 1.97 0.48
25:Y:130:LEU:HD11 | 25:Y:183:VAL:CG2 2.44 0.48
33:6:17:LEU:O 33:6:20: VAL:HG22 2.14 0.48
1:A:40:A:N7 15:0:29:PRO:O 2.47 0.48
1:A:2925:U:04’ 1:A:2925:U:02 2.29 0.47
1:A:3711:U:02 1:A:3711:U:04’ 2.29 0.47
1:A:3119:A:HY’ 12:1L:200:ASN:HB3 1.95 0.47
16:P:84:PRO:HA 16:P:87:GLN:HB2 1.96 0.47
18:R:95: TYR:CE1 18:R:163:ALA:HB2 2.50 0.47
1:A:239:U:04’ 1:A:239:U:02 2.29 0.47
25:Y:134:CYS:HB3 25:Y:143:ILE:HD11 1.96 0.47
1:A:1511:U:HY’ 1:A:1512:A:C8 2.50 0.47
19:S:30: VAL:HG12 19:S:52:LEU:HB3 1.96 0.47
27:0:20:ILE:HG12 27:0:39:LEU:HD23 1.95 0.47
1:A:3623:A:H4’ 1:A:3623:A:0P1 2.14 0.47
8:H:54:.1LE:HD11 8:H:76:LEU:HD13 1.96 0.47
1:A:2812:G:C4 1:A:2813:U:.C6 3.03 0.47
1:A:257:U:HO2’ 1:A:258:U:C1’ 2.27 0.47
8:H:66:LEU:N 8:H:66:LEU:HD23 2.29 0.47
34:7:80:ARG:HD3 34:7:112:LEU:HD23 1.96 0.47
14:N:35:TYR:HB3 14:N:73:ARG:HG2 1.97 0.47
1:A:858:C:H3¥’ 1:A:859:C:H5” 1.96 0.47
8:H:3: THR:HA 21:U:150:GLN:HE22 1.78 0.47
1:A:1747.U.H4’ 1:A:2102:A:H4’ 1.96 0.47
25:Y:116: THR:O 25:Y:120:ALA:HB3 2.14 0.47
1:A:2549:A:N3 1:A:2549:A:C2’ 2.77 0.47
1:A:3631:U:H6 1:A:3631:U:H3’ 1.79 0.47
6:F:235:LEU:HD22 6:F:240:LEU:HD11 1.96 0.47
14:N:30:LEU:HD23 14:N:77:-LEU:HD23 1.96 0.47
11:K:8:ILE:HD12 11:K:32:1LE:HG23 1.95 0.47
1:A:3629:U:C4 1:A:3630:U:04 2.67 0.47
1:A:1575:C:C5’ 6:F:42:. THR:HG21 2.45 0.47
1:A:1572:U:02 1:A:1572:U:04’ 2.30 0.47
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1794:U:02 1:A:1794:U:H2’ 2.14 0.47
1:A:1598:A:C2 1:A:2649:A:C4 3.03 0.47
3:C:110:G:H4’ 3:C:145:A:H5’ 1.96 0.47
3:C:20:G:02 3:C:21:A:0P2 2.32 0.47
1:A:2634:A:0P2 5:E:244:ARG:NH2 2.48 0.47
25:Y:115:LEU:HD21 25:Y:133:MET:CE 2.44 0.47
16:P:136: VAL:HG11 | 16:P:152:ILE:HG21 1.97 0.47
6:F:218:LYS:HA 6:F:229:LEU:HD13 1.96 0.47
1:A:3347:C:02 5:E:263:ARG:NH1 2.48 0.47
14:N:10:GLU:O 14:N:14:1LE:HG23 2.14 0.47
1:A:1444:A:H3 1:A:1445:A:.C5’ 2.44 0.47
3:C:37:A:C2’ 3:C:38:G:HbY” 2.45 0.47
6:F:134:THR:HG22 6:F:150:VAL:HG21 1.97 0.47
14:N:128:ARG:O 14:N:131:VAL:HG22 2.14 0.47
1:A:3707:U:OP1 5:E:117:ARG:NH1 2.48 0.47
11:K:92: TYR:CE2 11:K:96:LEU:HD11 2.49 0.47
1:A:2812:G:N2 1:A:2813:U:HY1’ 2.30 0.47
14:N:81:ILE:CG2 14:N:99: THR:HG21 2.45 0.47
16:P:148:LYS:0O 16:P:149:ILE:HG12 2.15 0.47
1:A:2812:G:HO2’ 1:A:2813:U:C%’ 2.27 0.46
5:E:226:VAL:HG11 5:E:246:VAL:CG2 2.44 0.46
1:A:1644:U:C5H 1:A:2102:A:N1 2.83 0.46
25:Y:130:LEU:HD12 | 25:Y:174:.LEU:HD21 1.97 0.46
17:Q:38:ARG:HG2 17:Q:41:ALA:HB2 1.97 0.46
1:A:751:U:03 6:F:33:ARG:NH1 2.48 0.46
1:A:2219:A:02’ 1:A:2220:U:05’ 2.30 0.46
1:A:1580:G:0OP2 15:0:9:ARG:NH2 2.49 0.46
1:A:694:U:OP1 23:W:188:GLN:HA 2.14 0.46
1:A:3654:C:CH 1:A:3655:U:CH 3.03 0.46
13:M:120:VAL:HB 13:M:138:1ILE:HD12 1.96 0.46
4:D:82:MET:SD 4:D:88:.ILE:HD11 2.55 0.46
21:U:14:HIS:HA 21:U:109:GLU:HG2 1.97 0.46
11:K:18:LEU:HD23 | 11:K:119:LEU:HD12 1.97 0.46
1:A:227:A:N7 1:A:1538:U:H?’ 2.29 0.46
20:T:18:LYS:HA 20:T:21:ILE:HD12 1.97 0.46
5:E:78:ILE:HD13 5:E:308:PHE:HZ 1.81 0.46
1:A:3016:G:H4’ 1:A:3017:A:0OP2 2.15 0.46
17:Q:50:VAL:HG11 17:Q:149:CYS:SG 2.55 0.46
16:P:127:VAL:HG23 | 16:P:128:TYR:CD2 2.51 0.46
32:5:107:LYS:O 32:5:111:VAL:HG23 2.16 0.46
1:A:2812:G:HO2’ 1:A:2813:U:C4’ 2.25 0.46

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK

§& EMDataBank




Page 42

wwPDB EM Map/Model Validation Report

Continued from previous page...

Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
15:0:100:ILE:CD1 15:0:122:ILE:HD11 2.45 0.46
6:F:76:1LE:HG21 6:F:96:CYS:SG 2.55 0.46
1:A:107:C:02’ 1:A:332:A:N3 2.44 0.46
1:A:1322:G:H2’ 1:A:1323:A:C8 2.50 0.46
1:A:1070:A:C4 1:A:1518:A:C2 3.03 0.46
1:A:1536:U:C2’ 1:A:1537:G:OP1 2.64 0.46
1:A:664:U:H4’ 1:A:665:U:OP1 2.16 0.46
2:B:5:U:0OP1 7:G:144:ARG:NH2 2.47 0.46
1:A:1086:C:H5” 1:A:1086:C:H6 1.81 0.46
1:A:3629:U:02 1:A:3630:U:.C6 2.69 0.46
1:A:3654:C:C6 1:A:3655:U:H5 2.34 0.46
13:M:47:CYS:0O 13:M:48:LEU:C 2.54 0.46
1:A:3627:C:C6 1:A:3627:C:05’ 2.69 0.46
11:K:8:ILE:HD12 11:K:32:ILE:CG2 2.46 0.46
1:A:3613:A:C6 1:A:3614:A:C2 3.04 0.46
1:A:1881:C:02’ 1:A:1882:U:.C6 2.64 0.46
1:A:1118:A:C2 1:A:1177:A:C4 3.04 0.46
1:A:733:C:H?’ 1:A:734:A:C8 2.51 0.46
6:F:222:ARG:O 6:F:223:ASN:CB 2.64 0.46
1:A:3028:A:H2’ 1:A:3028:A:N3 2.31 0.46
26:7:63:HIS:O 26:7:63:HIS:ND1 2.48 0.46
11:K:9:ASP:HB2 11:K:116:LYS:HB3 1.96 0.46
3:C:42:U:H3’ 3:C:43:G:HY’ 1.98 0.46
16:P:146:ASN:O 16:P:150:ASN:HB2 2.16 0.46
2:B:26:C:HY’ 2:B:27:A:0OP2 2.16 0.46
26:7:39:ARG:O 26:7:42:TYR:O 2.34 0.46
1:A:1470:A:H2 1:A:1471:A:04 2.16 0.46
1:A:3594:G:C2 1:A:3611:A:C2 3.04 0.46
7:G:43:GLN:N 7:G:43:GLN:HE21 2.14 0.46
14:N:72:LYS:O 21:U:165: THR:HG22 2.16 0.46
1:A:2628:G:N2 1:A:2632:C:.02’ 2.49 0.46
1:A:3658:G:C2 1:A:3659:C:C2 3.04 0.45
11:K:10:CYS:HA 11:K:13:HIS:HD2 1.81 0.45
11:K:10:CYS:SG 11:K:34:ALA:HB1 2.56 0.45
1:A:3613:A:N1 1:A:3614:A:C2 2.84 0.45
28:1:23:ALA:HB1 28:1:43:VAL:HG12 1.99 0.45
18:R:95:TYR:CZ 18:R:163:ALA:HB2 2.51 0.45
1:A:270:U:02’ 1:A:271:G:OP2 2.31 0.45
1:A:103:A:03’ 12:L:67:ARG:NH2 2.49 0.45
17:Q:91:1LE:HD13 17:Q:133:GLN:OE1 2.16 0.45
10:J:169:VAL:HG22 | 10:J:203:LEU:HD21 1.97 0.45
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:136:U:02 1:A:136:U:04 2.33 0.45
1:A:3656:A:N1 1:A:3657:G:C6 2.84 0.45
32:5:117:.LEU:HD11 | 32:5:124:VAL:HG12 1.97 0.45
21:U:86:VAL:HB 21:U:135:ILE:HG22 1.97 0.45
25:Y:138:ALA:HBI1 25:Y:143:1ILE:HD13 1.97 0.45
34:7:24:LEU:HD21 34:7:44:1LE:HG13 1.99 0.45
1:A:1216:C:N4 1:A:1217:U:C4 2.85 0.45
35:8:82:MET:SD 35:8:94:VAL:HG11 2.56 0.45
5:E:325:VAL:HG11 5:E:333:1LE:CD1 2.46 0.45
1:A:3658:G:HO2’ 1:A:3659:C:H6 1.65 0.45
1:A:2737:.C:05%’ 1:A:2737:C:.C6 2.70 0.45
25:Y:130:LEU:HD11 | 25:Y:183:VAL:HG21 1.99 0.45
1:A:809:A:0P1 15:0:132: VAL:HG13 2.17 0.45
7:G:100:GLY:HA3 7:G:154:VAL:HG23 1.99 0.45
1:A:2408:G:H4’ 20:T:78:GLY:O 2.16 0.45
1:A:3698:U:03’ 5:E:331:ARG:NH2 2.50 0.45
4:D:196: TRP:C 4:D:197:PRO:O 2.55 0.45
1:A:2101:U:H3% 1:A:2102:A:HY 1.99 0.45
16:P:3:ALA:O 16:P:7:ILE:HG23 2.16 0.45
1:A:3344:C:H2’ 1:A:3345:U:04’ 2.17 0.45
1:A:702:U:02 1:A:702:U:04 2.34 0.45
1:A:3632:U:C2’ 1:A:3633:U:HY’ 2.44 0.45
11:K:10:CYS:HB3 11:K:40:1LE:HG12 1.99 0.45
1:A:3524:G:H2’ 1:A:3525:A:04 2.16 0.45
33:6:77:ASN:ND2 33:6:91:SER.:.OG 2.41 0.45
1:A:2163:A:02’ 1:A:3439:G:H4’ 2.17 0.45
1:A:10:G:C2’ 1:A:11:A:0P1 2.64 0.45
6:F:314:GLN:HE21 6:F:314:GLN:CA 2.28 0.45
10:J:160:VAL:HG11 | 10:J:186:LEU:HD13 1.98 0.45
13:M:19:LEU:HD21 13:M:25:ILE:HG21 1.99 0.45
9:1:86: VAL:CG1 9:1:96: LEU:HD22 2.46 0.45
3:C:149:C:0OP1 16:P:38:ARG:HD3 2.17 0.45
12:L:59:CYS:SG 12:L:69:ARG:HG2 2.57 0.45
1:A:379:G:H4’ 1:A:406:A:N1 2.32 0.45
1:A:3629:U:C6 1:A:3629:U:0P2 2.70 0.45
19:S:51:ARG:CB 19:S:82:VAL:HG11 2.44 0.45
28:1:72:1LE:HD12 28:1:111:VAL:HG22 1.99 0.45
20:T:9:LEU:HD22 20:T:37:ARG:HD3 1.99 0.45
1:A:1306:A:N3 1:A:1456:C:02’ 2.45 0.45
32:5:157:LEU:HD21 | 32:5:201:LEU:HD13 1.98 0.45
17:Q:5:PRO:O 17:Q:6:ALA:HB3 2.17 0.45
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Atom-1 Atom-2 distance (A) overlap (A)
8:H:93:LEU:HD12 8:H:178:ILE:HD12 1.99 0.45
19:S:23:ASN:C 19:S:23:ASN:HD22 2.21 0.45
2:B:23:A:C2 2:B:118:A:02’ 2.70 0.45
15:0:73:ILE:HD11 15:0:102: VAL:CG1 2.47 0.44
13:M:31:SER:CB 13:M:104:1ILE:HD11 2.46 0.44
9:I:63:LEU:HD12 36:9:40:LEU:HD22 2.00 0.44
1:A:1103:A:C5h 1:A:1231:A:C2 3.05 0.44
1:A:594:C:02 1:A:594:C:.C2’ 2.65 0.44
28:1:4:LEU:HD22 33:6:65:LEU:HB3 1.98 0.44
1:A:3656:A:C6 1:A:3657:G:C6 3.05 0.44
5:E:249:1LE:CG2 5:E:257:VAL:HG13 2.46 0.44
1:A:812:U:H2’ 15:0:139:ALA:HB1 1.99 0.44
13:M:125:ALA:HB2 13:M:138:ILE:CD1 2.44 0.44
9:1.75:THR:OG1 9:1:86:VAL:HG22 2.18 0.44
1:A:433:A:H2’ 1:A:434:C.04’ 2.17 0.44
1:A:2208:G:H21 1:A:3754:A:HS8 1.65 0.44
1:A:3123:C:02 12:L:202:ARG:CZ 2.58 0.44
23:W:A4AT:TYR:O 23:W:51:VAL:HG12 2.17 0.44
1:A:3628:C:03’ 1:A:3629:U:H6 2.01 0.44
1:A:3660:A:H4’ 1:A:3661:A:0P1 2.17 0.44
1:A:2734:C:0P2 1:A:2734:C:C5 2.70 0.44
1:A:1897:G:H2’ 1:A:1898:U.04 2.18 0.44
14:N:38: TYR:HH 21:U:5:ILE:N 2.15 0.44
15:0:75:VAL:HB 15:0:116:LEU:HD21 2.00 0.44
22:V:117:ILE:HG13 22:V:129:ILE:HD11 1.99 0.44
1:A:3585:A:HY1’ 11:K:167:TYR:HB2 2.00 0.44
5:E:235:LEU:HB3 5:E:239:THR:HG21 1.98 0.44
6:F:316:LYS:CB 6:F:324:VAL:HG21 2.48 0.44
1:A:3459:A:H2’ 1:A:3460:C:.04’ 2.18 0.44
27:0:12:ALA:HB2 27:0:19:ARG:NH1 2.33 0.44
3:C:145:A:H? 3:C:146:C:C6 2.53 0.44
1:A:1057:C:02’ 1:A:3173:G:02’ 2.34 0.44
1:A:1850:U:02’ 1:A:1969:A:N6 2.50 0.44
1:A:3726:U:H4’ 1:A:3727:A:CY%’ 2.48 0.44
4:D:127:VAL:HG21 4:D:134:ALA:HB2 1.99 0.44
33:6:54:ILE:O 33:6:58: VAL:HG23 2.18 0.44
8:H:45:1LE:HD11 8:H:54:1LE:HD12 1.98 0.44
1:A:975:G:C6 1:A:976:G:N1 2.86 0.44
9:1:212:ASN:O 9:1:213:ASP:CB 2.66 0.44
16:P:201:LEU:O 16:P:202:ARG:CB 2.66 0.44
1:A:1035:G:N1 4:D:207:VAL:HG11 2.33 0.44
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Atom-1 Atom-2 distance (A) | overlap (A)
1:A:299:A:P 16:P:68:ARG:HH22 2.41 0.44
33:6:44:LEU:HD12 33:6:95:1LE:HD11 1.99 0.44
1:A:1207:U:H2’ 1:A:1208:G:04’ 2.18 0.44
1:A:3006:A:H2’ 1:A:3007:A:04’ 2.18 0.44
1:A:3008:A:H2’ 1:A:3009:G:04’ 2.18 0.44
1:A:2441:U:H2’ 1:A:2442:A:C5H 2.53 0.44
1:A:3630:U:H6 1:A:3630:U:05’ 2.01 0.43
32:5:115:LEU:HB3 32:5:117:LEU:HD13 2.00 0.43
1:A:1299:G:H2’ 1:A:1300:G:04’ 2.18 0.43
1:A:2833:U:02’ 10:J:60:ARG:NH1 2.49 0.43
1:A:3328:A:N7 4:D:215:ASN:ND2 2.65 0.43
1:A:93:C:0OP2 1:A:3103:C:02’ 2.29 0.43
1:A:3658:G:N2 1:A:3659:C:C1’ 2.80 0.43
1:A:3526:U:02 1:A:3526:U:04’ 2.34 0.43
1:A:979:G:N3 1:A:979:G:H3’ 2.33 0.43
21:U:21:ARG:HB3 21:U:33:VAL:HG12 2.01 0.43
1:A:2550:C:H3’ 1:A:2550:C:02 2.18 0.43
1:A:1910:C:C6 1:A:1910:C:.0%’ 2.72 0.43
4:D:46:LYS:HG3 4:D:62:ILE:HD12 2.00 0.43
1:A:3667:C:H5” 1:A:3669:U:0OP2 2.19 0.43
1:A:715:U:02’ 1:A:716:C:C6 2.71 0.43
1:A:1648:U:H2’ 1:A:1649:G:04’ 2.18 0.43
1:A:1578:G:OP2 6:F:109:ARG:NH1 2.52 0.43
1:A:3628:C:H3’ 1:A:3629:U.C6 2.50 0.43
6:F:331:ALA:HB3 32:5:57:THR:HG21 2.00 0.43
35:8:85:LEU:HD13 35:8:117:VAL:HG21 2.00 0.43
14:N:59:ALA:HB2 14:N:92:LEU:HD22 2.01 0.43
1:A:1818:C:H5” 20:T:95:ILE:HD13 2.00 0.43
6:F:262:VAL:O 6:F:273: THR:HG22 2.18 0.43
1:A:1121:G:C6 1:A:1122:A:N1 2.86 0.43
1:A:3035:A:H3’ 1:A:3036:A:C8 2.53 0.43
1:A:2951:U:H2’ 1:A:2952:U.04’ 2.19 0.43
34:7:57:-VAL:HG13 34:7:99:.THR:HG23 2.00 0.43
3:C:19:G:C6 3:C:20:G:N1 2.87 0.43
1:A:3025:U:H2’ 1:A:3026:G:04’ 2.18 0.43
29:2:57:VAL:HG23 29:2:108:LEU:HD22 2.01 0.43
18:R:33:ARG:HG2 18:R:37:ILE:HD12 2.00 0.43
1:A:1435:G:C2 1:A:1436:A:C2 3.07 0.43
1:A:296:A:0P1 16:P:97:ASN:ND2 2.48 0.43
1:A:2144:U:H5” 1:A:2145:A:04’ 2.18 0.43
1:A:493:C:HY’ 1:A:494:U:04 2.19 0.43
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Atom-1 Atom-2 distance (A) | overlap (A)
2:B:7:G:0P2 18:R:28: THR:HG22 2.19 0.43
11:K:14:LEU:HD12 11:K:14:LEU:HA 1.93 0.43
1:A:2650:A:H2’ 1:A:2651:A:C8 2.53 0.43
1:A:195:A:N1 1:A:196:A:N6 2.67 0.43
19:S:8:VAL:O 19:S:8:VAL:HG13 2.19 0.43
19:S:8:VAL:O 19:S:10:ARG:N 2.51 0.43
1:A:3340:U:OP2 5:E:241:ARG:NH1 2.46 0.43
1:A:3572:A:N3 1:A:3572:A:H?’ 2.33 0.43
1:A:2551:U:.0%’ 1:A:2551:U:C6 2.70 0.43
5:E:180:ILE:CD1 5:E:192:VAL:HG22 2.48 0.43
1:A:3752:C:N4 1:A:3753:G:C6 2.86 0.43
2:B:102:C:H2’ 2:B:103:A:04’ 2.19 0.43
6:F:37:ILE:HD11 6:F:126:SER:HB2 2.00 0.43
9:1:120:LEU:HB3 9:1:189:LEU:HD11 2.00 0.43
1:A:1222:U:02’ 1:A:1223:U:05’ 2.34 0.43
5:E:280:TYR:CE1 5:E:351:VAL:HG21 2.53 0.43
1:A:84:U:02 1:A:101:C:N4 2.51 0.43
1:A:530:U:0OP1 32:5:79:ARG:NH2 2.52 0.43
1:A:3615:A:N1 14:N:32:LEU:HD11 2.33 0.43
6:F:164:THR:HG22 6:F:220:ALA:O 2.19 0.43
36:9:71:LYS:HD2 36:9:107: THR:HG21 2.01 0.43
14:N:32:LEU:HB2 14:N:77:LEU:HD21 2.00 0.43
1:A:3669:U:04 36:9:39:ARG:O 2.37 0.43
1:A:382:A:N3 1:A:385:G:HY’ 2.33 0.43
2:B:74:A:N3 21:U:59:LYS:NZ 2.55 0.43
1:A:2733:A:H2’ 1:A:2734:C:H6 1.80 0.42
28:1:11:ILE:HD11 28:1:43:VAL:HG11 2.01 0.42
1:A:2667:C:N4 1:A:3300:A:04’ 2.52 0.42
5:E:110:VAL:HG11 5:E:114:PHE:CD1 2.53 0.42
14:N:24:PHE:O 14:N:29:ARG:HG3 2.18 0.42
1:A:643:G:H1’ 1:A:684:G:N2 2.34 0.42
21:U:165:THR:HG23 21:U:165:THR:O 2.19 0.42
22:V:117:ILE:CG1 22:V:129:ILE:HD11 2.49 0.42
16:P:201:LEU:HD12 | 16:P:205:ARG:NH1 2.34 0.42
12:L:73:GLY:HA3 12:L:97:ASP:HB2 2.01 0.42
30:3:24:LEU:HB3 30:3:53: VAL:HG22 2.01 0.42
3:C:126:C:0OP1 30:3:64:ARG:NH2 2.52 0.42
10:J:71:TRP:HB3 10:J:75:ILE:HD11 2.00 0.42
3:C:147:U:HY 3:C:148:C:04’ 2.19 0.42
1:A:2683:A:H2’ 1:A:2684:G:04 2.19 0.42
1:A:1024:U:02’ 4:D:12:ARG:NH2 2.52 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
1:A:2813:U:02’ 1:A:2814:U:C6 2.70 0.42
8:H:60:PHE:CE1 14:N:51:ILE:HD11 2.54 0.42
36:9:46:1LE:HD11 36:9:122:ILE:HG12 2.00 0.42
32:5:233:ALA:HB2 32:5:242:TRP:CZ2 2.54 0.42
7:G:12:ILE:HG23 7:G:162: TRP:CD1 2.54 0.42
1:A:1272:U:OP2 35:8:43:ARG:NH2 2.52 0.42
1:A:2026:G:H2’ 1:A:2027:A:04’ 2.19 0.42
19:S:100:CYS:HA 19:S:120:LEU:O 2.20 0.42
3:C:78:U:02 3:C:78:U:04’ 2.37 0.42
1:A:952:U:0P1 20:T:85:ASN:HB?2 2.19 0.42
1:A:258:U:H6 1:A:258:U:H5” 1.84 0.42
16:P:201:LEU:HD12 16:P:205:ARG:CZ 2.50 0.42
1:A:3662:U:H3’ 1:A:3663:A:H5’ 2.01 0.42
6:F:7:VAL:HG12 6:F:21:GLU:HB3 2.01 0.42
1:A:2470:A:H4’ 1:A:2473:A:HT’ 2.01 0.42
1:A:184:U.C2’ 1:A:185:A:0P1 2.68 0.42
1:A:1030:C:02 1:A:1036:A:N1 2.52 0.42
1:A:3474:C:0OP1 5:E:219:LYS:HD2 2.19 0.42
19:S:86: THR:HA 19:S:105:THR:CG2 2.49 0.42
21:U:86:VAL:CB 21:U:135:1ILE:HG22 2.50 0.42
13:M:20:PRO:HA 13:M:53:ALA:HA 2.01 0.42
1:A:546:C:N3 21:U:80:ARG:NH2 2.64 0.42
1:A:1575:C:H5” 6:F:42: THR:HG21 2.02 0.42
17:Q:41:ALA:HB3 17:Q:139:ARG:NH2 2.35 0.42
1:A:1537:G:H8 1:A:1537:G:H5” 1.84 0.42
35:8:32:TRP:CZ2 35:8:53:PRO:HD2 2.54 0.42
1:A:1254:G:OP1 17:Q:98:ARG:NH1 2.52 0.42
1:A:2199:A:N6 1:A:2414:G:04’ 2.52 0.42
12:1.:89:ALA:HB1 12:L:94:.1LE:HG12 2.01 0.42
1:A:256:A:C2 1:A:257:U:C2 3.08 0.42
3:C:27:U:.0OP1 26:7:15:ARG:NH1 2.53 0.42
1:A:3585:A:N6 1:A:3593:U:02’ 2.52 0.42
11:K:188:ILE:HD11 14:N:138:LEU:HG 2.00 0.42
34:7:68: TRP:HZ3 34:7:72:VAL:HG13 1.83 0.42
11:K:2:TYR:CZ 36:9:66:LYS:HA 2.54 0.42
1:A:2474:C:0OP1 4:D:193:ARG:NH2 2.53 0.42
1:A:595:U:02 1:A:595:U:04’ 2.38 0.42
15:0:63:LEU:HD12 15:0:65:LYS:HG2 2.02 0.42
1:A:3632:U:H2’ 1:A:3633:U:H6 1.85 0.42
5:E:329:LYS:O 5:E:330:LYS:HB2 2.19 0.42
4:D:191:VAL:HG12 4:D:191:VAL:O 2.19 0.42
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Atom-1 Atom-2 distance (A) overlap (A)
14:N:48:ILE:HD12 14:N:48:ILE:C 2.39 0.42
29:2:37:ASN:ND2 29:2:39:ASN:O 2.53 0.42
1:A:1911:A:HS8 1:A:1911:A:05% 2.02 0.42
1:A:101:C.0O4’ 1:A:101:C:02 2.36 0.42
1:A:1560:U:OP1 35:8:105:ARG:NH2 2.52 0.42
1:A:3585:A:H2’ 1:A:3586:U:04’ 2.19 0.42
1:A:1121:G:C2 1:A:1122:A:C2 3.07 0.42
1:A:1895:U:H2’ 1:A:1896:C:C6 2.55 0.42
36:9:41:TYR:HB3 36:9:134:LEU:HD13 2.01 0.42
21:U:51:TRP:HA 21:U:51: TRP:CE3 2.55 0.42
10:J:97:PHE:CZ 10:J:180:VAL:HG13 2.55 0.42
30:3:121:VAL:O 30:3:121:VAL:HG12 2.20 0.42
3:C:38:G:02’ 3:C:39:C:P 2.78 0.42
32:5:94:PHE:CD2 32:5:253:ILE:HD11 2.55 0.42
21:U:83:ASN:HD21 | 21:U:152:LEU:HD21 1.84 0.42
16:P:66:VAL:HG21 16:P:102:ALA:HB2 2.02 0.42
12:L:56:ILE:HD11 12:1:110:LYS:HD2 2.02 0.42
1:A:2506:A:H2’ 1:A:2507:A:C8 2.54 0.42
1:A:112:U:02’ 1:A:113:C:H5” 2.20 0.42
15:0:3:THR:HA 15:0:6:LYS:HG3 2.01 0.42
21:U:18:ILE:HD11 21:U:46:ALA:HB1 2.02 0.42
1:A:1908:U:C4 1:A:1909:U:04 2.73 0.41
1:A:257:U:.02 1:A:258:U:C5’ 2.69 0.41
1:A:1098:U:H4’ 32:5:168:VAL:HG13 2.01 0.41
1:A:717:G:H4’ 1:A:1583:G:C6 2.55 0.41
13:M:138:ILE:HG23 13:M:138:ILE:O 2.20 0.41
14:N:31:CYS:SG 14:N:76:LEU:HD23 2.60 0.41
12:L:185:ALA:HB1 | 15:0:146:LEU:HD13 2.02 0.41
1:A:950:G:H2’ 1:A:951:A:04’ 2.20 0.41
21:U:58:ASN:HD21 22:V:152:ILE:CD1 2.33 0.41
1:A:2210:U:OP2 20:T:73:ARG:NH1 2.54 0.41
1:A:2736:A:N6 1:A:2813:U:N3 2.60 0.41
1:A:2814:U:02’ 1:A:2815:G:C5H’ 2.68 0.41
36:9:56: GLN:HA 36:9:56:GLN:NE2 2.34 0.41
1:A:123:A:C2’ 1:A:123:A:N3 2.83 0.41
1:A:723:A:C8 1:A:727:A:C6 3.09 0.41
1:A:2549:A:H2’ 1:A:2549:A:N3 2.35 0.41
5:E:110:VAL:CG1 5:E:114:PHE:CD1 3.03 0.41
3:C:69:A:C2 3:C:99:G:C5 3.07 0.41
6:F:382:ALA:HB1 6:F:386:LYS:NZ 2.35 0.41
17:Q:190:ILE:O 17:Q:190:ILE:HG23 2.19 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:3629:U:C2’ 1:A:3630:U:C%’ 2.97 0.41
9:1:59:VAL:HG21 9:1:203: TYR:HE2 1.86 0.41
1:A:3776:U:02 34:7:114:ASN:ND2 2.53 0.41
21:U:85:GLY:CA 21:U:138:ILE:HD11 2.50 0.41
1:A:1186:A:C6 22:V:110:LYS:HG2 2.56 0.41
21:U:36:MET:-HE?2 21:U:38:ILE:HD11 2.03 0.41
16:P:169:GLY:O 16:P:173:ARG:HG3 2.20 0.41
1:A:2981:A:H2’ 1:A:2982:A:C8 2.55 0.41
1:A:2156:A:0P1 5:E:244:ARG:NH1 2.52 0.41
20:T:11:ALA:HA 20:T:21:.1ILE:HD11 2.01 0.41
3:C:60:G:H2’ 3:C:61:C:04’ 2.21 0.41
33:6:33:CYS:SG 33:6:59:ILE:HD12 2.59 0.41
1:A:36:U:04 1:A:47:A:02 2.31 0.41
1:A:2438:A:04’ 1:A:3317:A:H4’ 2.19 0.41
1:A:123:A:02’ 1:A:124:U:OP1 2.30 0.41
1:A:889:U:0OP2 12:1:191:ARG:NH2 2.53 0.41
15:0:40:HIS:CD2 15:0:41:MET:HG3 2.55 0.41
30:3:68:LEU:HD23 30:3:82:LEU:HD21 2.03 0.41
20:T:97:ARG:O 20:T:101:LEU:HG 2.19 0.41
6:F:209:ILE:N 6:F:209:ILE:HD12 2.36 0.41
18:R:199:LEU:HD12 | 18:R:236:GLU:HG2 2.01 0.41
17:Q:152:LEU:HA 17:Q:152:LEU:HD23 1.96 0.41
7:G:94:LYS:O 7:G:96:PHE:N 2.53 0.41
1:A:3272:U:H2’ 1:A:3273:G:04’ 2.21 0.41
5:E:37:LYS:O 5:E:183:GLY:HA2 2.21 0.41
1:A:3671:A:OP1 36:9:97:ILE:HD11 2.21 0.41
7:G:40:LEU:HD12 7:G:79:ILE:HD12 2.03 0.41
1:A:3443:A:H2’ 1:A:3444:G:HY’ 2.02 0.41
14:N:42:LEU:HD21 14:N:105:PHE:CE2 2.55 0.41
33:6:37:LEU:HD13 33:6:62: TYR:HB3 2.03 0.41
1:A:3631:U:N3 1:A:3655:U:C2 2.89 0.41
11:K:79:LEU:HD12 | 11:K:103:VAL:HG11 2.02 0.41
8:H:20:ILE:HD12 8:H:20:ILE:C 2.41 0.41
1:A:3623:A:N7 9:1:211:ARG:HD2 2.36 0.41
21:U:18:ILE:HG23 21:U:67:LEU.HD21 2.01 0.41
36:9:68:VAL:HG11 36:9:77:TYR:CE1 2.56 0.41
1:A:2736:A:N1 1:A:2813:U:.C2 2.88 0.41
1:A:2737:C.C4’ 1:A:2737:C:.C6 3.04 0.41
1:A:63:A:H4’ 16:P:186:ARG:O 2.21 0.41
6:F:147:LEU:HD13 6:F:152:LEU:CD1 2.49 0.41
13:M:56:LEU:HD21 13:M:87: TRP:CZ3 2.56 0.41
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Interatomic Clash

Atom-1 Atom-2 distance (A) overlap (A)
1:A:2004:U:04’ 1:A:2004:U:02 2.37 0.41
13:M:104:1ILE:HD12 13:M:112:LYS:HD3 2.03 0.41
19:S:6:LYS:O 19:S:8:VAL:N 2.53 0.41
1:A:1540:G:C8 1:A:1565:G:C2 3.09 0.41
1:A:1759:A:H2’ 1:A:1760:A:04 2.21 0.41
8:H:21:ASN:HA 8:H:21:ASN:HD22 1.70 0.41
19:S:62:LEU:HD23 19:S:140:GLY:HA2 2.02 0.41
24:X:44:LEU:HD22 24:X:132:PHE:CE1 2.55 0.41
1:A:1646:C:H2’ 1:A:1647:U.C6 2.56 0.41
28:1:13:ILE:O 28:1:19:ALA:O 2.39 0.41
3:C:107:A:C8 3:C:108:A:C8 3.09 0.41
34:7:27.LEU:HD11 34:7:47:ILE:HD12 2.02 0.41
22:V:41:VAL:HG13 22:V:97:VAL:HG13 2.02 0.41
1:A:1642:G:N7 5:E:5:LYS:NZ 72.45 0.41
1:A:1745:G:H4’ 20:T:9:LEU:HD21 2.02 0.41
1:A:2208:G:H2’ 1:A:2209:C:.04’ 2.20 0.41
1:A:156:U:0OP2 10:J:152:GLY:HA?2 2.21 0.41
5:E:45:ALA:HB3 5:E:178:VAL:HG13 2.03 0.41
6:F:54:VAL:HG21 6:F:101:MET:SD 2.61 0.41
4:D:229:ALA:HB3 4:D:234:LYS:HG3 2.01 0.41
5:E:56:ILE:HB 5:E:76:CYS:SG 2.61 0.41
9:1:178:LYS:HE2 9:1:182:1LE:HD11 2.02 0.41
1:A:2970:U:OP1 1:A:3096:U:02’ 2.36 0.41
20:T:137:-LEU:HD23 20:T:137:LEU:O 2.21 0.41
1:A:3353:A:N7 1:A:3526:U:H5 2.19 0.40
17:Q:38:ARG:CG 17:Q:41:ALA:HB2 2.50 0.40
1:A:716:C:OP1 35:8:21:GLN:NE2 2.54 0.40
1:A:3631:U:C3’ 1:A:3631:U:C6 3.04 0.40
1:A:972:G:N2 20:T:128:GLY:O 2.53 0.40
28:1:72:1LE:CD1 28:1:111: VAL:HG22 2.51 0.40
1:A:1008:U:H2’ 1:A:1009:C:.04’ 2.22 0.40
1:A:2409:G:OP1 1:A:2411:C:N4 2.54 0.40
1:A:3195:C: 05’ 1:A:3195:C:02 2.40 0.40
1:A:3016:G:C2’ 1:A:3016:G:N3 2.84 0.40
9:1:71:ARG:O 9:1:92: ASN:ND2 2.54 0.40
16:P:59:PHE:HE1 16:P:149:1LE:HD12 1.86 0.40
1:A:1206:U:H4’ 1:A:1207:U.OP1 2.21 0.40
7:G:40:LEU:CD1 7:G:79:ILE:HD12 2.52 0.40
1:A:506:A:H2’ 1:A:507:G:C8 2.56 0.40
15:0:99:VAL:HA 15:0:123:VAL:HB 2.03 0.40
1:A:3075:A:HY 1:A:3076:G:04 2.21 0.40
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)
1:A:1244:G:N2 1:A:3176:A:04’ 2.54 0.40
1:A:1965:U:.04’ 1:A:1965:U:02 2.39 0.40
1:A:715:U:H2 1:A:716:C:CH 2.56 0.40
30:3:68:LEU:HD23 30:3:82:LEU:HD11 2.04 0.40
1:A:824:U:H2’ 1:A:825:G:04’ 2.21 0.40
1:A:193:C:H2’ 1:A:194:A:04 2.21 0.40
1:A:2680:A:H2’ 1:A:2681:U:04’ 2.22 0.40
1:A:1020:C:H2’ 1:A:1021:G:04 2.22 0.40
1:A:3630:U:02’ 1:A:3631:U:H5” 2.22 0.40
12:1:22: ARG:HG3 16:P:198:LEU:HD22 2.04 0.40
5:E:325:VAL:HG11 5:E:333:ILE:HD13 2.03 0.40
1:A:1467:C:HY’ 35:8:60:ASN:HA 2.04 0.40
24:X:66:ASP:O 24:X:74:THR:HB 2.22 0.40
8:H:68:CYS:0O 8:H:72:VAL:HG23 2.21 0.40
18:R:110:LEU:HA 18:R:110:LEU:HD13 1.97 0.40
1:A:2165:G:H2’ 1:A:2166:G:04’ 2.21 0.40

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 PDB entries followed by that with respect to all EM
entries.

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
4 D 245/260 (94%) 225 (92%) | 15 (6%) 5 (2%)
5 E 378/386 (98%) 345 (91%) | 26 (7%) 7 (2%)
6 F 388/411 (94%) 359 (92%) | 20 (5%) 9 (2%)
7 G 116/173 (67%) 106 (91%) 7 (6%) 3 (3%)
8 H 183/190 (96%) 150 (82%) | 26 (14%) | 7 (4%)
9 I 203/221 (92%) 179 (88%) | 15 (7%) 9 (4%)
10 J 225/283 (80%) 203 (90%) | 16 (7%) 6 (3%)

Continued on next page...

WO RLDWIDE

PROTEIN DATA BANK

% EMDataBank



http://wwpdb.org/validation/2016/EMValidationReportHelp#torsion_angles
http://wwpdb.org/validation/2016/EMValidationReportHelp#protein_backbone

Page 52

wwPDB EM Map/Model Validation Report

3J79

Continued from previous page...

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
11 K 199/202 (98%) 185 (93%) | 10 (5%) 4 (2%)
12 L 209/215 (97%) 183 (88%) | 17 (8%) 9 (4%)
13 M 130/139 (94%) 119 (92%) 8 (6%) 3 (2%)
14 N 144/165 (87%) 135 (94%) 5 (4%) 4 (3%)
15 O 145/148 (98%) 133 (92%) | 12 (8%) 0
16 P 202/205 (98%) 185 (92%) | 11 (5%) 6 (3%)
17 Q 185/219 (84%) 157 (85%) | 22 (12%) | 6 (3%)
18 R 244 /294 (83%) 218 (89%) | 17 (7%) 9 (4%)
19 S 184/187 (98%) 167 (91%) | 12 (6%) 5 (3%)
20 T 179/182 (98%) 172 (96%) 4 (2%) 3 (2%)
21 U 178/184 (97%) 166 (93%) 9 (5%) 3 (2%)
22 A% 153/161 (95%) 134 (88%) | 13 (8%) 6 (4%)
23 W 166,/203 (82%) 152 (92%) | 13 (8%) 1 (1%)
24 X 95/139 (68%) 86 (90%) 6 (6%) 3 (3%)
25 Y 99/190 (52%) 93 (94%) 6 (6%) 0
26 Z 119/126 (94%) 102 (86%) | 14 (12%) | 3 (2%)
27 0 60/162 (37%) 55 (92%) 3 (5%) 2 (3%)
28 1 136,/146 (93%) 125 (92%) | 10 (7%) 1 (1%)
29 2 96,/127 (76%) 85 (88%) 9 (9%) 2 (2%)
30 3 117/124 (94%) 104 (89%) | 10 (8%) 3 (3%)
31 4 64/67 (96%) 56 (88%) 5 (8%) 3 (5%)
32 5 221/257 (86%) 197 (89%) | 20 (9%) 4 (2%)
33 6 96,/108 (89%) 92 (96%) 2 (2%) 2 (2%)
34 7 92/120 (77%) 88 (96%) 4 (4%) 0
35 8 123/131 (94%) 109 (89%) | 10 (8%) 4 (3%)
36 9 101/140 (72%) 86 (85%) | 12 (12%) | 3 (3%)
37 a 104/150 (69%) 98 (94%) 4 (4%) 2 (2%)
38 b 91/112 (81%) 86 (94%) 3 (3%) 2 (2%)
39 c 87/92 (95%) 68 (78%) | 15 (17%) | 4 (5%)
40 d 68/87 (78%) 65 (96%) 3 (4%) 0
41 e 39/51 (76%) 38 (97%) 1 (3%) 0

Continued on next page...
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
42 f 49/128 (38%) | 45 (92%) | 4 (8%) 0 100 ] [100]
43 g 35/39 (90%) 31 (89%) | 4 (11%) 0 |
44 h 83/96 (86%) 74 (89%) | 8 (10%) | 1 (1%) 16 60
45 i 93,/104 (89%) 82 (88%) | 7(8%) | 4 (4%) 25
Al | Al | 6124/7124 (86%) | 5538 (90%) | 438 (7%) | 148 (2%) 43

All (148) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
4 D 197 PRO
5 E 18 PRO
6 F 102 PHE
7 G 130 HIS
7 G 143 ARG
8 H 53 TYR
8 H 110 ARG
9 I 88 PRO
9 I 89 TYR
9 I 213 ASP

10 J 61 PRO
10 J 241 ASP
11 K 108 PRO
11 K 188 ILE
12 L 65 ASN
12 L 131 LYS
12 L 168 LYS
12 L 169 PRO
13 M 12 LYS
13 M 48 LEU
16 P 51 LEU
18 R 58 SER
18 R 90 VAL
18 R 152 ILE
19 S 7 ASN
19 S 8 VAL
20 T 129 ASN
27 0 32 ASP
30 3 4 VAL
30 3 119 LEU
32 5 116 ARG
33 6 71 HIS
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Mol | Chain | Res | Type
35 8 123 LYS
37 a 10 HIS
37 a 75 ALA
39 c 24 ARG

4 D 13 GLY
5t E 183 GLY
5t E 196 LEU
6 F 267 ILE
6 F 321 ASN
8 H 147 GLY
9 | 53 SER
9 I 216 LEU
10 J 242 ASN
12 L 92 ILE
14 N 8 THR
16 P 150 ASN
17 Q 172 GLY
18 R 114 ASN
18 R 151 GLY
18 R 171 GLY
19 S 9 GLY
20 T 15 LYS
21 U 154 ARG
22 \Y 23 HIS
22 \Y 45 CYS
22 A% 56 ASN
23 W 68 GLY
24 X 76 ASN
24 X 78 LYS
24 X 135 PHE
27 0 14 SER
28 1 42 LEU
30 3 76 LYS
31 4 20 GLY
32 5 204 CYS
38 b 18 ASN
39 c 40 CYS
45 i 68 VAL
45 i 93 GLY
45 i 95 ASP
5t E 62 LYS
5 E 254 PRO

Continued on next page...
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Mol | Chain | Res | Type
6 F 265 GLY
6 F 295 SER
6 F 314 GLN
7 G 95 ASN
9 I 36 ARG
9 I 159 MET
10 J 75 ILE
11 K 110 PRO
12 L 130 ASN
13 M 136 SER
14 N 31 CYS
16 P 14 LYS
16 P 186 ARG
17 Q 14 ASN
18 R 44 TYR
18 R 229 ASN
19 S 41 ASN
19 S 184 ALA
20 T 4 THR
22 v 82 LYS
22 \Y% 124 ASN
22 \Y% 134 GLU
26 Z 10 SER
26 Z 82 GLU
29 2 38 VAL
29 2 60 LYS
32 5 177 GLN
36 9 54 ARG
45 i 15 LYS
4 D 180 LEU
5 E 68 HIS
6 F 17 ASN
9 I 19 VAL
9 I 49 LYS
14 N 60 PHE
16 P 202 ARG
17 Q 6 ALA
17 Q 24 ARG
18 R 124 LYS
21 U 134 ARG
21 U 183 ARG
32 5 172 ALA

Continued on next page...
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Mol | Chain | Res | Type
35 8 64 LYS
36 9 66 LYS
36 9 104 VAL
39 c 46 LYS

4 D 144 LYS
5t E 330 LYS
8 H 52 LYS
8 H 137 PRO
10 J 51 ARG
12 L 4 HIS
17 Q 23 CYS
17 Q 60 ILE
35 8 27 ARG
35 8 41 ARG
38 b 86 THR
44 h 18 TYR
6 F 223 ASN
8 H 62 VAL
12 L 50 ILE
31 4 38 ASN
8 H 131 VAL
10 J 101 LEU
4 D 127 VAL
31 4 36 ASP
6 F 19 VAL
12 L 137 GLY
16 P 149 ILE
33 6 103 ILE
14 N 46 VAL
39 c 65 GLY
11 K 190 PRO
26 V/ 84 VAL

5.3.2 Protein sidechains (1)

In the following table, the Percentiles column shows the percent sidechain outliers of the chain
as a percentile score with respect to all PDB entries followed by that with respect to all EM

entries.

The Analysed column shows the number of residues for which the sidechain conformation was

analysed, and the total number of residues.
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 D 191/202 (95%) 174 (91%) 17 (9%) 12 44
5t E 335/340 (98%) 311 (93%) 24 (7%) 18 57

6 F 336/352 (96%) 306 (91%) 30 (9%)
7 G 110/155 (71%) 94 (86%) 16 (14%)
8 H 164/173 (95%) 139 (85%) | 25 (15%)
9 I 189/203 (93%) 169 (89%) | 20 (11%)
10 J 211/260 (81%) 189 (90%) | 22 (10%)
11 K 181/182 (100%) | 163 (90%) | 18 (10%)
12 L 190/194 (98%) 168 (88%) | 22 (12%)
13 M 106,/110 (96%) 88 (83%) 18 (17%)
14 N 134/152 (88%) 112 (84%) | 22 (16%)
15 O 121/122 (99%) 114 (94%) 7 (6%)
16 P 179/180 (99%) 162 (90%) | 17 (10%)
17 Q 165/190 (87%) 156 (94%) 9 (6%)
18 R 214/254 (84%) 185 (86%) | 29 (14%)
19 S 158/159 (99%) 141 (89%) | 17 (11%)
20 T 161/163 (99%) 144 (89%) | 17 (11%)
21 U 162/166 (98%) 148 (91%) 14 (9%)
22 \Y% 140/144 (97%) 134 (96%) 6 (4%) 35 |75
23 W 128/178 (72%) 113 (88%) | 15 (12%) 71 30
24 X 92/131 (70%) 88 (96%) 4 (4%) 35 |75
25 Y 90/177 (51%) 84 (93%) 6 (7%) 20 60
26 Z 111/115 (96%) 94 (85%) 17 (15%) 317
27 0 53/146 (36%) 47 (89%) 6 (11%) 7] 31
28 1 127/132 (96%) 115 (91%) 12 (9%) 111 41
29 2 97/118 (82%) 91 (94%) 6 (6%) 23 64
30 3 110/115 (96%) 94 (86%) 16 (14%) 4419
31 4 60/61 (98%) 54 (90%) 6 (10%) 9] 37
32 5 201/231 (87%) 180 (90%) | 21 (10%) 9] 35
33 6 83/92 (90%) 69 (83%) 14 (17%) 20113
34 7 90/112 (80%) 71 (79%) 19 (21%) 147
35 8 114/120 (95%) 97 (85%) 17 (15%) 44017
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
36 9 90/127 (71%) 73 (81%) | 17 (19%) |
37 a 89/128 (70%) 79 (89%) | 10 (11%) 32
38 b 82/97 (84%) 76 (93%) 6 (7%)

39 c 73/77 (95%) 65 (89%) 8 (11%)
40 d 69/83 (83%) 62 (90%) 7 (10%)
41 e 40/48 (83%) 33 (82%) 7 (18%)
42 f 45/114 (40%) 40 (89%) 5 (11%)
43 g 34/35 (97%) 32 (94%) 2 (6%)
44 h 70/80 (88%) 66 (94%) 4 (6%) 25 67
45 i 87/93 (94%) 80 (92%) 7 (8%) 151 52
All All 5482/6311 (87%) | 4900 (89%) | 582 (11%) 13] 34

All (582) residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
4 D 9 ARG
4 D 32 LEU
4 D 40 TYR
4 D 47 ASP
4 D 67 GLU
4 D 102 LEU
4 D 120 THR
4 D 125 THR
4 D 139 GLN
4 D 177 LYS
4 D 193 ARG
4 D 194 ASN
4 D 204 MET
4 D 207 VAL
4 D 227 ARG
4 D 235 VAL
4 D 245 LEU
5 E 10 ARG
5 E 13 SER
5 E 24 ARG
5t E 30 ARG
5 E 53 MET
5 E 56 ILE
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Mol | Chain | Res | Type
5t E 59 GLU
5 E 104 THR
5 E 112 ASP
5 E 113 GLU
5 E 117 ARG
5t E 134 LEU
5t E 196 LEU
5 E 202 VAL
5 E 216 SER
5 E 223 THR
5 E 233 LYS
5 E 241 ARG
5t E 243 LEU
5t E 253 HIS
5 E 260 GLN
5 E 287 ASP
5 E 292 SER
5 E 334 THR
6 F 39 SER
6 F 55 LYS
6 F 73 VAL
6 F 75 ARG
6 F 86 ARG
6 F 92 PHE
6 F 95 MET
6 F 122 TYR
6 F 126 SER
6 F 140 ARG
6 F 144 ILE
6 F 152 LEU
6 F 170 PHE
6 F 182 ARG
6 F 212 GLU
6 F 230 CYS
6 F 232 VAL
6 F 254 GLU
6 F 257 PHE
6 F 312 ARG
6 F 313 LEU
6 F 314 GLN
6 F 316 LYS
6 F 318 SER

Continued on next page...
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Mol | Chain | Res | Type
6 F 321 ASN
6 F 325 ARG
6 F 333 LYS
6 F 369 GLN
6 F 371 ILE
6 F 376 TYR
7 G 12 ILE
7 G 18 VAL
7 G 23 VAL
7 G 25 GLU
7 G 28 ASP
7 G 40 LEU
7 G 43 GLN
7 G 67 CYS
7 G 77 LEU
7 G 99 THR
7 G 126 ASP
7 G 141 ARG
7 G 144 ARG
7 G 160 MET
7 G 165 THR
7 G 166 LYS
8 H 6 SER
8 H 36 ARG
8 H 41 LEU
8 H 43 ILE
8 H 45 ILE
8 H 46 ARG
8 H 47 LEU
8 H 48 ASN
8 H 55 LYS
8 H 57 VAL
8 H 70 ARG
8 H 73 CYS
8 H 93 LEU
8 H 109 THR
8 H 111 ILE
8 H 119 GLU
8 H 150 ILE
8 H 153 VAL
8 H 155 LEU
8 H 162 GLN
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Mol | Chain | Res | Type
8 H 165 LEU
8 H 166 CYS
8 H 169 LYS
8 H 172 ARG
8 H 184 THR
9 I 33 TYR
9 I 37 LYS
9 I 40 SER
9 I 62 ILE
9 I 73 ILE
9 | 78 LEU
9 I 82 LEU
9 I 83 LEU
9 I 96 LEU
9 | 99 VAL
9 I 102 ARG
9 I 105 VAL
9 | 108 SER
9 I 110 ASN
9 I 111 ILE
9 I 170 ARG
9 | 175 LYS
9 I 185 ASP
9 I 204 LEU
9 I 216 LEU

10 J 44 LEU
10 J 75 ILE

10 J 85 LEU
10 J 96 GLN
10 J 106 THR
10 J 110 LEU
10 J 113 LEU
10 J 129 LEU
10 J 159 LEU
10 J 169 VAL
10 J 179 LEU
10 J 183 LEU
10 J 186 LEU
10 J 200 LYS

10 J 217 LEU
10 J 234 VAL
10 J 235 CYS
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Mol | Chain | Res | Type
10 J 244 ASP
10 J 246 ARG
10 J 259 MET
10 J 261 LEU
10 J 272 GLU
11 K 1 MET
11 K 14 LEU
11 K 15 LEU
11 K 18 LEU
11 K 35 VAL
11 K 38 GLU
11 K 55 GLU
11 K 57 LEU
11 K 59 LEU
11 K 67 LYS
11 K 98 LEU
11 K 121 SER
11 K 124 ARG
11 K 132 ARG
11 K 135 CYS
11 K 137 LEU
11 K 164 LYS
11 K 201 TYR
12 L 18 GLN
12 L 19 ARG
12 L 20 HIS
12 L 38 ARG
12 L 39 GLU
12 L 43 LYS
12 L 48 THR
12 L 50 ILE
12 L 61 THR
12 L 62 GLN
12 L 63 ARG
12 L 84 LEU
12 L 91 THR
12 L 94 ILE
12 L 99 ARG
12 L 122 LEU
12 L 136 ILE
12 L 169 PRO
12 L 170 PHE
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Mol | Chain | Res | Type
12 L 174 ILE
12 L 190 ARG
12 L 201 ARG
13 M 11 ASN
13 M 14 ARG
13 M 30 ASN
13 M 34 LYS
13 M 38 ILE
13 M 48 LEU
13 M 50 ARG
13 M 51 LEU
13 M 55 SER
13 M 56 LEU
13 M 59 MET
13 M 60 VAL
13 M 73 LYS
13 M 85 LYS
13 M 89 ARG
13 M 123 GLU
13 M 130 LYS
13 M 131 LEU
14 N 14 ILE
14 N 29 ARG
14 N 31 CYS
14 N 46 VAL
14 N 48 ILE
14 N 52 THR
14 N 54 VAL
14 N 56 VAL
14 N 62 THR
14 N 64 VAL
14 N 67 MET
14 N 75 LYS
14 N 80 ARG
14 N 92 LEU
14 N 101 VAL
14 N 102 LEU
14 N 118 LYS
14 N 120 ARG
14 N 127 GLU
14 N 138 LEU
14 N 144 THR
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Mol | Chain | Res | Type
14 N 146 LYS
15 O 4 ARG
15 O 5 PHE
15 O 9 ARG
15 O 21 ARG
15 O 22 VAL
15 O 104 ARG
15 O 132 VAL
16 P 7 ILE
16 P 15 GLN
16 P 22 LEU
16 P 46 ASP
16 P 49 ARG
16 P 51 LEU
16 P 76 LYS
16 P 83 LYS
16 P 93 LYS
16 P 98 LEU
16 P 105 LYS
16 P 118 ASN
16 P 133 VAL
16 P 148 LYS
16 P 149 ILE
16 P 188 SER
16 P 203 LYS
17 Q 38 ARG
17 Q 39 LYS
17 Q 87 LEU
17 Q 88 ARG
17 Q 96 VAL
17 Q 98 ARG
17 Q 153 ARG
17 Q 154 ARG
17 Q 187 LYS
18 R 21 ARG
18 R 23 ARG
18 R 38 LEU
18 R 41 LYS
18 R 44 TYR
18 R 56 THR
18 R 69 ILE
18 R 72 ASP
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Mol | Chain | Res | Type
18 R 77 GLU
18 R 82 GLU
18 R 88 ILE
18 R 103 LEU
18 R 104 LEU
18 R 107 ARG
18 R 114 ASN
18 R 153 THR
18 R 159 ASN
18 R 165 LEU
18 R 166 LYS
18 R 169 CYS
18 R 190 ASN
18 R 197 ASN
18 R 209 THR
18 R 223 ASN
18 R 233 ASP
18 R 238 MET
18 R 243 HIS
18 R 273 LEU
18 R 274 ASN
19 S 16 ARG
19 S 17 LYS
19 S 19 LEU
19 S 23 ASN
19 S 28 LEU
19 S 38 ARG
19 S 48 ILE
19 S 74 HIS
19 S 80 VAL
19 S 84 SER
19 S 87 ASP
19 S 94 LEU
19 S 113 GLU
19 S 131 THR
19 S 136 VAL
19 S 177 ARG
19 S 187 LYS
20 T 3 LEU
20 T 20 LYS
20 T 24 ASP
20 T 42 LYS
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Mol | Chain | Res | Type
20 T 59 ARG
20 T 79 LYS
20 T 83 THR
20 T 88 THR
20 T 104 LEU
20 T 141 ILE
20 T 152 LYS
20 T 162 ARG
20 T 166 GLN
20 T 169 ARG
20 T 170 ASN
20 T 176 LYS
20 T 180 VAL
21 U 12 ASN
21 U 35 ARG
21 U 60 LEU
21 U 67 LEU
21 U 91 ASP
21 U 94 THR
21 U 105 ASP
21 U 106 THR
21 U 107 THR
21 U 124 ARG
21 U 144 ARG
21 U 145 ARG
21 U 176 SER
21 U 184 MET
22 v 41 VAL
22 \Y 42 ASP
22 \Y 61 LYS
22 A% 69 THR
22 \Y 84 ARG
22 A% 153 GLU
23 W 16 LYS
23 W 23 ARG
23 W 34 ARG
23 W 45 LYS
23 W 48 LEU
23 W 50 ASP
23 W 51 VAL
23 W 61 ARG
23 W 69 ARG
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Mol | Chain | Res | Type
23 W 87 SER
23 W 103 GLU
23 W 105 ARG
23 i 107 LEU
23 W 123 ARG
23 W 153 ILE
24 X 60 LEU
24 X 71 ASP
24 X 93 THR
24 X 116 ILE
25 Y 106 ASP
25 Y 127 ILE
25 Y 134 CYS
25 Y 150 LEU
25 Y 167 ASP
25 Y 187 ILE
26 Z 4 ASN
26 Z 13 LYS
26 7 14 MET
26 7 20 THR
26 Z 26 ARG
26 Z 27 ARG
26 Z 34 LEU
26 Z 53 ASP
26 Z 59 ARG
26 7 62 ASN
26 7 72 ILE
26 Z 82 GLU
26 Z 86 ARG
26 Z 103 VAL
26 Z 105 LEU
26 V/ 111 ASP
26 7 119 ASP
27 0 29 ILE
27 0 37 PHE
27 0 46 LEU
27 0 51 LYS
27 0 60 GLN
27 0 68 LYS
28 1 5 LEU
28 1 9 LYS
28 1 26 VAL
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Mol | Chain | Res | Type
28 1 61 LYS
28 1 63 VAL
28 1 74 CYS
28 1 106 ASN
28 1 108 LYS
28 1 114 LEU
28 1 117 ILE
28 1 123 LEU
28 1 124 GLU
29 2 3 ASN
29 2 23 ASN
29 2 34 ASP
29 2 37 ASN
29 2 86 MET
29 2 96 HIS
30 3 18 LEU
30 3 31 LEU
30 3 42 LYS
30 3 43 ASN
30 3 46 ILE
30 3 52 ASN
30 3 55 ARG
30 3 61 ASN
30 3 67 GLU
30 3 76 LYS
30 3 77 PHE
30 3 87 THR
30 3 97 LYS
30 3 98 GLN
30 3 104 LEU
30 3 119 LEU
31 4 13 ASN
31 4 21 ILE
31 4 28 LYS
31 4 51 GLN
31 4 62 LYS
31 4 63 GLN
32 5 49 LYS
32 5 53 LEU
32 5 54 ARG
32 5 58 LEU
32 5 59 ARG
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Mol | Chain | Res | Type
32 5 115 LEU
32 5 128 VAL
32 5 129 ASN
32 5 134 GLU
32 5t 137 LYS
32 5 149 THR
32 5 156 LEU
32 5 160 ARG
32 5 176 ILE
32 5 181 ASP
32 5 182 ILE
32 5 210 LYS
32 5 224 ARG
32 5 231 ARG
32 5 236 GLU
32 5 250 ASN
33 6 19 LEU
33 6 21 MET
33 6 22 LYS
33 6 28 PHE
33 6 33 CYS
33 6 46 ILE
33 6 50 ASN
33 6 54 ILE
33 6 55 GLN
33 6 67 LYS
33 6 77 ASN
33 6 80 LEU
33 6 89 ARG
33 6 101 SER
34 7 21 THR
34 7 25 SER
34 7 32 CYS
34 7 36 LYS
34 7 39 ARG
34 7 57 VAL
34 7 58 ARG
34 7 67 ILE
34 7 72 VAL
34 7 74 ASN
34 7 78 ARG
34 7 80 ARG
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Mol | Chain | Res | Type
34 7 85 ARG
34 7 88 ASN
34 7 99 THR
34 7 101 VAL
34 7 110 LYS
34 7 112 LEU
34 7 114 ASN
35 8 4 LYS
35 8 21 GLN
35 8 26 MET
35 8 33 ARG
35 8 41 ARG
35 8 47 LYS
35 8 49 THR
35 8 63 THR
35 8 67 LEU
35 8 73 LYS
35 8 76 VAL
35 8 87 MET
35 8 90 THR
35 8 103 LYS
35 8 111 ARG
35 8 113 LYS
35 8 125 ARG
36 9 42 GLU
36 9 51 ARG
36 9 53 GLN
36 9 54 ARG
36 9 56 GLN
36 9 57 ASP
36 9 67 ASN
36 9 68 VAL
36 9 69 ASN
36 9 71 LYS
36 9 81 ARG
36 9 100 ILE
36 9 106 ARG
36 9 113 VAL
36 9 125 LYS
36 9 131 VAL
36 9 136 TYR
37 a 4 ARG
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Mol | Chain | Res | Type
37 a 5 VAL
37 a 15 THR
37 a 48 LYS
37 a 66 ARG
37 a 74 ARG
37 a 86 ARG
37 a 90 MET
37 a 94 LEU
37 a 96 GLU
38 b 18 ASN
38 b 38 SER
38 b 50 GLU
38 b 74 LYS
38 b 81 LYS
38 b 93 LYS
39 c 18 THR
39 c 48 ARG
39 c 49 ARG
39 c 51 ASN
39 c 58 ARG
39 c 66 ARG
39 c 70 ILE
39 c 73 LEU
40 d 16 ARG
40 d 25 ILE
40 d 40 LYS
40 d 51 THR
40 d 62 ARG
40 d 65 ASN
40 d 76 TYR
41 e 4 ILE
41 e 5 LYS
41 e 6 ARG
41 e 18 ARG
41 e 38 ASN
41 e 42 ARG
41 e 48 LYS
42 f 9 LEU
42 f 11 GLN
42 f 41 ARG
42 f 46 ARG
42 f 51 LEU
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Mol | Chain | Res | Type
43 g 7 ARG
43 g 35 ARG
44 h 10 LEU
44 h 16 THR
44 h 17 ARG
44 h 47 THR
45 i 8 ARG
45 i 29 LYS
45 i 37 LEU
45 i 41 ARG
45 i 62 LYS
45 i 86 ARG
45 i 87 CYS

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (83) such
sidechains are listed below:

Mol | Chain | Res | Type
5t E 160 HIS
5 E 174 HIS
5 E 179 GLN
6 F 156 ASN
6 F 314 GLN
6 F 321 ASN
7 G 20 ASN
7 G 43 GLN
8 H 21 ASN
8 H 162 GLN
9 | 47 GLN
9 I 146 GLN
11 K 13 HIS
11 K 49 ASN
11 K 54 GLN
11 K 95 GLN
11 K 189 ASN
12 L 10 ASN
12 L 18 GLN
12 L 24 ASN
12 L 54 HIS
12 L 65 ASN
12 L 153 ASN
13 M 11 ASN
13 M 49 ASN
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Mol | Chain | Res | Type
15 O 118 HIS
16 P 15 GLN
16 P 32 GLN
16 P 141 ASN
16 P 145 ASN
16 P 180 HIS
17 Q 95 HIS
17 Q 183 GLN
18 R 47 GLN
18 R 68 HIS
18 R 180 ASN
18 R 190 ASN
18 R 197 ASN
18 R 223 ASN
18 R 249 ASN
18 R 274 ASN
19 S 7 ASN
19 S 23 ASN
19 S 124 GLN
20 T 19 ASN
20 T 57 HIS
20 T 129 ASN
21 U 15 GLN
21 U 45 ASN
21 U 58 ASN
21 U 131 ASN
21 U 162 HIS
22 v 56 ASN
25 Y 185 ASN
27 0 66 ASN
28 1 79 HIS
28 1 106 ASN
29 2 37 ASN
30 3 39 ASN
30 3 43 ASN
30 3 52 ASN
30 3 98 GLN
31 4 6 ASN
31 4 12 GLN
32 5 185 HIS
32 5 250 ASN
33 6 12 ASN
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Mol | Chain | Res | Type
34 7 64 ASN
35 8 78 ASN
36 9 56 GLN
36 9 108 HIS
37 a 6 HIS
37 a 12 HIS
37 a 52 GLN
38 b 18 ASN
38 b 98 GLN
39 c 51 ASN
39 c 79 ASN
40 d 65 ASN
42 f 8 GLN
42 f 14 ASN
42 f 33 ASN
45 i 3 ASN

5.3.3 RNA (D

Mol | Chain Analysed Backbone Outliers | Pucker Outliers
1 A 3163/3788 (83%) 934 (29%) 167 (5%)
2 B 117/119 (98%) 23 (19%) 1 (0%)
3 C 148/159 (93%) 43 (29%) 8 (5%)

All All 3428 /4066 (84%) 1000 (29%) 176 (5%)

All (1000) RNA backbone outliers are listed below:
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99

60

66

69

73

74

83

87

92

109

110

111

121

122

123
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130

133
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173
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181
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184

185

186

190

191

192

197

198

199

200

201

204

207

208

211

215

216

218

219

221
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235
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308
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310

313

315

324
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337
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344
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2813
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Mol | Chain | Res

Type

3381

3382

3391

3414

3434

3471

3476

3477

3526

3529

3575

3576

3590

3617

3623

3627

3658

3660

3661

3664

3667

3697

3711

3782
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35
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.
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5.6 Ligand geometry (i)

Of 168 ligands modelled in this entry, 168 are monoatomic - leaving 0 for Mogul analysis.
There are no bond length outliers.

There are no bond angle outliers.

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

No monomer is involved in short contacts.

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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