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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 4.80 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 |] -l 30
Ramachandran outliers NN | D 1.8%
Sidechain outliers I I D 7 .3%

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

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 1664 63% 23% 11%
2 B 1203 69% 24% —
3 C 335 61% 26% 9%
4 D 137 23% 18% 58%
5 E 215 77% 18% .
6 F 155 53% 10% 35%
7 G 326 39% 17% 41%
8 H 146 72% 16% 10%
9 I 125 54% 30% 14%
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Continued from previous page...
Mol | Chain | Length Quality of chain
10 J 70 79% 17% .o
11 K 142 51% 19% 29%
12 L 70 29% 27% 6% 39%
13 M 415 17% 8% - 75%
14 N 233 47% 15% 38%
15 O 627 25% 40% 8% - 26%
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2  Entry composition (i)

There are 16 unique types of molecules in this entry. The entry contains 37349 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 protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA190.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 A 1480 11686 7384 2030 2211 61 0 0

e Molecule 2 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA135.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
2 B 174 9327 5899 1635 1743 50 0 0

e Molecule 3 is a protein called DNA-DIRECTED RNA POLYMERASES I AND III SUBUNIT

RPACI.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
3 C 305 2423 1539 416 460 8 0 0

e Molecule 4 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA14.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
4 D o8 459 289 78 92 0 0

e Molecule 5 is a protein called DNA-DIRECTED RNA POLYMERASES [, II, AND III SUB-

UNIT RPABC 1.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
g b 212 1735 1102 306 316 11 0 0

e Molecule 6 is a protein called DNA-DIRECTED RNA POLYMERASES 1, IT, AND IIT SUB-
UNIT RPABC 2.
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Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
6 F 100 823 522 144 154 3 0 0

e Molecule 7 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA43.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
7 G 193 1520 982 259 274 5 0 0

e Molecule 8 is a protein called DNA-DIRECTED RNA POLYMERASES [, II, AND III SUB-

UNIT RPABC 3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
8 H 131 1052 664 176 208 4 0 0

e Molecule 9 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA12.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
J I 107 820 511 138 162 9 0 0

e Molecule 10 is a protein called DNA-DIRECTED RNA POLYMERASES I, II, AND III

SUBUNIT RPABC 5.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
10 J 69 569 362 101 100 6 0 0

e Molecule 11 is a protein called DNA-DIRECTED RNA POLYMERASES T AND IIT SUB-

UNIT RPAC2.
Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
1 K 101 793 496 130 162 5 0 0

e Molecule 12 is a protein called DNA-DIRECTED RNA POLYMERASES I, II, AND III
SUBUNIT RPABC 4.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
12 L 43 340 211 66 59 4 0 0
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e Molecule 13 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA49.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O
13 M 105 833 528 138 167 0 0

e Molecule 14 is a protein called DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA34.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
14 N 145 1151 735 188 224 4 0 0

e Molecule 15 is a protein called RNA POLYMERASE I-SPECIFIC TRANSCRIPTION INI-
TTATION FACTOR RRN3.

Mol | Chain | Residues Atoms AltConf | Trace
Total C N O S
15 0 163 3811 2473 623 694 21 0 0

e Molecule 16 is ZINC ION (three-letter code: ZN) (formula: Zn).

Mol | Chain | Residues Atoms AltConf
16 B 1 Toltal Zln 0
16 A 5 T02tal ZQn 0
16 L 1 Toltal Zln 0
16 J 1 Toltal Zln 0
16 I 5 T02tal ZQn 0
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11%

23%

63%
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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. 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.
e Molecule 1: DNA-DIRECTED RNA POLYMERASE T SUBUNIT RPA190

3 Residue-property plots (i)

Page 7
Chain A:

| osen 7 71881 0gLd 0880 80070 1 LETTD [ |
6L£8 093 085H | 6TLT | 6487 L00TI €TTTA . 9ggTd PHETL
[ ] 6979 6,94 8TLL 8.8y 90071 1 agTTL £YETQ
£LE1 878 1 1 1 I STITA 1
[ | L¥bL wmﬁ 604 7483 1 6221V
89gY 9y 80LL | el8d £00TY 86015 4
1984 A TLSL 1 z.8a 1 1 12T
£.2a | o9gu [ 0041 1 000TH 98011 {
zLTh G9EL £HHY F 6690 698d | 6660 1 ozeTd
1L28 $9€d 442 £9GL 1 1 866H $LOTA STZTA [ |
[ | [ | THPL 1 9691 £98N 1664 | €L0TA TTETL
9811 1921 83£a 075 935y 1 2981 9664 TLOTN 12814
| | Cccen [IGEEGH EEL 2691 | 9661 | 1010 {
\.m:_ 8z 9ge4d 8871 354 — qmmu %66 04071
| gged Le%d foiefeli} £660 | 69010 LIETI
£TTA — »GES 98HY 1 #H8L | z66d 89074 9TETA
[ | 6521 [ | SevN 0848 0891 1 1663 1 | greIN
60TH 8¢ 9%€S [ | 1 1 0%8N 0661 €90TH HIETD
[ | | Lbed [ | (520 9%91 1499 1 T90TH €IETT
664 9%2a zhey |oreRh 1 1 $E8Y | 19078 S0gTd zreTd
[ ] [ | 08¥%I gesh 0491 1 0907 $0TTL | oTreTE
61 62€4 [ | 1 1 8280 T86A 6S0T) | gozIN | 0TET
[ ] [ | 1294 128d 1994 1281 1 | 8S0TL T0TT1 [ |
164 1121 61€d [ | 1 9994 1 8L6Y LS0TT T0TTL 90ETA
064 | orev 81€L £2H1 TSI 1 qT8Y 1 | 9g01d 1 S0£Td
[ | 6021 442 1 1991 1 $LBL GG0TI 9611d $0€Td
18N [ | [ | 9161 1188 €463 $SOTY 8611 [ |
[ | z0zTl 6T%I 1 | o181 1 £5010 1 162TA
#8d [ | 8THA 6098 608A 0L6) 28019 18111 | 06ZTA
I 1818 L1%4 80Gd 1 6964 16019 | 98119 68218
9818 | otv¥ L0GA %390 008A — G8TTA
a1%a | 90aL | 66,1 | v8TIv
80971 1993 | 86LH G96L 85014 £8118
I | w0gy | | L6L1 963 | | eerin |
£0GA 8£9d | 96.8 1 8€0TI 1871d
20gy 1£94 G6LH 0961 LEOTS | o8TIN |
I 1 9E9H 1 6561 9E0TN 6LTTI
66%d 1 98LL | 8s6d | ggota 8LTTT
86%d 1290 agLb 196 $EOTA LLTTS
L6TA 1 #8.LS 1 €€0TS 9LTTY
| 0zon [ esu | 960 | AL
£65N G z8La €563 62019 HLITA 9L2TL
| %098 T6YL 879X 1 1 82014 K754 0 SLTTL
£0%1 1 1 853 8E6A L2011 TLITT
z0%a 18%a qT9Y | L8N 1 | 9zoth 1
107 1 #1971 9.3 z€6 STOTH S9TTYH
| oown 085V 1 1 168 $T0TL $9TTH g9zTaE
66€1 6.4V 1193 8HLN 1 £2011T £9118 [ |
| geea 8Lvk 1 1 126d | 2zo1d 29211
168 LL%N mmg 0264 1Z0TYH 192TA
9.L%A Thld 6163 | ozoth 092 T
r Y52t TO9H T9Ld 1 6T0TT 8GTTS | 69218
T6EL 1 1 | owll 976L 1 89CTI
| T68L 8974 L69% 6ELA 1 PSTTT [ |
06€1 1 1 1 6068 1 8%C1a
68€A 957 685H 8T.LD 1 8HTT1 | Lers
[ | 95%) 1 LTLL 1681 1 9%TTA
58gT | %9hd 985a 1 1 9ETTA [ | 6%£Td

[ ] €951 zzLd 8883 TT0TA 1 THTTL SHETA
1888 2abd 123 1 1 TETTY 1 LYETY

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

0O
PROTEIN DATA BANK

ZPDE
e

W


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

5GHL

wwPDB EM Map/Model Validation Report

Page 8

L6PTI

8% TN

SLy1H

ELVTY

69%TM

€9%1Q

09%TA

LGHTI

el Ans

€€9TD

12914
LT9TL
91913
ST9TA

TI9TA

€09TH
091D
10970
0097¥

86914
L6STY
9689711
S6STA

88GTH

C¢181d

60STH

TOSTI
00STh
66%TY
86%TI

099TA

8G9TY
LG9TT

49691a
$69T4

2TG69TH
TSOTL

8YITN

SPOTH

LESTd

e Molecule 2

SE9TA

DNA-DIRECTED RNA POLYMERASE I SUBUNIT RPA135

24%

69%

Chain B

o
© ©
= n

[} ~
N~
a x

™
~
-

— s 10 .o
© © © ©
| B = =1

€491

9%I

(478

0va

LET

Sed

3

j14°)

LT4

ETL

9€TI

TETH

13443
0zed
612H

(43418

01TcH

0TI
9021
SOTH

€02I

161D

06TI

1818

LL1d

6914
89TN

0919

CSTT

0873

EYIM

vETH
EETR

[49%]
T11a
OTIN
L0Td

86S
L6A

L8N

L0€d

Y0€d

20€1

TLPA
0L¥%1
697N

L9%L

P9%4d

68%S

8YHY

i)

474728

0%vd

8EPI

€9€A

£vea

695D
998%
€988

fetefe]y]
»ash
€991
(41513
1991

1

9%94

[

6€90
8€9d

S€sa

TESA

Lgsd

tdeics
2cad

0281

8194

L0SS

€0SA

0084

S6%H

T6%1

98%A

Y8%A

z8%S
T8%A
08%h

8L¥%1

9L¥%1
SL¥D
YL¥S

TLYS

€9LY
CThLR
8ELA
9E€LY
TELA

STLL

ozLb
9TLK
€TLd
TILS
TTLD

€041
ToLN

6691

L6971

6891

£89N

T891

690

999d

8991

9991

6791

L%9S
9%9H

vEoY
€€9L

£29a
TToI

96SA
S6SM

989D
890
€891

1884

8.84

TL8Y
TL8I

L}

8%81

[474:kS
1980

6€£8)

9E8H
S€8H

+

¥C8H
£28b

0Z8d

L7184

S18Y

€181

I8V
1181

YLLY

69.4

094k

LTO0TV
9T0TD

ETOTH

0TOTN

2007

8663

660

8863

LL61

.61

LS6Y

996d

€386V

6961
861

8€64

vE61

6264
826S

€260

S16d

T160

0T6L
6064

9064

TO6A

L6841

068a

1

16014
ommﬂn
S80TS
¥80TL

C80TH
9L0TY¥
SL0T2

DNA-DIRECTED RNA POLYMERASES I AND III SUBUNIT RPAC1

€L072

TLOTA

2¢901H
T90TH
090TA
680Td

1501d

670TL
8%071S

9%0TA
SYOTD
%014

SEOTYH

€E0TX

k

S20tTa

€20TY

0Z0T2
6T0TD

L

CTETTH

06TTS
68111

9LTTA

YLITL

89711

TP
0%TTY

9ETTH

EETTNH

STTTL

02111

e Molecule 3

9%

26%

61%

Chain C

7oV

T98

661
8GN
LSI
961

vGd

[4°1 4
193

8%
LT

S7S

EYN

R LDWIDE

14S

8EN
L

CTEN
TEM

w_ 0

erbDeBe

PROTEIN DATA BANK

EMDataBank




5GHL

wwPDB EM Map/Model Validation Report

Page 9

90Ty

20CI
TocE

1810
081V

9L1S

097V

LGTR

Ll

6E€TH

3

0ETN

8c1a

1

£0€d
CTOogA
TOEN

6€TI

e Molecule 4: DNA-DIRECTED RNA POLYMERASE 1 SUBUNIT RPA14

58%

18%

23%

Chain D:

8%a
L¥A

421

8eh

007d

261

e Molecule 5: DNA-DIRECTED RNA POLYMERASES I, I, AND ITT SUBUNIT RPABC 1

18%

Ll

—
77%

Chain E:

6510
LYTH
9%TH
SPIL
PPII
(449

9EIN

(43

€11h

3

9070
S074

i

6L

8LT

9L

vla

1,93

790

0 .
Ir}
"

STCTH
(434S
TICA
012ZS
80Tk

S0cs
0Tl

6671

LBTH

T6TH

€L1S

L9TH

3

e Molecule 6: DNA-DIRECTED RNA POLYMERASES I, I, AND III SUBUNIT RPABC 2
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e Molecule 8: DNA-DIRECTED RNA POLYMERASES I, I, AND IIT SUBUNIT RPABC 3
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4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, Not provided Depositor
Number of particles used Not provided Depositor
Resolution determination method | Not provided Depositor
CTF correction method RELION Depositor
Microscope OTHER Depositor
Voltage (kV) 300 Depositor
Electron dose (e~ /A”) 40 Depositor
Minimum defocus (nm) 800 Depositor
Maximum defocus (nm) 3600 Depositor
Magnification 37000 Depositor
Image detector GATAN K2 SUMMIT (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

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

. Bond lengths Bond angles
Mol | Chain | p\ (57 #é\ >2 | RMSZ #éy >2
1 A 0.48 0/11900 0.72 | 22/16073 (0.1%)
10 J 057 | 1/578 (0.2%) | 0.59 0/775
11 K 0.46 0/804 0.79 | 3/1083 (0.3%)
12 L 0.38 0/342 0.55 0/454
13 | M | 042 0/849 0.56 | 1/1140 (0.1%)
4 | N 0.40 0/1172 0.54 0/1580
5 | O 0.38 | 1/3897 (0.0%) | 0.58 | 3/5268 (0.1%)
2 B 049 | 1/9533 (0.0%) | 0.77 | 25/12884 (0.2%)
3 C 0.43 0/2475 0.68 | 5/3354 (0.1%)
1 D 0.40 0/465 0.59 0/630
5 D 0.40 0/1771 0.66 | 3/2383 (0.1%)
6 F 0.45 0/838 0.58 0/1129
7 G 0.39 0/1558 0.60 | 3/2120 (0.1%)
8 H 0.42 0/1070 0.61 0/1449
9 I 0.42 0/831 0.57 0/1117
Al | Al | 045 |3/38083 (0.0%) | 0.69 | 65/51439 (0.1%)

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

Mol | Chain | #Chirality outliers | #Planarity outliers
1 A 0 1
15 O 0 5
All All 0 6

All (3) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
10 J 10 CYS | CB-SG | 7.64 1.95 1.82
Continued on next page...
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
15 O 198 | PHE C-N -7.16 1.20 1.34
2 B 859 | CYS | CB-SG | -6.12 1.71 1.82

The worst 5 of 65 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z Observed(°) | Ideal(°)
2 B 1023 | ARG | NE-CZ-NH2 | -13.90 113.35 120.30
2 B 452 | ARG | NE-CZ-NH2 | -13.35 113.63 120.30
1 A 397 | ARG | NE-CZ-NH1 | 13.22 126.91 120.30
1 A 329 | ARG | NE-CZ-NH2 | -13.12 113.74 120.30
2 B 448 | ARG | NE-CZ-NH2 | -12.97 113.81 120.30

There are no chirality outliers.

5 of 6 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
1 A 1343 | ASP | Peptide
15 O 374 | PRO | Peptide
15 O 375 | THR | Peptide
15 O 411 | ASN | Peptide
15 O 598 | 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 11686 0 11770 682 0
2 B 9327 0 9214 482 0
3 C 2423 0 2409 283 0
4 D 459 0 461 103 0
3 E 1735 0 1764 40 0
6 F 823 0 840 64 0
7 G 1520 0 1529 162 0
8 H 1052 0 1021 15 0
9 I 820 0 805 71 0
10 J 269 0 285 6 0
11 K 793 0 790 36 0
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Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
12 L 340 0 361 47 0
13 M 833 0 826 32 0
14 N 1151 0 1169 44 0
15 O 3811 0 3800 754 0
16 A 2 0 0 0 0
16 B 1 0 0 0 0
16 I 2 0 0 0 0
16 J 1 0 0 0 0
16 L 1 0 0 0 0

All All 37349 0 37344 2255 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 30.

The worst 5 of 2255 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)
3:C:75:VAL:HG11 | 3:C:221:PRO:CG 1.33 1.52
1:A:478:TYR:HA | 2:B:1048:SER:CA 1.42 1.50
1:A:436:ALA:CB 1:A:443:ALA:HB2 1.43 1.46
1:A:83:VAL:HG21 1:A:427:PHE:CZ 1.50 1.46
15:0:458:GLU:HA | 15:0:461:VAL:CG2 1.26 1.44

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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
1 A 1464/1664 (88%) | 1370 (94%) | 82 (6%) | 12 (1%) 24 69
2 B 1166,/1203 (97%) | 1086 (93%) | 56 (5%) | 24 (2%) m 51
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
3 C 303/335 (90%) 278 (92%) | 18 (6%) 7 (2%) 8| 49
4 D 54/137 (39%) 50 (93%) | 2 (4%) | 2 (4%) 39
5 E 210/215 (98%) 197 (94%) | 11 (5%) 2 (1%)
6 F 08/155 (63%) | 94 (96%) | 4 (4%) 0 [100] [200]
7 G 189/326 (58%) 171 (90%) | 13 (%) 5 (3%)
8 H 127/146 (87%) 121 (95%) 6 (5%) 0
9 I 101/125 (81%) 89 (88%) 9 (9%) 3 (3%)
10 J 67/70 (96%) 63 (94%) 4 (6%) 0
11 K 99/142 (70%) 92 (93%) 7 (7%) 0
12 L 41/70 (59%) 32 (78%) 6 (15%) 3 (%)
13 M 103/415 (25%) 93 (90%) 8 (8%) 2 (2%)
14 N 139/233 (60%) 123 (88%) | 13 (9%) 3 (2%)
15 ) 457/627 (73%) | 400 (88%) | 38 (8%) | 19 (4%)
All All | 4618/5863 (79%) | 4259 (92%) | 277 (6%) | 82 (2%)

5 of 82 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 1606 SER
2 B 111 ASP
2 B 117 VAL
2 B 895 PHE
2 B 1069 ILE

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.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 1307/1465 (89%) | 1221 (93%) | 86 (7%) 21 59
2 B 1027/1053 (98%) | 956 (93%) | 71 (7%) 19/ 58
3 C 269/296 (91%) 249 (93%) | 20 (7%) 171 55

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
4 | D | 55/116 (47%) | 49 (89%) | 6 (11%) 37
5 E 194/197 (98%) 180 (93%) 14 (7%) 18 57
6 F 90/137 (66%) 86 (96%) 4 (4%) 35 70
7 G 170/291 (58%) 158 (93%) 12 (7%) 18 57
8 H 115/128 (90%) 111 (96%) 4 (4%) 43 76
9 I 97/110 (88%) 91 (94%) 6 (6%) 23 61
10 J 64/65 (98%) 57 (89%) | 7 (11%) 8| 37
11 K 91/130 (70%) 84 (92%) 7 (8%) 16 54
12 L 38/57 (67%) 34 (90%) | 4 (10%) 8] 39
13 M 95/371 (26%) 85 (90%) 10 (10%) 8l 39
14 N 135/220 (61%) 129 (96%) 6 (4%) 35 70
15 O 427/576 (74%) 378 (88%) | 49 (12%) 35
All All 4174/5212 (80%) | 3868 (93%) | 306 (7%) 22 56
5 of 306 residues with a non-rotameric sidechain are listed below:
Mol | Chain | Res | Type
2 B 977 ILE
3 C 232 GLN
15 O 234 ILE
2 B 1037 | ARG
2 B 1165 ASN
Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 37 such

sidechains are listed below:

Mol | Chain | Res | Type
7 G 154 ASN
15 O 66 ASN
15 O 521 ASN
9 I 32 GLN
12 L 66 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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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.

5.6 Ligand geometry (i)

Of 7 ligands modelled in this entry, 7 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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