& Unified Data Resource for 3DEM

Full wwPDB/EMDataBank EM Map/Model Validation

PDB 1D
EMDB ID:
Title

Authors
Deposited on
Resolution

Report (i)

Jul 25, 2017 — 10:45 AM EDT

5VNS

EMD-8717

Cryo-EM model of B41 SOSIP.664 in complex with fragment antigen binding
variable domain of b12

Ozorowski, G.; Pallesen, J.; Ward, A.B.; Cottrell, C.A.

unknown

3.60 A(reported)

This is a Full wwPDB/EMDataBank EM Map/Model Validation Report

http://wwpdb.org/validation /2016 /EM ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

for a publicly released PDB/EMDB entry.

We welcome your comments at validation @mail.wwpdb.org
A user guide is available at

MolProbity : 4.02b-467
Mogul : 1.7.2 (RC1), CSD as538be (2017)

Percentile statistics : 20161228.v01 (using entries in the PDB archive December 28th 2016)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et. al. (1996)
Validation Pipeline (wwPDB-VP) : rb-20029824


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

Page 2 Full wwPDB/EMDataBank EM Map/Model Validation Report 5VN8

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 3.60 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 l - 5
Ramachandran outliers I (|- — 0.6%
Sidechain outliers I 0
Worse Better

0 Percentile relative to all structures

[l Percentile relative to all EM structures

Metric Whole archive EM structures
(#Entries) (#Entries)
Clashscore 125131 1336
Ramachandran outliers 121729 1120
Sidechain outliers 121581 1026

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 D 016 69% 5% 1o%
1 E 516 68% 6% 16%
1 G 516 69% 5%  16%
2 A 153 86% S% 9%
2 B 153 86% S% 9%
2 C 153 86% S% 9%
3 F 230 46% 9% 45%
3 H 230 47% 8% 45%
3 I 230 45% 10% 45%

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

Mol | Chain | Length Quality of chain
4 J 215 42% 7% 50%
4 K 215 41% 9% 50%
4 215 41% 9% 50%
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2  Entry composition (i)

There are 7 unique types of molecules in this entry. The entry contains 20589 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 Envelope glycoprotein gp160.

Mol | Chain | Residues Atoms AltConf | Trace
: G 435 gggzl 2 S 9 61(\)IO 629 285 0 0
1 b 435 gggzl 2 101 9 61(\)IO 6(4)9 285 0 0
1 £ 435 gggaél 2 S 9 61(\)IO 651)9 285 0 0

There are 108 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
G -4 MET - initiating methionine | UNP B3UES2
G -3 ASP - expression tag UNP B3UES2
G -2 ALA - expression tag UNP B3UES2
G -1 MET - expression tag UNP B3UES2
G 0 LYS - expression tag UNP B3UES2
G 1 ARG - expression tag UNP B3UES2
G 2 GLY - expression tag UNP B3UES2
G 3 LEU - expression tag UNP B3UES2
G 4 CYS - expression tag UNP B3UES2
G 5) CYS - expression tag UNP B3UES2
G 6 VAL - expression tag UNP B3UES2
G 7 LEU - expression tag UNP B3UES2
G 8 LEU - expression tag UNP B3UES2
G 9 LEU - expression tag UNP B3UES2
G 10 CYS - expression tag UNP B3UES2
G 11 GLY - expression tag UNP B3UES2
G 12 ALA - expression tag UNP B3UES2
G 13 VAL - expression tag UNP B3UES2
G 14 PHE - expression tag UNP B3UES2
G 15 VAL - expression tag UNP B3UES2
G 16 SER - expression tag UNP B3UES2
G 17 PRO - expression tag UNP B3UES2
G 18 SER - expression tag UNP B3UES2
G 19 GLN - expression tag UNP B3UES2

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

Chain | Residue | Modelled | Actual Comment Reference
G 20 GLU - expression tag UNP B3UES2
G 21 ILE - expression tag UNP B3UES2
G 22 HIS - expression tag UNP B3UES2
G 23 ALA - expression tag UNP B3UES2
G 24 ARG - expression tag UNP B3UES2
G 25 PHE - expression tag UNP B3UES2
G 26 ARG - expression tag UNP B3UES2
G 27 ARG - expression tag UNP B3UES2
G 28 GLY - expression tag UNP B3UES2
G 29 ALA - expression tag UNP B3UES2
G 30 ARG - expression tag UNP B3UES2
G 501 CYS ALA | engineered mutation | UNP B3UES2
D -4 MET - initiating methionine | UNP B3UES2
D -3 ASP - expression tag UNP B3UES2
D -2 ALA - expression tag UNP B3UES2
D -1 MET - expression tag UNP B3UES2
D 0 LYS - expression tag UNP B3UES2
D 1 ARG - expression tag UNP B3UES2
D 2 GLY - expression tag UNP B3UES2
D 3 LEU - expression tag UNP B3UES2
D 4 CYS - expression tag UNP B3UES2
D ) CYS - expression tag UNP B3UES2
D 6 VAL - expression tag UNP B3UES2
D 7 LEU - expression tag UNP B3UES2
D 8 LEU - expression tag UNP B3UES2
D 9 LEU - expression tag UNP B3UES2
D 10 CYS - expression tag UNP B3UES2
D 11 GLY - expression tag UNP B3UES2
D 12 ALA - expression tag UNP B3UES2
D 13 VAL - expression tag UNP B3UES2
D 14 PHE - expression tag UNP B3UES2
D 15 VAL - expression tag UNP B3UES2
D 16 SER - expression tag UNP B3UES2
D 17 PRO - expression tag UNP B3UES2
D 18 SER - expression tag UNP B3UES2
D 19 GLN - expression tag UNP B3UES2
D 20 GLU - expression tag UNP B3UES2
D 21 ILE - expression tag UNP B3UES2
D 22 HIS - expression tag UNP B3UES2
D 23 ALA - expression tag UNP B3UES2
D 24 ARG - expression tag UNP B3UES2
D 25 PHE - expression tag UNP B3UES2

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

Chain | Residue | Modelled | Actual Comment Reference
D 26 ARG - expression tag UNP B3UES2
D 27 ARG - expression tag UNP B3UES2
D 28 GLY - expression tag UNP B3UES2
D 29 ALA - expression tag UNP B3UES2
D 30 ARG - expression tag UNP B3UES2
D 501 CYS ALA | engineered mutation | UNP B3UES2
E -4 MET - initiating methionine | UNP B3UES2
E -3 ASP - expression tag UNP B3UES2
E -2 ALA - expression tag UNP B3UES2
E -1 MET - expression tag UNP B3UES2
E 0 LYS - expression tag UNP B3UES2
E 1 ARG - expression tag UNP B3UES2
E 2 GLY - expression tag UNP B3UES2
E 3 LEU - expression tag UNP B3UES2
E 4 CYS - expression tag UNP B3UES2
E ) CYS - expression tag UNP B3UES2
E 6 VAL - expression tag UNP B3UES2
D) 7 LEU - expression tag UNP B3UES2
E 8 LEU - expression tag UNP B3UES2
E 9 LEU - expression tag UNP B3UES2
E 10 CYS - expression tag UNP B3UES2
E 11 GLY - expression tag UNP B3UES2
E 12 ALA - expression tag UNP B3UES2
E 13 VAL - expression tag UNP B3UES2
E 14 PHE - expression tag UNP B3UES2
E 15 VAL - expression tag UNP B3UES2
E 16 SER - expression tag UNP B3UES2
E 17 PRO - expression tag UNP B3UES2
E 18 SER - expression tag UNP B3UES2
E 19 GLN - expression tag UNP B3UES2
B 20 GLU - expression tag UNP B3UES2
E 21 ILE - expression tag UNP B3UES2
E 22 HIS - expression tag UNP B3UES2
E 23 ALA - expression tag UNP B3UES2
E 24 ARG - expression tag UNP B3UES2
E 25 PHE - expression tag UNP B3UES2
E 26 ARG - expression tag UNP B3UES2
E 27 ARG - expression tag UNP B3UES2
E 28 GLY - expression tag UNP B3UES2
E 29 ALA - expression tag UNP B3UES2
E 30 ARG - expression tag UNP B3UES2
E 501 CYS ALA | engineered mutation | UNP B3UES2
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e Molecule 2 is a protein called Envelope glycoprotein gp160.

Mol | Chain | Residues Atoms AltConf | Trace
2 A 139 ?(1)3341 7%)]5 11;;6 2%)5 2 0 0
2 B 139 ?(1)3341 7%5 12]6 2%)5 2 0 0
2 ¢ 139 ?(1)8341 7%5 11;%]6 2(35 2 0 0

There are 6 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 559 PRO ILE engineered mutation | UNP B3UEZ6
A 605 CYS THR | engineered mutation | UNP B3UEZ6
B 559 PRO ILE engineered mutation | UNP B3UEZ6
B 605 CYS THR | engineered mutation | UNP B3UEZ6
C 559 PRO ILE engineered mutation | UNP B3UEZ6
C 605 CYS THR | engineered mutation | UNP B3UEZ6
e Molecule 3 is a protein called b12 Fab heavy chain.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

3 H 127 1013 642 175 191 5 0 0
Total C N O S

s d 127 1013 642 175 191 5 0 0
Total C N O S

s I 127 1013 642 175 191 5 0 0

e Molecule 4 is a protein called b12 Fab light chain.

Mol | Chain | Residues Atoms AltConf | Trace

Total C N O S

4 L 108 836 520 154 160 2 0 0
Total C N O S

4 J 108 836 520 154 160 2 0 0
Total C N O S

4 K 108 836 520 154 160 2 0 0

e Molecule 5 is N-ACETYL-D-GLUCOSAMINE (three-letter code: NAG) (formula: CgH;5NOg).
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NAG
06
OH
o1 05 J
HO O -
oy, i o S W -
C1(R) C5(R)
C2(R) C4(S)
o “C3R)_ TN
HN OH
z 04
Cls OH
s O o 03
Mol | Chain | Residues Atoms AltConf
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0
Total C N O
g G 1 406 232 29 145 0

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

Mol | Chain | Residues Atoms AltConf
6 e e aws |
6 e e aws |
L6 e e aws |
L6t e e aws |
6 e e aws |
L6t e e s |
6 e o s |
6 e s |
s 6 | e o s |
6 | e o s |
Gt e oo s |
Gt e am o aws |
16t e oo s |
s 16 e om0 s |
6 e oo s |
A S e |0
A S e i, |0
A S e i |0
s S e |0
s Dt e oo s |
s Dt e o aws |

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

Mol | Chain | Residues Atoms AltConf
s Dt e s |
s Dt e e aws |
s Dt e s | O
s Dt e s |
s Dt e s | O
s Dt e s |
s 0 T o s |
s 0 T o s |
s 0 T o g |
s 0 T e aas |
s Dt e am o aws |
s Dt e oo s |
s Dt e om0 s |
s Dt e om0 s |
s Dt e om0 s |
s Dt e am o aws |
s Dt e e s |
s Dt e oo s |
s Dt e oo s |
s Dt e oo s |
s Dt e o aws |

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK




Page 11

Full wwPDB/EMDataBank EM Map/Model Validation Report

5VNS8

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
s Dt e s |
s Dt e e aws |
s Dt e s | O
s Dt e s |
s Dt e s | O
s Dt o s |
s Bt e oo s |
s Bt e oo s |
s Bt e oo s |
s Bt e oo s |
s B e oo s |
s B e am o aws |
s B U e am o aws |
s Bt e am o aws |
s B e oo s |
B e am o aws |
s Bt e oo s |

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

Mol | Chain | Residues Atoms AltConf
Bt e oo aws |
Bt e o aws |
Bt e o aw |
Bt e o aws | O
Bt e o aws | O
Bt e o w |
s E e e s |
B e s |
B e s |
B e s |
s Bt e oo s |
s Bt e oo s |
s Bt e oo s |
s Bt e oo s |
s B e oo s |
s B e am o aws |
s B U e am o aws |
s Bt e oo s |
el S s |0
el S s |0
el S e |0

Continued on next page...

O RLDWIDE

PROTEIN DATA BANK




Page 13 Full wwPDB/EMDataBank EM Map/Model Validation Report 5VNS8

Continued from previous page...

Mol | Chain | Residues Atoms AltConf
Total C N O
g C 1 56 32 4 20 0

e Molecule 6 is BETA-D-MANNOSE (three-letter code: BMA) (formula: CgH120g).

BMA
C6E 05 01
\ @) OH
osHO C5F Ci{;“j‘
c4s) c2As
_\_h_‘c: :3{8}_’_, ~
HO ‘ OH
04 02
OH
03
Mol | Chain | Residues Atoms AltConf
Total C O
6 G 1 44 24 20 0
Total C O
6 G 1 44 24 20 0
Total C O
6 G 1 44 24 20 0
Total C O
6 G 1 44 24 20 0
Total C O
6 D 1 44 24 20 0
Total C O
6 D 1 44 24 20 0
Total C O
6 D 1 44 24 20 0
Total C O
6 D 1 44 24 20 0
Total C O
6 E 1 44 24 20 0
Total C O
6 E 1 44 24 20 0

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

Mol | Chain | Residues Atoms AltConf
Total C O
6 2 1 44 24 20 0
Total C O
6 2 1 44 24 20 0

e Molecule 7 is ALPHA-D-MANNOSE (three-letter code: MAN) (formula: CgH;504).

MAN
C6 05 o1
@) OH
HO \CS(F C'l.(S\;.\ '
06 : =)
C4(s) C2(S
L C3(S)
HO ‘ OH
04 02
OH
03
Mol | Chain | Residues Atoms AltConf
Total C O
7 G 1 11 6 5 0
Total C O
7 D 1 11 6 5 0
Total C O
7 b 1 11 6 5 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for

a chain summarises the proportions of the various outlier classes 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: Envelope glycoprotein gp160

16%

15%

69%

Chain G:

[4yt
TSL
081

8EA
LEL
9EA

7811

081d
6LT1

SLTT

€9TL
TOTL

SGTH

9ETL

CTETN
TETD

6211

¥C1d

CITH

T0TA

LSEL

671

hel

9TEI
gzeN

{44

0ZEL

L1€4

70eY

coeNn

86cH

88C1

98CA

oge

TLTI

0LgI

oveL
6€T0

62T

LTy

0Zed

£02h

1021

86TL

96710

Y671

T°6TH
T6TX

vseTd

€£09Y
96%1
98%A
08%Y4
69%4
89%4
L9%L
o9%3
S9PL
[434]

8G¥%D
LSPa

[4°1741

LY%S

554729

13%7¢)
07%Yd

8€¥vd
LEWd

e Molecule 1: Envelope glycoprotein gpl160

SEVR

9THW

11472

00%Y4

LBEN

CTEEN

06€71

£8€4d

9oLgd

€9€H

6GET

16%

15%

69%

Chain D:

[4:p¢
181

LEL
9EA

081a
6L71

SLTT

€971
2911

SSTH

9ETL

CTEIN
TETD

6211

¥C1d

(437}

TOTA

65€1

LSEL

6%€1

veEd

9ZEI
STEN

TTEQ

0ZEL

L1€4

70€Y

2oeEN

862

88T'1

98TA

08N

TLTl

0LzI

[ViZAN
6€£20

6CTN

LTTH

0Zzd

€0zh

T02I

86TL

7611

26TH
T6TR

811

96%1
98%X
08%Y4
69%4
89%4
L9%L
99%3
S9PL
T9%h

8G%D
LS%Q

474}

L¥%S

15472

13%474)
(0744

SEVL

9THH

114728

00%Y

LBEN

TEEN

06€T1

98EN

£8g4d

9Led

voes
€9€H

e Molecule 1: Envelope glycoprotein gp160

16%

16%

68%

Chain E:

[4:y¢
181
081

8EA
LEL
9EA

R LDWIDE

SPDB

PROTEIN DATA BANK

W

EMDataBank

Unified Data Resource for J0EM


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

5VNS8

Full wwPDB/EMDataBank EM Map/Model Validation Report

Page 16

#8111 1 €094
1 69€1 zogy
081@ | geer |
LGEL 96%1
| |
mmﬂ mmﬂ
b 08y & B X
| |
9ze1 6974
szen 8994 X X X
1 L9%L
zzea 9978
| teen S9%L
0ZEL [ |
| 29%h X X
1184 [ | < <
1 8979
$08Y L8990
| soeL |
TITL TOEN TapT
1 [ | 0771
8624 L5S 60TA
| | ewbs |
8821 ) £0TH
[ u8eb | wEbE (33 |
98zA €991 1 60TA 00TH
| | ewwh < | |
08zN 1999 o 1 =) 839 o 1 & 064 ES 064
| 0vvY e O | Ne) | |
zlel | 6SPI — €590 — £29M — €590 181 181
7 8€hd o N 1 o N [ | [oN N 1 984 98a
021 L87d a0 9 6191 o0 © 6191 a0 I 6191 1 1
T e o msn M o ove1 ozet
0%eL GEDL 55 LT9% i3 L1931 i5 LT9% = [ | = 1
6£¢0 [ | = 1 = [ | = 1 — 994 = 994
1 6279 o oT9H o] 079M o 0T9H < [ | < 1
[ed [ | m 1 m [ | m_v. 1 hC £94 Lnuv £94
8220 9THH 1) 909L ) 9091 ) 909L [ | 1
L2y [ ] S 9090 S 5090 S 5090 € L83 > L83
1293 > %090 = %090 > 5090 W © [ | M 1
9ETL [ | = = by LN 161 I 181
&0 EN) 20 < N <5 3
1 00%Y = | = < |
ZEIN 1 @ @ @ o 871 o 871
1o Lt g & g < o = oo
| ogiN | [ | - — - = 9% & ova
6211 z6EN an W W [ | 1
| 1684 & = & u 0%Y u 0%y
0681 6gb 6eb
i = = = Na) mﬂ. ~ mﬂ_
coed .. .. ..
[ | N ™ N o 0zZA o 0zA
5269 @ © @ @ e @ e
| oLLEN = .. = .. = .. = .. STA = .. 8TA
wmﬁ $ < g aa] $ O g T 1 g e |
<2 < 2 <2 35} 2 a1D
T S .m S .m S .m S .nmnw | S .nmnw |
T7A T7A
T6TL $9gS I = -~ = = = = = = = =
1 £9EH ] (@) ° (@) ] (@) ° @) f ) o F

RLDWIDE
EMDataBank

Unified Data Resource for J0EM

O

PROTEIN DATA BANK

W



Full wwPDB/EMDataBank EM Map/Model Validation Report 5VNS8

Page 17

e Molecule 3: b12 Fab heavy chain
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e Molecule 4: b12 Fab light chain
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4 Experimental information (i)
Property Value Source
Reconstruction method SINGLE PARTICLE Depositor
Imposed symmetry POINT, C3 Depositor
Number of particles used 88071 Depositor
Resolution determination method | FSC 0.143 CUT-OFF Depositor
CTF correction method PHASE FLIPPING AND AMPLITUDE | Depositor

CORRECTION

Microscope FEI TITAN KRIOS Depositor
Voltage (kV) 300 Depositor
Electron dose (e‘/AQ) 58 Depositor
Minimum defocus (nm) 1000 Depositor
Maximum defocus (nm) 4000 Depositor
Magnification 38168 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:
BMA, NAG, MAN

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\1q7 #é\ >2 | RMSZ #é\ >2

1 D 0.36 0/3459 0.65 1/4700 (0.0%)

1 E 0.36 0/3459 0.65 1/4700 (0.0%)

1 G 0.36 0/3459 0.65 1/4700 (0.0%)

2 A 0.35 0/1124 0.57 0/1523

2 B 0.35 0/1124 0.57 0/1523

2 C 0.35 0/1124 0.57 0/1523

3 F 0.33 0/1042 0.58 0/1416

3 H 0.33 0/1042 0.58 0/1416

3 I 0.32 0/1042 0.58 0/1416

4 J 0.31 0/855 0.60 1/1155 (0.1%)

4 K 0.31 0/855 0.60 1/1155 (0.1%)

4 L 0.31 0/855 0.60 1/1155 (0.1%)
All All 0.34 | 0/19440 | 0.62 | 6/26382 (0.0%)

There are no bond length outliers.

All (6) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
4 J 73 | LEU | CA-CB-CG | 5.33 127.56 115.30
4 K 73 | LEU | CA-CB-CG | 5.32 127.54 115.30
4 L 73 | LEU | CA-CB-CG | 5.30 127.50 115.30
1 B 390 | LEU C-N-CA 5.04 134.31 121.70
1 D 390 | LEU C-N-CA 5.04 134.31 121.70
1 G 390 | LEU C-N-CA 5.01 134.22 121.70

There are no chirality outliers.

There are no planarity outliers.

WO RLDWIDE

PROTEIN DATA BANK



http://wwpdb.org/validation/2016/EMValidationReportHelp#model_quality
http://wwpdb.org/validation/2016/EMValidationReportHelp#standard_geometry

Page 21 Full wwPDB/EMDataBank EM Map/Model Validation Report 5VNS8

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 D 3393 0 3290 49 0
1 B 3393 0 3290 54 0
1 G 3393 0 3290 50 0
2 A 1104 0 1092 5 0
2 B 1104 0 1092 6 0
2 C 1104 0 1092 5 0
3 F 1013 0 955 12 0
3 H 1013 0 955 10 0
3 I 1013 0 955 14 0
4 J 836 0 815 11 0
4 K 836 0 815 13 0
4 L 836 0 815 12 0
d A o6 0 20 0 0
d B o6 0 20 0 0
d C o6 0 20 0 0
d D 406 0 361 4 0
D E 406 0 361 4 0
S G 406 0 361 5 0
6 D 44 0 39 0 0
6 B 44 0 39 0 0
6 G 44 0 39 0 0
7 D 11 0 10 0 0
7 E 11 0 10 0 0
7 G 11 0 10 0 0

All All 20589 0 19836 221 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 5.

All (221) 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)
3:1:15:GLY:H 3:1:82(C):LEU:HB2 1.58 0.69
3:H:15:GLY:H 3:H:82(C):LEU:HB2 1.58 0.69
3:F:15:GLY:H 3:F:82(C):LEU:HB2 1.58 0.68

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:429:GLY:H 3:1:54:ASN:HA 1.61 0.66
4:J:105:GLU:HG3 4:J:107:LYS:H 1.63 0.63
4:K:105:GLU:HG3 4:K:107:LYS:H 1.63 0.62
4:1:105:GLU:HG3 4:1.:107:LYS:H 1.63 0.62
1:G:112:TRP:NE1 1:G:426:MET:SD 2.73 0.61
1:E:112: TRP:NE1 1:E:426:MET:SD 2.73 0.61
1:G:298:ARG:HE 1:G:443:ILE:HD12 1.66 0.61
1:D:112: TRP:NE1 1:D:426:MET:SD 2.73 0.60
2:C:604:CYS:SG 2:C:605:CYS:N 2.75 0.60
2:B:604:CYS:SG 2:B:605:CYS:N 2.75 0.60
1:E:298:ARG:HE 1:E:443:ILE:HD12 1.66 0.60
4:K:38:HIS:HD2 4:K:44:PRO:HG3 1.65 0.60
1:G:36: VAL:HG22 2:A:610:TRP:HE3 1.66 0.60
4:J:38:HIS:HD?2 4:J:44:PRO:HG3 1.66 0.60
4:L:38:HIS:HD2 4:L:44:PRO:HG3 1.65 0.60
2:A:604:CYS:SG 2:A:605:CYS:N 2.75 0.59
1:D:304:ARG:HA 1:D:320: THR:HG22 1.84 0.59
1:D:304:ARG:HE 1:D:440:ARG:HH11 1.50 0.59
1:G:304:ARG:HE 1:G:440:ARG:HH11 1.50 0.59
1:D:298:ARG:HE 1:D:443:ILE:HD12 1.66 0.59
1:D:203:GLN:HE22 1:D:317:PHE:HA 1.68 0.59
1:E:304:ARG:HA 1:E:320: THR:HG22 1.84 0.58
1:G:304:ARG:HA 1:G:320: THR:HG22 1.84 0.58
1:G:192:ARG:NH1 5:G:603:NAG:06 2.37 0.58
1:E:203:GLN:HE22 1:E:317:PHE:HA 1.68 0.58
1:G:203:GLN:HE22 1:G:317:PHE:HA 1.68 0.58
1:D:229:ASN:ND2 5:D:607:NAG:06 2.37 0.57
1:D:37: THR:HG22 2:B:605:CYS:HA 1.87 0.57
1:E:304:ARG:HE 1:E:440:ARG:HH11 1.50 0.57
1:D:363:HIS:O 1:D:469:ARG:NH1 2.38 0.57
1:G:363:HIS:O 1:G:469:ARG:NH1 2.38 0.56
1:G:229:ASN:ND2 5:G:607:NAG:06 2.38 0.56
1:E:192:ARG:NH1 5:E:603:NAG:06 2.39 0.56
1:E:363:HIS:O 1:E:469:ARG:NH1 2.38 0.56
1:E:229:ASN:ND2 5:E:607:NAG:06 2.39 0.56
1:G:503:ARG:HD?2 2:A:653:GLN:HE22 1.72 0.56
1:D:177:TYR:OH 1:D:302:ASN:ND2 2.40 0.55
1:E:131:CYS:SG 1:E:132:ASN:N 2.80 0.55
1:G:131:CYS:SG 1:G:132:ASN:N 2.80 0.54
1:G:177:'TYR:OH 1:G:302:ASN:ND2 2.40 0.54
1:E:184:LEU:HD11 1:E:192:ARG:HE 1.73 0.54

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) | overlap (A)

1:E:36: VAL:HG22 2:C:610: TRP:HE3 1.73 0.54
1:E:177:TYR:OH 1:E:302:ASN:ND2 2.40 0.54
1:G:36:VAL:O 2:A:606: THR:OG1 2.26 0.54
1:G:184:LEU:HD11 1:G:192:ARG:HE 1.73 0.53
1:D:192:ARG:NH1 5:D:603:NAG:06 2.41 0.53
1:D:400:ARG:HB3 5:D:621:NAG:H61 1.90 0.53
1:D:184:LEU:HD11 1:D:192:ARG:HE 1.73 0.53
2:B:658:GLN:HE22 1:E:502:LYS:H 1.56 0.53
3:1:100(1): TYR:HB2 4:K:49:HIS:CE1 2.43 0.53
1:E:36:VAL:O 2:C:606: THR:OG1 2.25 0.53
1:D:36:VAL:HG22 2:B:610: TRP:HE3 1.73 0.52
1:E:38:VAL:HG12 1:E:496:ILE:HG22 1.91 0.52
1:D:38:VAL:HG12 1:D:496:ILE:HG22 1.91 0.52
1:G:198: THR:HB 1:G:201:ILE:HD11 1.92 0.52
1:D:131:CYS:SG 1:D:132:ASN:N 2.80 0.52
1:E:322:ASP:O 1:E:325:ASN:ND2 2.40 0.52
4:K:23:CYS:HB3 4:K:71:PHE:HB2 1.92 0.52
3:F:66:ARG:NH2 3:F:86:ASP:0D2 2.43 0.52
3:H:66:ARG:NH2 3:H:86:ASP:0D2 2.43 0.52
1:E:198: THR:HB 1:E:201:ILE:HD11 1.91 0.51
3:1:66:ARG:NH2 3:1:86:ASP:0OD2 2.43 0.51
4:J:23:CYS:HB3 4:J:71:PHE:HB2 1.92 0.51
1:G:376:PHE:HB2 1:G:383:PHE:HB2 1.93 0.51
1:G:286:VAL:HB 1:G:452:LEU:HB2 1.92 0.51
1:E:376:PHE:HB2 1:E:383:PHE:HB2 1.93 0.51
3:F:87'.THR:HG23 3:F:110:ILE:HA 1.92 0.51
1:G:38:VAL:HG12 1:G:496:1LE:HG22 1.91 0.51
1:G:175:LEU:N 1:G:320: THR:O 2.44 0.51
1:E:37:THR:HG22 2:C:605:CYS:HA 1.92 0.51
1:E:400:ARG:HB3 5:E:621:NAG:H61 1.92 0.51
1:E:357:THR:HG23 1:E:397:ASN:HA 1.93 0.51
1:D:357:THR:HG23 1:D:397:ASN:HA 1.93 0.51
1:E:175:LEU:N 1:E:320: THR:O 2.43 0.51
1:G:280:ASN:HD22 1:G:458:GLY:HA3 1.76 0.51
1:D:280:ASN:HD22 1:D:458:GLY:HA3 1.76 0.50
1:E:280:ASN:HD22 1:E:458:GLY:HA3 1.76 0.50
1:D:198: THR:HB 1:D:201:ILE:HD11 1.91 0.50
4:J:28:ILE:HG22 4:J:31:ARG:H 1.76 0.50
1:E:286:VAL:HB 1:E:452:LEU:HB2 1.92 0.50
1:D:175:LEU:N 1:D:320:THR:O 2.43 0.50
1:G:196:CYS:SG 5:G:603:NAG:06 2.66 0.50

Continued on next page...
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Interatomic Clash

Atom-1 Atom-2 distance (A) | overlap (A)
4:1:23:CYS:HB3 4:L:71:PHE:HB2 1.92 0.50
1:G:322:ASP:O 1:G:325:ASN:ND2 2.40 0.50
3:I:87:THR:HG23 3:1:110:ILE:HA 1.92 0.50
1:D:322:ASP:O 1:D:325:ASN:ND2 2.40 0.50
1:D:286:VAL:HB 1:D:452:LEU:HB2 1.92 0.49
1:D:376:PHE:HB2 1:D:383:PHE:HB2 1.93 0.49
1:G:357: THR:HG23 1:G:397:ASN:HA 1.93 0.49
3:H:87: THR:HG23 3:H:110:ILE:HA 1.92 0.49
1:G:400:ARG:HB3 5:G:621:NAG:H61 1.95 0.49
4:L:28:1ILE:HG22 4:1.:31:ARG:H 1.76 0.49
4:K:28:ILE:HG22 4:K:31:ARG:H 1.76 0.48
1:E:179:LEU:HB2 1:E:421:LYS:HG2 1.95 0.48
1:D:179:LEU:HB2 1:D:421:LYS:HG2 1.96 0.48
1:G:179:LEU:HB2 1:G:421:LYS:HG2 1.96 0.48
1:G:203:GLN:HG3 1:G:435: TYR:HB3 1.95 0.48
4:K:47:-VAL:HG12 4:K:48:1ILE:HG23 1.95 0.48
1:E:203:GLN:HG3 1:E:435:TYR:HB3 1.96 0.47
3:F:39:GLN:NE2 3:F:40:ALA:O 2.48 0.47
3:F:103:TRP:CD1 4:J:44:PRO:HB2 2.49 0.47
1:D:203:GLN:HG3 1:D:435: TYR:HB3 1.95 0.47
1:G:52:LEU:HD23 1:G:220:PRO:HD3 1.96 0.47
3:1:39:GLN:NE2 3:1:40:ALA:O 2.48 0.47
4:K:34:ALA:HB3 4:K:89:GLN:HG3 1.97 0.47
3:H:39:GLN:NE2 3:H:40:ALA:O 2.48 0.47
4:J:34:ALA:HB3 4:J:89:GLN:HG3 1.97 0.47
1:D:447:SER:HB3 5:D:610:NAG:HN2 1.80 0.47
1:G:37:.THR:HG22 2:A:605:CYS:HA 1.96 0.47
1:D:52:LEU:HD23 1:D:220:PRO:HD3 1.96 0.47
4:J:47:-VAL:HG12 4:J:48:ILE:HG23 1.95 0.46
1:E:503:ARG:HD?2 2:C:653:GLN:HE22 1.81 0.46
1:E:52:LEU:HD23 1:E:220:PRO:HD3 1.96 0.46
4:L:47:-VAL:HG12 4:L:48:1LE:HG23 1.95 0.46
1:G:357:THR:HB 1:G:465: THR:HG22 1.97 0.46
1:G:447:SER:HB3 5:G:610:NAG:HN2 1.81 0.46
1:E:447:SER:HB3 5:E:610:NAG:HN2 1.81 0.46
1:G:185(A):GLU:HB2 4:1.:29:ARG:HB2 1.97 0.46
1:G:298:ARG:NH2 1:G:441:GLY:O 2.50 0.45
1:D:298:ARG:NH2 1:D:441:GLY:O 2.50 0.45
1:E:298:ARG:NH2 1:E:441:GLY:O 2.50 0.45
4:K:31:ARG:HE 4:K:68:GLY:H 1.64 0.45
1:E:357:-THR:HB 1:E:465: THR:HG22 1.98 0.45

Continued on next page...
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

4:L:34:ALA:HB3 4:L:89:GLN:HG3 1.97 0.45
4:K:21:PHE:HD?2 4:K:73:LEU:HB2 1.82 0.45
4:1.:37:GLN:HG3 4:1.:86: TYR:HE1 1.82 0.45
1:D:357:-THR:HB 1:D:465: THR:HG22 1.98 0.45
4:L:31:ARG:HE 4:L:68:GLY:H 1.64 0.45
1:G:457:ASP:0OD2 1:G:469:ARG:NE 2.47 0.44
3:H:18:VAL:HG11 3:H:109:VAL:HG11 1.99 0.44
4:J:31:ARG:HE 4:J:68:GLY:H 1.64 0.44
3:1:18:VAL:HG11 3:I:109: VAL:HG11 1.99 0.44
4:J:21:PHE:HD?2 4:1:73:LEU:HB2 1.82 0.44
4:1:21:PHE:HD2 4:L:73:LEU:HB2 1.82 0.44
4:J:37:GLN:HG3 4:J:86:TYR:HE1 1.82 0.44
4:K:34:ALA:H 4:K:89:GLN:HB2 1.82 0.44
4:J:34:ALA:H 4:J:89:GLN:HB2 1.83 0.44
1:D:462:GLN:NE2 1:D:466:GLU:OE2 2.51 0.44
1:E:378:CYS:HB3 1:E:445:CYS:HB3 1.85 0.44
1:D:239:CYS:SG 1:D:240: THR:N 2.91 0.44
1:E:136: THR:HB 1:E:326:ILE:HD13 2.00 0.44
1:G:101:VAL:HG21 1:G:480:ARG:HG2 2.00 0.44
1:E:101:VAL:HG21 1:E:480:ARG:HG2 2.00 0.44
1:G:239:CYS:SG 1:G:240: THR:N 2.91 0.44
3:H:51:ILE:HG13 3:H:57:LYS:HG2 1.99 0.44
3:F:18:VAL:HG11 3:F:109:VAL:HG11 1.99 0.44
1:D:136: THR:HB 1:D:326:1ILE:HD13 2.00 0.43
1:D:36:VAL:O 2:B:606: THR:OG1 2.32 0.43
1:D:457:ASP:0OD2 1:D:469:ARG:NE 2.47 0.43
4:K:37:GLN:HG3 4:K:86:TYR:HE1 1.82 0.43
1:E:462:GLN:NE2 1:E:466:GLU:OE2 2.51 0.43
3:F:51:ILE:HG13 3:F:57:LYS:HG2 2.00 0.43
1:G:462:GLN:NE2 1:G:466:GLU:OE2 2.51 0.43
4:1.:34:ALA:H 4:1.:89:GLN:HB2 1.82 0.43
1:E:180:ASP:HA 1:E:194:1LE:HB 2.01 0.43
1:G:227:LYS:HA 1:G:486: TYR:HB3 2.01 0.43
3:I:51:ILE:HG13 3:I:57:LYS:HG2 2.00 0.43
1:E:239:CYS:SG 1:E:240: THR:N 2.91 0.43
1:E:457:ASP:HB2 1:E:467:- THR:HG23 2.01 0.43
1:G:136: THR:HB 1:G:326:ILE:HD13 2.00 0.43
1:D:227:LYS:HA 1:D:486: TYR:HB3 2.01 0.43
3:F:20:VAL:HG21 3:F:90:TYR:HD2 1.84 0.43
3:F:48:MET:HG2 3:F:63:PHE:HE2 1.83 0.43
3:H:48:MET:HG2 3:H:63:PHE:HE2 1.83 0.43
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:D:101:VAL:HG21 1:D:480:ARG:HG2 1.99 0.42
1:D:180:ASP:HA 1:D:194:.1LE:HB 2.01 0.42
1:D:457:ASP:HB2 1:D:467:- THR:HG23 2.01 0.42
1:E:270:ILE:HD12 1:E:344:GLN:HB2 2.01 0.42
3:1:20: VAL:HG21 3:1:90: TYR:HD2 1.84 0.42
1:D:162: THR:OG1 1:D:163: THR:N 2.53 0.42
1:D:270:ILE:HD12 1:D:344:GLN:HB2 2.01 0.42
1:G:270:ILE:HD12 1:G:344:GLN:HB2 2.02 0.42
3:H:20:VAL:HG21 3:H:90:TYR:HD?2 1.84 0.42
1:E:227:LYS:HA 1:E:486: TYR:HB3 2.01 0.42
1:D:386:ASN:HB2 3:F:100: TRP:CZ3 2.55 0.42
1:E:50:THR:OG1 1:E:51:THR:N 2.53 0.42
3:1:45:PHE:HB2 4:K:98:PHE:CG 2.54 0.42
1:D:349:LEU:HD13 1:D:468:PHE:HE?2 1.85 0.42
1:E:272:ILE:HG22 1:E:286:VAL:HG22 2.02 0.42
1:E:369:PRO:HG3 3:I:98: TYR:CE1 2.55 0.42
1:G:270:ILE:HG12 1:G:288:.LEU:HA 2.01 0.42
1:D:270:ILE:HG12 1:D:288:LEU:HA 2.01 0.41
1:E:270:ILE:HG12 1:E:288:LEU:HA 2.01 0.41
1:G:349:LEU:HD13 1:G:468:PHE:HE2 1.85 0.41
1:D:155:LYS:HG2 1:D:191:TYR:HE2 1.85 0.41
1:E:363:HIS:ND1 1:E:364:SER:O 2.53 0.41
1:E:359:ILE:HD12 1:E:465: THR:HB 2.02 0.41
1:G:162: THR:OG1 1:G:163: THR:N 2.53 0.41
3:1:38:ARG:HB3 3:1:46:GLU:HG3 2.02 0.41
1:E:162: THR:OG1 1:E:163: THR:N 2.53 0.41
3:1:48:MET:HG2 3:1:63:PHE:HE?2 1.83 0.41
1:D:363:HIS:ND1 1:D:364:SER:O 2.53 0.41
1:E:457:ASP:0D2 1:E:469:ARG:NE 2.47 0.41
1:G:180:ASP:HA 1:G:194:ILE:HB 2.01 0.41
1:G:50: THR:OG1 1:G:51:THR:N 2.53 0.41
1:E:349:LEU:HD13 1:E:468:PHE:HE2 1.85 0.41
1:D:272:ILE:HG22 1:D:286:VAL:HG22 2.02 0.41
1:G:359:ILE:HD12 1:G:465:THR:HB 2.02 0.41
4:K:46:LEU:HD21 4:K:49:HIS:HB2 2.03 0.41
3:F:38:ARG:HB3 3:F:46:GLU:HG3 2.02 0.41
1:G:457:ASP:HB2 1:G:467: THR:HG23 2.01 0.41
3:1:11:VAL:HG22 3:I:110:ILE:HB 2.03 0.41
1:D:39:TYR:HH 2:B:623: TRP:HH2 1.68 0.41
1:D:359:ILE:HD12 1:D:465: THR:HB 2.02 0.41
1:D:50: THR:OG1 1:D:51:THR:N 2.53 0.41
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Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)

1:E:437:PRO:HA 1:E:438:PRO:HD3 1.94 0.41
1:G:155:LYS:HG2 1:G:191:TYR:HE2 1.86 0.41
3:H:11:VAL:HG22 3:H:110:ILE:HB 2.03 0.41
1:E:129:LEU:HB2 1:E:191:TYR:HB2 2.03 0.40
1:E:228:CYS:SG 1:E:229:ASN:N 2.94 0.40
1:G:129:LEU:HB2 1:G:191:TYR:HB2 2.03 0.40
1:G:272:ILE:HG22 1:G:286:VAL:HG22 2.02 0.40
3:H:38:ARG:HB3 3:H:46:GLU:HG3 2.02 0.40
3:F:11:VAL:HG22 3:F:110:ILE:HB 2.03 0.40
1:G:437:PRO:HA 1:G:438:PRO:HD3 1.94 0.40
1:D:129:LEU:HB2 1:D:191:TYR:HB2 2.03 0.40
1:E:155:LYS:HG2 1:E:191:TYR:HE2 1.85 0.40
4:1:46:LEU:HD21 4:L:49:HIS:HB2 2.03 0.40

There are no symmetry-related clashes.

5.3 Torsion angles (i)

5.3.1 Protein backbone (i)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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 D 423/516 (82%) | 360 (85%) | 60 (14%) | 3 (1%) 25 68
1 E 423/516 (82%) | 360 (85%) | 60 (14%) | 3 (1%) 25 68
1 ¢ 423/516 (82%) | 360 (85%) | 60 (14%) | 3 (1%) 25 68
2 A 135/153 (88%) | 125 (93%) | 8 (6%) 2 (2%) 12] 55
2 B 135/153 (88%) | 125 (93%) | 8 (6%) 2 (2%) 12] 55
2 C 135/153 (88%) | 125 (93%) | 8 (6%) 2 (2%) 12] 55
3 F 125/230 (54%) | 108 (86%) | 17 (14%) 0
3 H 125/230 (54%) | 108 (86%) | 17 (14%) 0 |
3 I 125/230 (54%) | 108 (86%) | 17 (14%) 0 |
4 J 106/215 (49%) | 93 (88%) | 13 (12%) 0
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
4 K 106/215 (49%) | 93 (88%) | 13 (12%) 0 |
4 L 106/215 (49%) | 93 (88%) | 13 (12%) 0 |
Al | ALl | 2367/3342 (71%) | 2058 (87%) | 294 (12%) | 15 (1%) 33 70

All (15) Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 G 392 ASN
1 D 392 ASN
1 E 392 ASN
1 G 177 TYR
2 A 619 ILE
1 D 177 TYR
2 B 619 ILE
1 E 177 TYR
2 C 619 ILE
2 A 617 LYS
2 B 617 LYS
2 C 617 LYS
1 G 124 PRO
1 D 124 PRO
1 E 124 PRO

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 D 382/453 (84%) 382 (100%) 0
1 E 382/453 (84%) 382 (100%) 0
1 G 382/453 (84%) 382 (100%) 0
2 A 118/130 (91%) 118 (100%) 0
2 B 118/130 (91%) 118 (100%) 0
2 C 118/130 (91%) 118 (100%) 0

Continued on next page...
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Percentiles

Mol | Chain Analysed Rotameric | Outliers

3 F 107/195 (55%) 107 (100%) 0

3 H 107/195 (55%) 107 (100%) 0

3 I 107/195 (55%) 107 (100%) 0

4 J 91/187 (49%) 91 (100%) 0

4 K 91/187 (49%) 91 (100%) 0

4 L 91/187 (49%) 91 (100%) 0
All All 2094/2895 (72%) | 2094 (100%) 0

There are no protein residues with a non-rotameric sidechain to report.

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. All (22) such
sidechains are listed below:

Mol | Chain | Res | Type
1 G 103 GLN
1 G 203 GLN
1 G 229 ASN
1 G 302 ASN
2 A 064 HIS
2 A 653 GLN
2 A 658 GLN
4 L 38 HIS
1 D 103 GLN
1 D 203 GLN
1 D 229 ASN
1 D 302 ASN
1 D 417 GLN
2 B 564 HIS
2 B 658 GLN
4 J 38 HIS
1 E 103 GLN
1 E 203 GLN
1 E 229 ASN
1 E 302 ASN
2 C 564 HIS
4 K 49 HIS

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)

114 ligands are modelled in this entry.

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

. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link Counts RMSZg #|Z| > 2 | Counts RMSZg #|Z| > 2
) NAG A 701 2 14,14,15 | 0.32 0 15,19,21 | 0.46 0
5 NAG A 702 2 14,14,15 | 0.35 0 15,19,21 | 0.51 0
5 NAG A 703 2 14,14,15 | 0.25 0 15,19,21 | 0.53 0
) NAG A 704 2 14,14,15 | 0.37 0 15,19,21 | 0.58 0
5 | NAG | B | 701 | 2 |14,14,15| 0.24 0 15,1921 | 0.48 0
) NAG B 702 2 14,14,15 | 0.41 0 15,19,21 | 0.58 0
) NAG B 703 2 14,14,15 | 0.27 0 15,19,21 | 0.46 0
5) NAG B 704 2 14,14,15 | 0.33 0 15,19,21 | 0.58 0
5 NAG C 701 2 14,14,15 | 0.25 0 15,19,21 | 0.52 0
5 NAG C 702 2 14,14,15 | 0.41 0 15,19,21 | 0.55 0
) NAG C 703 2 14,14,15 | 0.26 0 15,19,21 | 0.47 0
) NAG C 704 2 14,14,15 | 0.33 0 15,19,21 | 0.61 0
5 | NAG | D | 601 | 1 |14,14,15] 0.1 0 15,1021 | 0.44 0
) NAG D 602 1 14,14,15 | 0.37 0 15,19,21 | 0.50 0
) NAG D 603 1,5 | 14,1415 | 0.25 0 15,19,21 | 0.72 0
5 NAG D 604 5) 14,14,15 | 0.32 0 15,19,21 | 0.59 0
) NAG D 605 1,50 | 14,14,15 | 0.28 0 15,19,21 | 0.63 0
d NAG D 606 5t 14,14,15 | 0.33 0 15,19,21 | 0.51 0
) NAG D 607 1,5 | 14,14,15 | 0.17 0 15,19,21 | 0.49 0
5 | NAG | D | 608 | 5,6 |14,14,15| 0.21 0 15,19,21 | 0.59 0
6 BMA D 609 5) 11,11,12 | 0.58 0 13,1517 | 1.15 1 (7%)
5 | NAG| D [610] 1,5 |14,14,15] 0.18 0 15,1921 | 0.66 | 1 (6%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
5 | NAG | D | 611 | 5,6 | 14,14,15] 0.22 0 15,1921 | 0.59 0
6 BMA D 612 | 5,7 | 11,11,12 | 0.70 0 13,15,17 | 0.88 0
7 MAN D 613 6 11,11,12 | 0.79 0 13,15,17 | 1.38 2 (15%)
5 | NAG | D | 614 | 1,5 |14,14,15] 0.25 0 15,1921 | 0.63 0
) NAG D 615 5) 14,14,15 | 0.33 0 15,19,21 | 0.47 0
) NAG D 616 | 1,5 | 14,14,15 | 0.27 0 15,19,21 | 0.55 0
) NAG D 617 5) 14,14,15 | 0.40 0 15,19,21 | 0.67 1 (6%)
) NAG D 618 1 14,14,15 | 0.39 0 15,19,21 | 0.54 0
5 | NAG | D | 619 | 15 |14,14,15| 022 0 15,19,21 | 0.58 0
) NAG D 620 5) 14,14,15 | 0.44 0 15,19,21 | 0.48 0
) NAG D 621 1 14,14,15 | 0.29 0 15,19,21 | 0.99 1 (6%)
) NAG D 622 1 14,14,15 | 0.34 0 15,19,21 | 0.61 0
) NAG D 623 | 1,5 | 14,14,15 | 0.50 0 15,19,21 | 0.56 0
5 NAG D 624 | 5,6 | 14,14,15 | 0.26 0 15,19,21 | 0.56 0
6 BMA D 625 5) 11,11,12 | 0.74 0 13,15,17 | 1.09 1 (7%)
5 | NAG| D |62 | 15 |141415] 077 | 1 (%) | 151921 | 0.92 0
5 | NAG | D | 627 | 5,6 | 141415 | 031 0 15,1921 | 0.75 0
6 BMA D 628 5) 11,11,12 | 0.74 0 13,15,17 | 1.37 2 (15%)
) NAG D 629 1 14,14,15 | 0.41 0 15,19,21 | 0.66 1 (6%)
5 | NAG| D |63 | 1 [141415] 133 | 1 (7%) |151921| 158 | 1 (6%)
) NAG D 631 1,5 | 14,14,15 | 0.30 0 15,19,21 | 0.65 1 (6%)
5 NAG D 632 5) 14,14,15 | 0.25 0 15,19,21 | 0.62 0
d NAG D 633 | 1,0 | 14,14,15 | 0.20 0 15,19,21 | 0.69 1 (6%)
) NAG D 634 5 14,14,15 | 0.36 0 15,19,21 | 0.60 0
5 | NAG | E | 601 | 1 |14,14,15| 0.24 0 15,19,21 | 0.42 0
) NAG E 602 1 14,14,15 | 0.42 0 15,19,21 | 0.49 0
d NAG E 603 | 1,0 | 14,14,15 | 0.26 0 15,19,21 | 0.79 1 (6%)
) NAG E 604 5) 14,14,15 | 0.32 0 15,19,21 | 0.64 0
5 | NAG | E | 605 | 15 |14,14,15| 0.22 0 15,19,21 | 0.59 0
d NAG E 606 5t 14,14,15 | 0.32 0 15,19,21 | 0.50 0
) NAG E 607 1,5 | 14,14,15 | 0.27 0 15,19,21 | 0.62 0
d NAG E 608 | 5,6 | 14,14,15 | 0.20 0 15,19,21 | 0.63 0
6 BMA E 609 5 11,11,12 | 0.58 0 13,15,17 | 1.11 1 (7%)
5 | NAG| E [610] 1,5 |14,14,15] 0.19 0 15,1921 | 0.64 | 1 (6%)
) NAG E 611 5,6 |14,14,15 | 0.23 0 15,19,21 | 0.63 0
6 BMA E 612 | 5,7 |11,11,12 | 0.71 0 13,15,17 | 0.91 0
7 MAN E 613 6 11,11,12 | 0.79 0 13,15,17 | 1.36 2 (15%)
) NAG E 614 1,5 | 14,1415 | 0.22 0 15,19,21 | 0.64 0
5 NAG E 615 5 14,14,15 | 0.35 0 15,19,21 | 0.50 0
5 | NAG | E | 616 | 15 |14,14,15| 0.24 0 15,19,21 | 0.59 0
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
) NAG E 617 5) 14,14,15 | 0.29 0 15,19,21 | 0.60 0
5 NAG E 618 1 14,14,15 | 0.37 0 15,19,21 | 0.63 1 (6%)
) NAG E 619 1,5 | 14,1415 | 0.28 0 15,19,21 | 0.51 0
) NAG E 620 5) 14,14,15 | 0.45 0 15,19,21 | 0.49 0
5 NAG E 621 1 14,14,15 | 0.31 0 15,19,21 | 0.89 1 (6%)
) NAG E 622 1 14,14,15 | 0.35 0 15,19,21 | 0.72 1 (6%)
5 | NAG | E | 623 | 15 |14,14,15| 0.39 0 15.19,21 | 0.64 0
5 NAG E 624 | 5,6 | 14,14,15 | 0.36 0 15,19,21 | 0.53 0
6 BMA E 625 5) 11,11,12 | 0.81 0 13,15,17 | 1.02 1 (7%)
5 |NAG| E [626] 1,5 |141415| 073 | 1 (%) | 15,1921 | 0.93 0
5 | NAG | E | 627 | 5,6 | 141415 | 023 0 15,19,21 | 0.66 0
6 BMA E 628 5) 11,11,12 | 0.81 0 13,15,17 | 1.40 2 (15%)
) NAG E 629 1 14,14,15 | 0.31 0 15,19,21 | 0.81 1 (6%)
5 |[NAG| E |63 ] 1 |141415] 1.28 | 1 (7%) | 15,1921 | 1.58 | 1 (6%)
5 |NAG| E [631] 15 |14,14,15]| 025 0 15,1921 | 0.71 | 1 (6%)
) NAG E 632 ) 14,14,15 | 0.22 0 15,19,21 | 0.61 0
) NAG E 633 1,5 | 14,14,15 | 0.23 0 15,19,21 | 0.62 0
) NAG E 634 5) 14,14,15 | 0.33 0 15,19,21 | 0.54 0
5 | NAG | G | 601 | 1 |14,14,15] 0.22 0 15,1921 | 0.44 0
5) NAG G 602 1 14,14,15 | 0.48 0 15,19,21 | 0.52 0
S NAG G 603 | 1,5 | 14,14,15 | 0.23 0 15,19,21 | 0.75 0
5 | NAG | G | 604 | 5 |141415]| 0.33 0 15,1921 | 0.66 | 1 (6%)
d NAG G 605 1,50 | 14,1415 | 0.24 0 15,19,21 | 0.63 0
S NAG G 606 5 14,14,15 | 0.33 0 15,19,21 | 0.49 0
5 | NAG | G | 607 | 15 |14,14,15| 021 0 15,19,21 | 0.58 0
5 | NAG | G | 608 | 5,6 |14,14,15| 0.21 0 15,19,21 | 0.61 0
6 BMA G 609 5) 11,11,12 | 0.62 0 13,15,17 | 1.11 1 (7%)
) NAG G 610 1,5 | 14,14,15 | 0.21 0 15,19,21 | 0.63 1 (6%)
) NAG G 611 0,6 | 14,14,15 | 0.22 0 15,19,21 | 0.62 0
6 BMA G 612 | 5,7 | 11,11,12 | 0.70 0 13,15,17 | 0.90 0
7 MAN G 613 6 11,11,12 | 0.78 0 13,15,17 | 1.36 2 (15%)
) NAG G 614 1,5 | 14,1415 | 0.21 0 15,19,21 | 0.61 0
) NAG G 615 5) 14,14,15 | 0.32 0 15,19,21 | 0.51 0
d NAG G 616 | 1,5 | 14,14,15 | 0.25 0 15,19,21 | 0.57 0
) NAG G 617 5) 14,14,15 | 0.29 0 15,19,21 | 0.61 0
3 NAG G 618 1 14,14,15 | 0.36 0 15,19,21 | 0.60 0
5 | NAG | G | 619 | 1,5 | 14,1415 027 0 15,19,21 | 0.50 0
) NAG G 620 5) 14,14,15 | 0.46 0 15,19,21 | 0.52 0
) NAG G 621 1 14,14,15 | 0.33 0 15,19,21 | 0.90 1 (6%)
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | o/ RMSZg #|Z| > 2| Counts RMSZg HZ| > 2
5 NAG G 622 1 14,14,15 | 0.34 0 15,19,21 | 0.73 1 (6%)
) NAG G 623 1,5 | 14,14,15 | 0.41 0 15,19,21 | 0.63 0
5 | NAG | G | 624 | 5,6 | 141415 | 0.33 0 15,19,21 | 0.51 0
6 BMA G 625 5 11,11,12 | 0.80 0 13,15,17 | 1.02 1 (7%)
5 | NAG| G [626] 1,5 |141415] 091 | 1(7%) | 15,1921 | 098 | 1 (6%)
> NAG G 627 | 5,6 | 14,14,15 | 0.23 0 15,19,21 | 0.69 0
6 BMA G 628 5t 11,11,12 | 0.75 0 13,15,17 | 1.44 2 (15%)
5 NAG G 629 1 14,14,15 | 0.33 0 15,19,21 | 0.81 1 (6%)
5 |NAG| G [630 | 1 [141415] 130 | 1(7%) | 151921 1.62 | 1 (6%)
5) NAG G 631 1,5 | 14,14)15 | 0.24 0 15,19,21 | 0.70 1 (6%)
) NAG G 632 5) 14,14,15 | 0.22 0 15,19,21 | 0.61 0
5 | NAG | G | 633 | 1,5 | 141415 022 0 15,19,21 | 0.66 0
3 NAG G 634 5 14,14,15 | 0.33 0 15,19,21 | 0.55 0

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical
component dictionary. Similar counts are reported in the Torsion and Rings columns.

no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5t NAG A 701 2 - 0/6/23/26 | 0/1/1/1
5 NAG A 702 2 - 0/6/23/26 | 0/1/1/1
5t NAG A 703 2 - 0/6/23/26 | 0/1/1/1
5 NAG A 704 2 - 0/6/23/26 | 0/1/1/1
5 NAG B 701 2 - 0/6/23/26 | 0/1/1/1
5 NAG B 702 2 - 0/6/23/26 | 0/1/1/1
5 NAG B 703 2 - 0/6/23/26 | 0/1/1/1
5t NAG B 704 2 - 0/6/23/26 | 0/1/1/1
5t NAG C 701 2 - 0/6/23/26 | 0/1/1/1
5t NAG C 702 2 - 0/6/23/26 | 0/1/1/1
5 NAG C 703 2 - 0/6/23/26 | 0/1/1/1
5 NAG C 704 2 - 0/6/23/26 | 0/1/1/1
5 NAG D 601 1 - 0/6/23/26 | 0/1/1/1
> NAG D 602 1 - 0/6/23/26 | 0/1/1/1
5t NAG D 603 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG D 604 5 - 0/6/23/26 | 0/1/1/1
5 NAG D 605 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 606 5 - 0/6/23/26 | 0/1/1/1
5 NAG D 607 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 608 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA D 609 5 - 0/2/19/22 | 0/1/1/1

Continued on next page...
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5t NAG D 610 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 611 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA D 612 | 5,7 - 0/2/19/22 | 0/1/1/1
7 MAN D 613 6 - 0/2/19/22 | 0/1/1/1
5 NAG D 614 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG D 615 5 - 0/6/23/26 | 0/1/1/1
5t NAG D 616 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 617 5 - 0/6/23/26 | 0/1/1/1
5 NAG D 618 1 - 0/6/23/26 | 0/1/1/1
5 NAG D 619 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 620 5 - 0/6/23/26 | 0/1/1/1
5 NAG D 621 1 - 0/6/23/26 | 0/1/1/1
5 NAG D 622 1 - 0/6/23/26 | 0/1/1/1
5t NAG D 623 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 624 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA D 625 5 - 0/2/19/22 | 0/1/1/1
5 NAG D 626 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 627 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA D 628 5 - 0/2/19/22 | 0/1/1/1
5t NAG D 629 1 - 0/6/23/26 | 0/1/1/1
5t NAG D 630 1 - 0/6/23/26 | 0/1/1/1
5 NAG D 631 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 632 5 - 0/6/23/26 | 0/1/1/1
5 NAG D 633 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG D 634 5 - 0/6/23/26 | 0/1/1/1
5t NAG E 601 1 - 0/6/23/26 | 0/1/1/1
5t NAG E 602 1 - 0/6/23/26 | 0/1/1/1
5t NAG E 603 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 604 5 - 0/6/23/26 | 0/1/1/1
5 NAG E 605 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 606 5 - 0/6/23/26 | 0/1/1/1
5 NAG E 607 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG E 608 | 5.6 - 0/6/23/26 | 0/1/1/1
6 BMA E 609 5 - 0/2/19/22 | 0/1/1/1
5 NAG E 610 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 611 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA E 612 | 5,7 - 0/2/19/22 | 0/1/1/1
7 MAN E 613 6 - 0/2/19/22 | 0/1/1/1
5 NAG E 614 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG E 615 5 - 0/6/23/26 | 0/1/1/1
5t NAG E 616 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 617 5 - 0/6/23/26 | 0/1/1/1
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Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5t NAG E 618 1 - 0/6/23/26 | 0/1/1/1
5 NAG E 619 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 620 5 - 0/6/23/26 | 0/1/1/1
5 NAG E 621 1 - 0/6/23/26 | 0/1/1/1
5 NAG E 622 1 - 0/6/23/26 | 0/1/1/1
5t NAG E 623 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG E 624 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA E 625 5 - 0/2/19/22 | 0/1/1/1
5 NAG E 626 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 627 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA E 628 5 - 0/2/19/22 | 0/1/1/1
5 NAG E 629 1 - 0/6/23/26 | 0/1/1/1
5t NAG E 630 1 - 0/6/23/26 | 0/1/1/1
5t NAG E 631 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 632 5 - 0/6/23/26 | 0/1/1/1
5 NAG E 633 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG E 634 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 601 1 - 0/6/23/26 | 0/1/1/1
5 NAG G 602 1 - 0/6/23/26 | 0/1/1/1
5t NAG G 603 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG G 604 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 605 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 606 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 607 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 608 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA G 609 5 - 0/2/19/22 | 0/1/1/1
5t NAG G 610 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG G 611 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA G 612 | 5,7 - 0/2/19/22 | 0/1/1/1
7 MAN G 613 6 - 0/2/19/22 | 0/1/1/1
5 NAG G 614 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 615 5 - 0/6/23/26 | 0/1/1/1
5t NAG G 616 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG G 617 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 618 1 - 0/6/23/26 | 0/1/1/1
5 NAG G 619 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 620 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 621 1 - 0/6/23/26 | 0/1/1/1
5t NAG G 622 1 - 0/6/23/26 | 0/1/1/1
5t NAG G 623 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG G 624 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA G 625 5 - 0/2/19/22 | 0/1/1/1

Continued on next page...




Page 36

Full wwPDB/EMDataBank EM Map/Model Validation Report

5VNS8

Continued from previous page...

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
5t NAG G 626 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 627 | 5,6 - 0/6/23/26 | 0/1/1/1
6 BMA G 628 5 - 0/2/19/22 | 0/1/1/1
5 NAG G 629 1 - 0/6/23/26 | 0/1/1/1
> NAG G 630 1 - 0/6/23/26 | 0/1/1/1
5t NAG G 631 | 1,5 - 0/6/23/26 | 0/1/1/1
5t NAG G 632 5 - 0/6/23/26 | 0/1/1/1
5 NAG G 633 | 1,5 - 0/6/23/26 | 0/1/1/1
5 NAG G 634 5 - 0/6/23/26 | 0/1/1/1

All (6) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
S G 626 | NAG | O5-C1 | -3.17 1.38 1.43
D D 626 | NAG | O05-C1 |-2.71 1.39 1.43
d B 626 | NAG | 05-C1 | -2.53 1.39 1.43
3 B 630 | NAG | 05-C1 | 4.49 1.51 1.43
d G 630 | NAG | 05-C1 | 4.54 1.51 1.43
3 D 630 | NAG | O5-C1 | 4.72 1.51 1.43

All (41) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
7 B 613 | MAN | 02-C2-C3 | -2.37 105.52 110.17
7 G 613 | MAN | O2-C2-C3 | -2.36 105.53 110.17
7 D 613 | MAN | 02-C2-C3 | -2.33 105.60 110.17
3 E 618 | NAG | C1-O5-C5 | 2.01 114.93 112.17
6 E 625 | BMA | C1-O05-C5 | 2.02 114.95 112.17
3 E 610 | NAG | C1-O05-C5 | 2.02 114.95 112.17
d G 610 | NAG | C1-O5-C5 | 2.05 114.99 112.17
6 G 625 | BMA | C1-05-C5 | 2.07 115.02 112.17
d D 631 | NAG | C1-05-C5 | 2.08 115.04 112.17
3 D 633 | NAG | C1-O5-C5 | 2.10 115.06 112.17
S D 629 | NAG | C1-O5-C5 | 2.12 115.09 112.17
5 G 604 | NAG | C1-O5-C5 | 2.12 115.09 112.17
d B 603 | NAG | C1-05-C5 | 2.14 115.12 112.17
d D 617 | NAG | C1-05-C5 | 2.16 115.15 112.17
d D 610 | NAG | C1-05-C5 | 2.17 115.16 112.17
d G 626 | NAG | C3-C4-C5 | 2.26 114.20 110.22
6 E 628 | BMA | C1-C2-C3 | 2.28 112.54 109.65
S G 631 | NAG | C1-O5-C5 | 2.28 115.31 112.17
6 G 628 | BMA | C1-C2-C3 | 2.30 112.56 109.65

Continued on next page...
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Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(®)
d B 631 | NAG | C1-05-C5 | 2.30 115.34 112.17
6 D 628 | BMA | C1-C2-C3 | 2.36 112.64 109.65
6 D 625 | BMA | C1-O5-C5 | 2.37 115.44 112.17
3 E 621 | NAG | C1-O5-C5 | 2.40 115.48 112.17
d G 621 | NAG | C1-O5-Ch | 2.43 115.52 112.17
d B 622 | NAG | C1-05-C5 | 2.44 115.53 112.17
d G 622 | NAG | C1-05-Ch | 2.48 115.58 112.17
d D 621 | NAG | C1-05-C5 | 2.64 115.81 112.17
S G 629 | NAG | C1-O5-C5 | 2.68 115.86 112.17
3 E 629 | NAG | C1-O5-C5 | 2.73 115.93 112.17
6 G 609 | BMA | C1-O5-C5 | 2.97 116.26 112.17
6 D 628 | BMA | C1-05-C5 | 3.08 116.41 112.17
6 D) 609 | BMA | C1-05-C5 | 3.08 116.41 112.17
6 D 609 | BMA | C1-05-C5 | 3.14 116.50 112.17
6 E 628 | BMA | C1-05-C5 | 3.36 116.79 112.17
6 G 628 | BMA | C1-O5-C5 | 3.58 117.09 112.17
7 G 613 | MAN | C1-O5-C5 | 3.85 117.47 112.17
7 E 613 | MAN | C1-O5-C5 | 3.86 117.48 112.17
7 D 613 | MAN | C1-05-C5 | 3.97 117.63 112.17
d B 630 | NAG | C1-05-C5 | 5.84 120.22 112.17
3 D 630 | NAG | C1-O5-C5 | 5.92 120.32 112.17
d G 630 | NAG | C1-O5-C5 | 6.00 120.43 112.17

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

12 monomers are involved in 13 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
5 D 603 | NAG 1 0
5 D 607 | NAG 1 0
5 D 610 | NAG 1 0
5) D 621 | NAG 1 0
5 E 603 | NAG 1 0
5 E 607 | NAG 1 0
5) E 610 | NAG 1 0
5 E 621 | NAG 1 0
5 G 603 | NAG 2 0
5 G 607 | NAG 1 0
5 G 610 | NAG 1 0
5 G 621 | NAG 1 0
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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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