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1 Overall quality at a glance (i)

The following experimental techniques were used to determine the structure:
X-RAY DIFFRACTION

The reported resolution of this entry is 3.00 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 0 I 25
Ramachandran outliers I | D 1.1%
Sidechain outliers | W 3.7%

Worse Better
0 Percentile relative to all X-ray structures

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

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Clashscore 112137 2037 (3.00-3.00)
Ramachandran outliers 110173 1973 (3.00-3.00)
Sidechain outliers 110143 1976 (3.00-3.00)

The table below summarises the geometric issues observed across the polymeric chains and their fit
to the electron density. The red, orange, yellow and green segments on the lower bar indicate the
fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality criteria. 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%
The upper red bar (where present) indicates the fraction of residues that have poor fit to the
electron density. The numeric value is given above the bar.

Note EDS was not executed.

Mol | Chain | Length Quality of chain
1 A 437 50% 39% 5% 6%
1 B 437 54% 37% T
1 D 437 57% 34% 5% 5%
1 E 437 51% 39% 5% 5%
1 F 437 55% 35% . 5%
1 G 437 51% 39% - e%
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2 Entry composition (i)

There are 4 unique types of molecules in this entry. The entry contains 19892 atoms, of which 0
are hydrogens and 0 are deuteriums.

In the tables below, the ZeroOcc column contains the number of atoms modelled with zero occu-
pancy, the AltConf column contains the number of residues with at least one atom in alternate
conformation and the Trace column contains the number of residues modelled with at most 2
atoms.

e Molecule 1 is a protein called CONJUGAL TRANSFER PROTEIN TRWB.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
L A 411 g‘;?g 2(516 51;17 680 1S() 0 0 0
L B AT ggt;él 20C7 2 52]7 687 1S() 0 0 0
L b AT ggg?’)l 2(%9 52]7 6(57 1S() 0 0 0
L £ A4 ggt;ll 2(?59 51§1 6(54 1SO 0 0 ¥
L s 413 ggfl%l 20C50 5?9 681 1SO 0 0 0
L G 412 ?2);1 2(518 5§8 6(51 1SO 0 0 0

e Molecule 2 is PHOSPHOAMINOPHOSPHONIC ACID-ADENYLATE ESTER (three-letter
code: ANP) (formula: C10H17N6012P3).

ANP
LD

o ]

1 oH
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
(a1 ot TT] . [
IR
IR R
IR
IR
IR

e Molecule 3 is CHLORIDE ION (three-letter code: CL) (formula: CI).

Mol | Chain | Residues Atoms ZeroOcc | AltConf
3 A 1 Total Cl 0 0
1 1
e Molecule 4 is water.
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
4 A 30 30 20 0 0
Total O
4 B 29 99 99 0 0
Total O
4 D 39 29 39 0 0
Total O
4 E 53 53 53 0 0
Total O
4 F 23 93 93 0 0
Total O
4 G 18 18 18 0 0
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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 and electron density.
Residues are color-coded according to the number of geometric quality criteria for which they

contain at least one outlier: green = 0, yellow = 1, orange = 2 and red = 3 or more. A red dot
above a residue indicates a poor fit to the electron density (RSRZ > 2). Stretches of 2 or more

consecutive residues without any outlier are shown as a green connector. Residues present in the

These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for
sample, but not in the model, are shown in grey.

3 Residue-property plots (i)
Note EDS was not executed.
e Molecule 1: CONJUGAL TRANSFER PROTEIN TRWB

Page 5
Chain A:

6711
8¥TT

SYTA
EVTT
0711
6ETT
8ETA
LETS
SETD

€TV
0ETD

L2171
9211

i74xt

8T1d

911d

ETTY

60TD

S0Td

€0TL
COTH

661
863

S6S
w6A

(431}

184

3

€8d
43

8.3

6STd

PSTH

$9¢s
v9ca

652

L5Td

€52a

0821
Giza s

9¥eL
Eigd

(4748
Tved

8€TS

9€TL

CTETY

0€TA
62T

CTEEM

Leed
ozed
SCET

gced
[44°0)]
TCEW
0zea

L1EM
91el
GT€I
vied

98YY
S8YI
78vd

T8YN

6.7

697N

99%a

€9V

0974
657

957Y

Le%s
9THN

0Zvd
6170

L1948
91¥S
STPD

€191

13578
0T¥1

5%

.

37%

54%

e Molecule 1: CONJUGAL TRANSFER PROTEIN TRWB

Chain B:

8S1d

+

6711
8¥v11

149
Y
€Y1
{4745
6ETT

9ETH

YerL
€ETD

TETV
0ETH

8CTA

9CT1
SCTH
iZ4%

1144 4

8TTd
LTI
9T1d

vo1d
€071
COTH

661
863

II¢ ..II..IIIIII.-
©
29

423

8.3

9.b

VLA

¥SCT

zsea
154

(G741
8%CI

i AN

Tvea

8€TS

€eTT

622

Elaacs
ey

L1V

vica

S0ZA

€02Ss
20e1

6614
8610

9610

Ll

781D

1814
08Th

8LTX
LL1d

SLTT
YLTI
LTI

TLIY

99T

911

1919
09TN
6GTd

2EYE

0EYT

82T¥'1

(44728

0Zvd
617

9T¥S
ST%D
i34
€171

TIPA
(5748

80%d

SOvV

RLDWIDE

€0¥T

S6EX

88€L

i

78€D

08€Y
6LET

LLEV
9.Le)

€LEN

TLET

99€8
€9e%
Lsed

95ed
GSEI

zseM

0sed
6vex

ovexd
sved

0O
PROTEIN DATA BANK

W

erpBe


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

1GL7

wwPDB X-ray Structure Validation Summary Report

Page 6

6711 | oveu 1 | seva | £9TH $EEQ 0zvd 0671
8HT1 6€TH T5ET LEVY | gota £EEN 6170 68%d
LT 8£2S O%ET 9evd 1919 | ceem | 8TRL 887
€0GA 9HTL | lged | eges SETA | 09T 6vey TEEV LT%4 1
2054 . SHTA wmﬁ. mm&. pEYE 65Td [ | | 91%8 €894
| 108V | S | gEVH o 831 92l f ST%9 z8hN
005d © i £€T1 SEE zevH 3 | o.sTA | gvem Leed 255) 1
6670 < 1 1 L oTewd I 9571 YheH [ | £T%1 6.7
867y ) (%! 6223 zEEM 0EPT m | gsTA [ | gced 47 1
169N 6£TT | szey TEEY | 6zvs 5099 $STH Thea zeen TT7A SLHY
| 96y | 17TL wmﬂ | yosa | [ | ommm Hmms 0T%1 | wivL
g6 + | ozea £05A €511 | 60t €151
1 szed 6T%a 1 [ | 54) 8TEU 8074 | zwva
1674 ££1H 1 5z 8THL 005d 0%11 ¥€eI | oLtem [ | 1.%d
0671 | eetL 1228 | wesv | 1194 | e6vh 6£TT ££21 9TEL S0V 0L¥1
687d 1€TV | ozzn €zed | oths 86vY 8ETA [ | | grer HOPY 1
887A m < 0£TH 6TCA zzen 3% L6%N [an)] | ie1s 62T y1ed €071 1971
- W 3 | 81es | 7199 -G W 9eTH | 1 | 99%a
989V 1271 1 LTEM €191 8674 N SETH [Tt 007V | gqony |
1 m 9211 [yt 9TEL 47 m 3 [ | mmwm 01€D mmmm $9%d
28V | SeiH | grer | TT9A F TETY | 60eN £9%H
1 —. vm:_ + $Ted 0191 68%d = oms ﬁmwm wmmm z6€a Z9vA
6174 1 607 887 | T9wA
1 H 8TTd H0ZA wm«: m 1211 hmﬁ HOEM f 0974
QLB LTTH $0EM 9211 | eoes $8€D | 6svd
1 = 9TTd . 1 S0%Y = STTH vied zogy [ | 8574
2150 (@) 1 162D | vovd | (@) veTd 1 T0€I 08eY P
1 TTTL 0024 €071 08y [ | o1eL [ | 6.€1 | 9svu
Lot | | |
697N 6674 6Lpd 61T 1629 99y
A 60T 1 £62L 6684 1 A 8TTd €02 eLe3 5551
R z6TY T6TA 1 SLYY R LTTH 2021 TLEL
= f 1 162H 16€1 1 m [ | [ | 1.1
= 5073 %819 0623 1 697N = mmﬁ 661Y
Cvory estn [GEcAl 98gb | s9pv | 8610 f
m €0TL T8TL 8821 | g8eT 1971 m 607D [ | 8821 99€S
= [ ] 18T \.ms_ «mmo mmvm = 80T z6TYH hmmx [ ]
00T . osth LOTY | T6TI 1981
o 661 6.1a $821 o0sgy £9TH o |90ty 067d %821 [ |
[ N 863 8LTA 1 6LET 1 [ s0Td [ | £8CA PRt
S 169 1.7d 1824 1 6573 o $0TY %879 | z8ed 95€a
— 969 1 1 SLE4 857y — S [ | | g8 1824 SGET
$LIT Wiat | wieD  LSWA ) 1074 z8TL | osey $Sed
% . 1 1 €LEN 95%Y Mnu [ | 1874 6.2S £5€T
TLTY zled ziel 86) 08Th
- z64 L osta 1 TL€7 -] [ | 6.10
= 69TH q9zs =) 76 | 8LTk
Z. | $92d F Z, 141d LEVY
@) 9913 | ommm (@) 9LIN oevd 7054
84 | go1s et L et SEVA £0SA
o £8d $9T1 1 85€T O yLT1 | vevE | 2084
= z8v | sgey | = Ceur £9cy L wbed £E7H | 108V
[ | 65Td 1 €961 TL1a | z9e1 £7ET zevd 005d
<@ 8.4 8s1a zsea zsen < TLT 1921 I 667D
w D 9Lb wmm, ﬁma k m = ﬁ 6528 0vEl .
< o | ggTA 9%TL 6vEY < o 8979 8521 | eees 821
o = HSTH 1 1 o = |94 [ | 8EEL LTvs S6%d
M < | eqTd £ved 9ved M < 99TY sszy LEED 1 1
= zsta zveT | gpeE < | go1s 21 | ogen €T Z6v1
i ) (@) 1 igec! vhed ) O 91T | esea seen 1 | 1evE |

5%

35%
RLDWIDE

O

erbDeBe

PROTEIN DATA BANK

W

55%

CONJUGAL TRANSFER PROTEIN TRWB

e Molecule 1
Chain F



wwPDB X-ray Structure Validation Summary Report 1GL7

Page 7

SPTA

EVTT

B6ETT

9ETA
GETD

9T1d

OTTA
60TD

LOTY

S0TH

€0TL

T0Td

igan

8€TS

9€TL

€€TT

62T

felaace
{44

€ee1
e
Teey

902d

70TA

002X
6674

961Q

v61a
E€6TN

68TN

1814

S8TM
781D

28TL

i

€8CA

1824

6.2S

L.21

T9CL

6523

952D
isfac

2¢sea
TS24

veva

(45748

0EVT

8C¥1

(15744

L1749

ST%D

€171

TIvA
0T%1
60¥S
80%4

€0¥T

66€4

3

78€D
E€8EV

CONJUGAL TRANSFER PROTEIN TRWB

3

T8EA
08€Y

8.L€D

S.e4

0%€I

8EEL
LEED

E9TI

09%4
6S¥d

LEVY
9€vd
SEVA

e Molecule 1

6%

39%

51%

Chain G

TeTY
0E€TD

8CTA
L1211
9211
SCTH
jZ4%'

{44
61TH
9T1d

601D

3

S0Td

€0TL
COTW

00T
661
8631

96D

w6n

3

881

€8d
423

L5744

8ETS

9ETL

€E€TT

62Ty

¢y

2ee]
1144

6TCA

Liey

¥ica

€ced

0T€D

80€d

S0€T
Y0EM

coed
TOET

162D

S62d

1

T6CH
0623

8821

7821
€8CTA

182H
08Ty
6.TS

1924

et

T9CL

692d
8921

erat

L}

8¥%CI

9¥TL

Y¥CH

(5748

8074

S0PV

S6EX

LSPA

gI

LEVY

SEVA
veEYA

CEYA

8¢

1470

w o~
=1 B

™
—
hd
=

12578

509D
v08d
€08A

6670
8674
LBYN
{45528

68%d
88%A

O

R LDWIDE
PROTEIN DATA BANK

W



Page 8

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

Xtriage (Phenix) and EDS were not executed - this section is therefore incomplete.

Property Value Source
Space group P3121 Depositor
Cell constants 152.70A  152.70A 252.10A .
Depositor
a, b, c,a, B,y 90.00° 90.00°  120.00°
Resolution (A) 50.00 - 3.00 Depositor
/0 Data completencss 100.0 (50.00-3.00) Depositor
(in resolution range)
Ronerge 0.11 Depositor
Reym (Not available) Depositor
Refinement program CNS 1.0 Depositor
R, Rfree 0.219 , 0.265 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 19892 wwPDB-VP
Average B, all atoms (A?) 64.0 wwPDB-VP
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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: ANP,
CL

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 | pyigy | 417055 | RMSZ | (7] >5

1 A 0.47 0/3297 0.68 0/4457

1 B 0.46 0/3340 0.68 | 1/4514 (0.0%)

1 D 0.47 0/3337 0.69 | 1/4509 (0.0%)

1 E 0.47 0/3318 0.70 0/4485

1 F 0.46 0/3304 0.69 0/4466

1 G 0.47 0/3301 0.68 0/4462

All All 0.47 | 0/19897 | 0.69 | 2/26893 (0.0%)

There are no bond length outliers.

All (2) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°) | Ideal(°)
1 B 157 | VAL | N-CA-C | -5.51 96.12 111.00
1 D 157 | VAL | N-CA-C | -5.14 97.11 111.00

There are no chirality outliers.

There are no planarity outliers.

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 3233 0 3261 169 0
1 B 3276 0 3308 165 1
1 D 3273 0 3302 157 1

WO RLDWIDE
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Continued on next page...
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Continued from previous page...

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 B 3254 0 3283 185 0
1 F 3240 0 3270 172 0
1 G 3237 0 3264 180 0
2 A 31 0 13 1 0
2 B 31 0 13 2 0
2 D 31 0 13 1 0
2 E 31 0 13 2 0
2 F 31 0 13 2 0
2 G 31 0 13 1 0
3 A 0 0 0 0
4 A 30 0 0 1 0
4 B 29 0 0 1 0
4 D 39 0 0 3 0
4 E 53 0 0 3 0
4 F 23 0 0 0 0
4 G 18 0 0 0 0

All All 19892 0 19766 989 1

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 25.

The worst 5 of 989 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:B:367:LEU:HD13 | 1:B:403:LEU:HD11 1.36 1.05
1:D:413:LEU:HD23 | 1:D:475:ALA:HB2 1.37 1.03
1:F:463:-MET:HB2 | 1:F:466:GLU:HG3 1.43 1.01
1:B:503:VAL:O 1:B:504:GLU:HB2 1.63 0.98
1:G:154:-MET:HE3 | 1:G:156:ILE:HD11 1.44 0.98

All (1) symmetry-related close contacts are listed below. The label for Atom-2 includes the sym-

metry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:B:98:LYS:NZ | 1:D:241:GLU:OE1[4_ 456] 2.08 0.12
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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 X-ray entries followed by that with respect to entries
of similar resolution.

The Analysed column shows the number of residues for which the backbone conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles

1 A 407/437 (93%) 367 (90%) | 36 (9%) 4 (1%) 181 59

1 B 413/437 (94%) 369 (89%) | 39 (9%) 5 (1%) 157 53

1 D 413/437 (94%) 373 (90%) | 36 (9%) 4 (1%) 181 59

1 E 410/437 (94%) 373 (91%) | 34 (8%) 3 (1%) 25 67

1 F 409/437 (94%) 371 (91%) | 32 (8%) 6 (2%) 12} 48

1 G 408 /437 (93%) 369 (90%) | 35 (9%) 4 (1%) 181 59
All All 2460/2622 (94%) | 2222 (90%) | 212 (9%) | 26 (1%) 177 56

5 of 26 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 F 289 PRO
1 F 293 THR
1 B 125 HIS
1 B 189 ASN
1 D 289 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 X-ray entries followed by that with respect to entries of similar
resolution.

The Analysed column shows the number of residues for which the sidechain conformation was
analysed, and the total number of residues.

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 A 344/364 (94%) 315 (92%) | 29 (8%) 131 43
1 B 348 /364 (96%) 316 (91%) | 32 (9%) 38
1 D 347/364 (95%) 314 (90%) | 33 (10%) 101 36

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

Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 E 346/364 (95%) 315 (91%) | 31 (9%) 40
1 F 344/364 (94%) 313 (91%) | 31 (9%) 11§ 40
1 G 344/364 (94%) 319 (93%) | 25 (7%) 16| 50
All | Al | 2073/2184 (95%) | 1892 (91%) | 181 (9%) 41

5 of 181 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 D 353 LEU
1 E 240 ARG
1 G 289 PRO
1 D 372 THR
1 D 482 ASN

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 40 such
sidechains are listed below:

Mol | Chain | Res | Type
1 D 494 GLN
1 E 180 GLN
1 G 423 ASN
1 D 499 GLN
1 E 423 ASN

5.3.3 RNA (D

There are no RNA molecules in this entry.

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 7 ligands modelled in this entry, 1 is monoatomic - leaving 6 for Mogul analysis.

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

Mol | Type | Chain | Res | Link | o | RAISZ | £17]5 2 | Counts | RMSE | 212 > 2
2 ANP A 701 - 29,33,33 | 2.06 10 (34%) | 28,52,52 | 2.22 7 (25%
2 ANP B 701 - 29,33,33 | 2.06 10 (34%) | 28,52,52 | 2.24 6 (21%
2 ANP D 701 - 29,33,33 | 2.10 11 (37%) | 28,52,52 | 2.23 9 (32%
2 ANP E 701 - 29,33,33 | 2.05 11 (37%) | 28,52,52 | 2.25 7 (25%
2 ANP F 701 - 29,33,33 | 1.99 10 (34%) | 28,52,52 | 2.27 8 (28%
2 ANP G 701 - 29,33,33 | 1.98 10 (34%) | 28,52,52 | 2.25 7 (25%

In the following table, the Chirals column lists the number of chiral outliers, the number of chiral
centers analysed, the number of these observed in the model and the number defined in the chemical

component dictionary. Similar counts are reported in the Torsion and Rings columns. -’ means
no outliers of that kind were identified.

Mol | Type | Chain | Res | Link | Chirals | Torsions Rings
2 ANP A 701 - - 0/13/38/38 | 0/3/3/3
2 ANP B 701 - - 0/13/38/38 | 0/3/3/3
2 ANP D 701 - - 0/13/38/38 | 0/3/3/3
2 ANP E 701 - - 0/13/38/38 | 0/3/3/3
2 ANP F 701 - - 0/13/38/38 | 0/3/3/3
2 ANP G 701 - - 0/13/38/38 | 0/3/3/3

The worst 5 of 62 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
2 G 701 | ANP | PG-O3G | -2.97 1.48 1.56
2 B 701 | ANP | PG-0O3G | -2.95 1.48 1.56
2 E 701 | ANP | O4’-C4" | -2.91 1.38 1.45
2 A 701 | ANP | O4-C4” | -2.86 1.38 1.45
2 A 701 | ANP | PG-03G | -2.81 1.49 1.56

The worst 5 of 44 bond angle outliers are listed below:

WO RLDWIDE

PROTEIN DATA BANK
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Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(°)
2 B 701 | ANP | O1G-PG-N3B | -7.07 101.22 111.79
2 F 701 | ANP | O1G-PG-N3B | -6.92 101.45 111.79
2 D 701 | ANP | O1G-PG-N3B | -6.85 101.54 111.79
2 E 701 | ANP | O1G-PG-N3B | -6.83 101.58 111.79
2 G 701 | ANP | O1G-PG-N3B | -6.78 101.64 111.79

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

6 monomers are involved in 9 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 A 701 | ANP 1 0
2 B 701 | ANP 2 0
2 D 701 | ANP 1 0
2 E 701 | ANP 2 0
2 F 701 | ANP 2 0
2 G 701 | ANP 1 0

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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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

EDS was not executed - this section is therefore empty.

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

EDS was not executed - this section is therefore empty.

6.3 Carbohydrates (i)

EDS was not executed - this section is therefore empty.

6.4 Ligands (i)

EDS was not executed - this section is therefore empty.

6.5 Other polymers (i)

EDS was not executed - this section is therefore empty.
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