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1 Overall quality at a glance (i)

The reported resolution of this entry is 2.28 A.

Percentile scores (ranging between 0-100) for global validation metrics of the entry are shown in
the following graphic. The table shows the number of entries on which the scores are based.

Metric Percentile Ranks Value
Rfree I 0 W 0.268
Clashscore I | N 10
Ramachandran outliers I 0 W 0.6%
Sidechain outliers I I D 4.8%
RSRZ outliers I 0 W 3.4%
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))
Riree 66092 3861 (2.30-2.26)
Clashscore 79885 4801 (2.30-2.26)
Ramachandran outliers 78287 4729 (2.30-2.26)
Sidechain outliers 78261 4728 (2.30-2.26)
RSRZ outliers 66119 3864 (2.30-2.26)

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

Mol | Chain | Length Quality of chain
1 A 401 [ —
1 B 401 [ —
1 C 401 [ —
1 D 401 [ ——

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

Mol | Type | Chain | Res | Geometry | Electron density
3 FMT C 401 - X
4 PEG A 476 - X
4 PEG A 477 - X
4 PEG C 482 - X
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2 Entry composition (i)

There are 5 unique types of molecules in this entry. The entry contains 11994 atoms, of which 0
are hydrogen and 0 are deuterium.

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

atoms.

e Molecule 1 is a protein called Formate dehydrogenase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 A 368 gg;zl 18CQ4 51?0 5(3)6 1S4 0 2 0
1 B 369 gggzl 18CSS 51110 524 1S4 0 2 0
L] C 9| o 1836 507 514 11 0 L 0
L b 362 ggga?l 17%7 41(316 5(??0 1S4 0 0 0

There are 4 discrepancies between the modelled and reference sequences:

Chain | Residue | Modelled | Actual Comment Reference
A 354 OCS CYS MODIFIED RESIDUE | UNP P33160
B 354 OCS CYS MODIFIED RESIDUE | UNP P33160
C 354 OCS CYS MODIFIED RESIDUE | UNP P33160
D 354 OCS CYS MODIFIED RESIDUE | UNP P33160

e Molecule 2 is TETRAETHYLENE GLYCOL (three-letter code:

PG4) (formula: CgH5053).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
2 A 1 13 3 5 0 0
Total C O
2 D 1 13 3 5 0 0

e Molecule 3 is FORMIC ACID (three-letter code: FMT) (formula: CH20,).

i
HO
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
3 A 1 3 1 9 0 0
Total C O
3 B 1 3 1 9 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C O
3 C 1 3 . 9 0 0

e Molecule 4 is DIIHYDROXYETHYL)ETHER (three-letter code: PEG) (formula: C4H;(O3).

IOH
O

HO

Mol | Chain | Residues Atoms ZeroOcc | AltConf
4 | A 1 foral €0 0 0
4 | A 1 foral €0 0 0
4| A 1 foral €0 0 0
4 B 1 To;al Sf (3) 0 0
4| © 1 foral €0 0 0
4| C 1 foral €0 0 0
e Molecule 5 is water.

Mol | Chain | Residues Atoms ZeroOcc | AltConf
5 | A g | e O 0 0

5 B 106 Tlootgl 1(36 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O
5 C 87 37 37 0 0
Total O
5 D 84 34 34 0 0
gPDER

2GUG
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3 Residue-property plots (i)

Page 7

%878 9ZTH 862 1 oved I
[ | 1 SHTh
1810 8TTT l 9TTH I 1583
081V | | ° |
| eLII $ITT $82Y (4431 Thed £hEY
8LIN | ETIN [ | 1 izat
LLTH TIT 08zA PITT 02l F
TITY | [etn | ey zeeH
(351 9129 (4351 8eCH 188d
60TV [ | TTTV L€TH 1

S O 0 O ®n <+ 7
~ 2 85L& Z2%
S w + 9 ...hl,m S
or—
Lo 2T = =
< =4 O H )
" S — T own o
SEg%RZ2EC
O 3 = T g
- 2T 73
® .5 = b} +
a n ® Y Yo
H 9 g = ~ = 9ZER
eI R Cszed
.m = RS W 4= = HTEN
H oo 2 > 0 2 cTed
= ‘0 .Muc 1% S < TZEN
>3, = ® A, ozed
=3 = 6TEH
EEf° =289 m 81€Q
% g .© T Oz L1831
o m = 1% m % 197d 1 80T ® €9zH I [ | LTEN
o 2 5 2 & 2 RS 9971 yTed | Lotd — vETN 9zEA
+ 0 R . m — [ | e1ed 9013 ° 80TI €€zl 1
- % 2 o < o 8STI 1 S0Td ® 652d | Lotd | ceea yTed
—_ R Y= . vm = LSTH S0€A | 0Tl 852H 90Td 1€2H £1ed
) o g 2 1 | €01 1521 soTd 1 | zred
=) _m g = M (o} m $STA 0624 1 | 9sed $0TL Leed 11€4d
T e S O S5 % ESTH 1 520 £0T1 1
= (S o ) [ | 1821 [ | 01 80€a
o 8 &g 5525 05TA 1 a2} o |
< = ..ab.v - = oF [ | wmﬂ_ | evea | 66M mmmm S0€A
>y S @ 1718 Thed | 86d $0€D
m DV.VU m R I ..n_lw % 9HIN 6421 :mmm 16d wmmm | gogy
) —~ 2 Z0ET
m ad.vo m - B 1m YHTA ° 8ETH 0121 1
TEIEEDE ] :
w == N 32! 1T ° o 862d
n 22 | | ez
< 2 % B = o mmE \.mmu e 08a Hmum 962V
A o1 9624
Z m R m (o} m 9zTH e czTH 86TV 1
a'at = 2| N o 1 P 1 9L L6TA z62Y
-~ > D o m D) (493 01 ) 80zH <) | | 1620
= 5 Q& n%o wn g % 1 % 1 2 691 P6TA | oezu |
) = o o o & oTTH 9ved = %021 = 1 | g6TH | 682
Lm R DO O m— O D SVTA D — D 99N T6TH | 8820
b m B o B = 20 ° 20 20 | | 1821
o.= 8 T © =T D) m €L€T m 29k L6TA m 7SS 6871
—_E52588 5 se Ie © I 5 Cen lesa
= O m m | % W.o =, [ | zeed ° = S8TH = Mmm >m§ v82H
o, = = 73S 182 69b) = | v81s = €8y
= O ® T & [<B) [ | ogzd | goen [<B) €8TA <8} svb 1810 1
NS m. = = E o o = 870 1 19€T ] [] o) 1 1 yiTs
o I .wuc e m o] ) [ | Leed 1 1) 6471 ) SHL 8LIN | eled
O S s B - ShL 1 09ed - [ | 89€EA - [ | [
[ =9 = < [ | 244t < 197d [ | < ° BLTA I
m + % m L 5 . m 8EL o €eTH m 9911 PRetrct m ° £L74
= % = o0 o O o a.vwd wn.u. [ | ° mmmm «m | 99TA [ | m 1ed TLIV 6921
) o ® 18d $9IN £ve 0£& LoTum
o2 5= S o g i orz1 g0 e 1 i A o e
TEg 5 o= ~ d o oo 9"2 sy m T me —~ ) ° mm; ©
+ + ) 6TA |21 ) 92y LETA ] o °
e g o S Be .Y 8 = . 1 902 eved —= .. 1 | gemn LZEN = .. 8vTT °
o, 2 = s = = B o < £1a s0gY 1 [SEas) 8TL SETY [ | o O ° LTS
w * o m Q <P} [ | 1 oveY <5} 1 | weta 80€a <} VTN 1521
a2 oosE B .8 ota 2021 ] = 8k £eT1 piossm o .2 ota | esed
g 2 w
S E B0 Q o M ] 1 eeel M o] | zew 90V M < 9520
= =233 ~z¢8 = P6TA ] = 1618 508k =
HT®w oo adacac e O 1 Lzen e O 1 1 e O °

RLDWIDE

0
PROTEIN DATA BANK

] g ] =

W


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

wwPDB X-ray Structure Validation Summary Report 2GUG

Page 8

89€A

Formate dehydrogenase

e Molecule 1
Chain D

*

® 9EIN
SETH

9CTH

45

9TTT

YITT

g

181

¥38s

9vd
SPL

(4728
Y
(0728

Led

[
-0
IS
<

~
-
£

STA

)
O

® §S2d

TS2A

[474cs

ovelL

LETH

SGE€TT

€€TT
[4514cs

G8TH

1810

8LIN

€L1Y4

0L1d

9911

LSTH

€STH

65€Y
8G€D

[4sioys

67€d

L¥ED

-
&

6,21

TLTT
T.LeH

69CL
8923

L9ET
99€1

Ll

O

R LDWIDE
PROTEIN DATA BANK

W



Page 9 wwPDB X-ray Structure Validation Summary Report 2GUG

4 Data and refinement statistics (i)

Property Value Source
Space group P1211 Depositor
Cell constants 117.00A 54.98A 128.91A .
Depositor
a, b, c,a, B,y 90.00°  95.74°  90.00°
: 100.00 — 2.28 Depositor
Resolution (4) 1610 — 228 EDS
% Data completeness 97.5 (100.00-2.28) Depositor
(in resolution range) 97.8 (16.10-2.28) EDS
Rinerge 0.05 Depositor
Reym (Not available) Depositor
<I/o(I)>" 4.00 (at 2.27A) Xtriage
Refinement program REFMAC 5.2.0019 Depositor
R R 0.196 , 0.269 Depositor
P e 0.197 , 0.268 DCC
Rree test set 3696 reflections (5.31%) DCC
Wilson B-factor (A2) 32.8 Xtriage
Anisotropy 0.874 Xtriage
Bulk solvent kg (e/A3), By (A?) 0.38, 30.3 EDS
Estimated twinning fraction No twinning to report. Xtriage
L-test for twinning <|L| >=050,<L?*>=0.33] Xtriage
Outliers 1 of 73290 reflections (0.001%) Xtriage
F,,F. correlation 0.95 EDS
Total number of atoms 11994 wwPDB-VP
Average B, all atoms (A?) 36.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 4.69% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
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5 Model quality (i)

5.1 Standard geometry (i)

Bond lengths and bond angles in the following residue types are not validated in this section:
FMT, PEG, PG4, OCS

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 | pyiar'i w7155 | RMSZ | #|2] >5
1 A 0.96 0/2956 0.94 | 2/4025 (0.0%)
1 B 0.96 0/2980 0.90 0/4062
1 C 0.93 2/2970 (0.1%) 0.90 | 4/4049 (0.1%)
1 D 0.95 0/2897 0.88 3/3947 (0.1%)
All All 0.95 | 2/11803 (0.0%) | 0.91 | 9/16083 (0.1%)

All (2) bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
C 165 | TYR | CD2-CE2 | 5.34 1.47 1.39
1 C 232 | GLU CG-CD | 5.12 1.59 1.51

The worst 5 of 9 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 D 343 | ARG | NE-CZ-NH2 | -7.03 116.78 120.30
1 A 255 | CYS N-CA-C 5.83 126.75 111.00
1 C 85 | ARG | NE-CZ-NH1 | 5.62 123.11 120.30
1 C 343 | ARG | NE-CZ-NH1 | -5.44 117.58 120.30
1 D 21 | ARG | NE-CZ-NH1 | -5.21 117.69 120.30

There are no chirality outliers.

There are no planarity outliers.

5.2 Close contacts (i)

In the following table, the Non-H and H(model) columns list the number of non-hydrogen atoms
and hydrogen atoms in the chain respectively. The H(added) column lists the number of hydrogens
added by MolProbity. The Clashes column lists the number of clashes within the asymmetric unit,

WORLDWIDE

PROTEIN DATA BANK


http://wwpdb.org/ValidationPDFNotes.html#h.nix4wpqb51w3
http://wwpdb.org/ValidationPDFNotes.html#h.qvc5tbdzdm7o
http://wwpdb.org/ValidationPDFNotes.html#h.shu6hrz6hdk9

Page 11

wwPDB X-ray Structure Validation Summary Report

2GUG

and the number in parentheses is this value normalized per 1000 atoms of the molecule in the
chain. The Symm-Clashes column gives symmetry related clashes, in the same way as for the

Clashes column.

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 A 2884 0 2844 65 0
1 B 2906 0 2857 39 0
1 C 2901 0 2850 68 0
1 D 2837 0 2796 61 0
2 A 13 0 18 0 0
2 D 13 0 18 D 0
3 A 3 0 1 2 0
3 B 3 0 1 0 0
3 C 3 0 1 1 0
4 A 21 0 30 24 0
4 B 7 0 10 0 0
4 C 14 0 20 0 0
) A 112 0 0 2 0
5 B 106 0 0 3 0
5 C 87 0 0 1 0
5 D 84 0 0 3 0

All All 11994 0 11446 232 0

Clashscore is defined as the number of clashes calculated for the entry per 1000 atoms (including
hydrogens) of the entry. The overall clashscore for this entry is 10.

The worst 5 of 232 close contacts within the same asymmetric unit are listed below.

Atom-1 Atom-2 Distance(A) | Clash(A)
1:A:255:CYS:SG | 1:A:256:PRO:HD3 1.81 1.20
1:A:202:ILE:HD11 | 4:A:476:PEG:H31 1.25 1.12
1:C:271:LYS:NZ 1:C:272:.LEU:HG 1.66 1.08
1:D:122:ILE:HD11 1:D:144:TYR:H 1.23 1.01
1:A:150:VAL:HG21 | 4:A:476:PEG:H21 1.42 0.99

There are no symmetry-related clashes.

5.3 Torsion angles

5.3.1 Protein backbone (i)

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

O RLDWIDE
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Mol | Chain Analysed Favoured | Allowed | Outliers | Percentiles
1 A 365/401 (91%) | 345 (94%) | 16 (4%) 4 (1%) 21 19
1 B 368/401 (92%) | 347 (94%) | 20 (5%) 1 (0%) 50 59
1 C 367/401 (92%) | 335 (91%) | 30 (8%) 2 (0%) 38 43
1 D 357/401 (89%) | 335 (94%) | 21 (6%) 1 (0%) 50 59
All All 1457/1604 (91%) | 1362 (94%) | 87 (6%) 8 (0%) 33 43

5 of 8 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 255 CYS
1 C 260 GLU
1 A 317 LYS
1 A 242 GLU
1 B 198 ALA

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 307/328 (94%) 295 (96%) | 12 (4%) 43 56
1 B 312/328 (95%) 297 (95%) | 15 (5%) 35 45
1 C 311/328 (95%) 296 (95%) | 15 (5%) 35 45
1 D 303/328 (92%) 285 (94%) | 18 (6%) 28 33
All All 1233/1312 (94%) | 1173 (95%) | 60 (5%) 35 44

5 of 60 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 C 53 VAL
1 C 144 TYR
1 D 272 LEU
1 C 85 ARG
1 C 247 VAL

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 12 such
sidechains are listed below:

WORLDWIDE
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Mol | Chain | Res | Type
1 B 263 HIS
1 B 369 GLN
1 D 126 HIS
1 B 185 HIS
1 C 126 HIS

5.3.3 RNA (D

There are no RNA chains in this entry.

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

4 non-standard protein/DNA /RNA residues 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 | RMSZ | #|Z| > 2 | Counts | RMSZ | #|Z| > 2

1 [oCcs | A [354] 1 | 889 | 568 | 1(12%) | 911,13 | 1.74 | 1 (11%)
1 [ocs| B [34] 1 | 889 [ 747 | 2(25%) | 911,13 | 1.78 | 2 (22%)
1 [ocs| ¢ [354] 1 | 889 [ 617 | 2(25%) |9,11,13 | 260 | 3 (33%)
1 [oCcsS| D [354] 1 | 889 | 652 | 3(37%) |9,11,13| 2.20 | 3 (33%)

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.

means

Mol | Type | Chain | Res | Link | Chirals | Torsions | Rings
1 0CS A 354 1 - 0/5/7/9 10/0/0/0
1 0CS B 354 1 - 0/5/7/9 10/0/0/0
1 0CS C 354 1 - 0/5/7/9 10/0/0/0
1 0CS D 354 1 - 0/5/7/9 10/0/0/0

The worst 5 of 8 bond length outliers are listed below:
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Mol | Chain | Res | Type | Atoms | Z | Observed(A) | Ideal(A)
1 B 354 | OCS 0-C 20.80 1.25 1.11
1 D 354 | OCS 0-C 17.66 1.23 1.11
1 C 354 | OCS 0-C 16.92 1.23 1.11
1 A 354 | OCS 0O-C 15.82 1.22 1.11
1 D 354 | OCS | CB-SG | 3.71 1.81 1.77

The worst 5 of 9 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°) | Ideal(?)
1 C 354 | OCS C-CA-N -6.24 107.59 113.83
1 D 354 | OCS | OD2-SG-CB | 4.91 111.96 105.64
1 A 354 | OCS | OD1-SG-CB | 3.94 113.94 107.03
1 B 354 | OCS | OD2-SG-CB | 3.26 109.83 105.64
1 C 354 | OCS | OD2-SG-CB | 3.25 109.82 105.64

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

11 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 | o H'0 o8 #12]> 2| Counts RMSZ 4|7] > 2
I [PEG | A 46| - | 666 | 077 0 555 | 082 0
1 | PEG | A 47| - | 666 | 112 0 555 | 167 | 1(20%)
5 [ PGi | A |4 | - [121212] 068 0 [ ILILiT| 0.49 0
3 FMT | A 479 - | 222 | 038 0 1L | 0.03 0
grbB
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | RMSZg #|Z| >2 | Counts | RMSZ | #|Z| > 2
4 PEG A 480 - 6,6,6 0.56 0 5,5,5 0.92 0
3 FMT B 401 - 2,2,2 0.60 0 1,1,1 0.10 0
4 PEG B 481 - 6,6,6 0.79 0 5,9,5 0.50 0
3 FMT C 401 - 2,2,2 0.51 0 1,1,1 0.25 0
4 PEG C 482 - 6,6,6 0.66 0 5,9,5 0.40 0
4 PEG C 483 - 6,6,6 0.43 0 5,5,5 0.38 0
2 PG4 D 480 - 12,12,12 | 0.77 0 11,11,11 | 0.87 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
4 PEG A 476 - 0/4/4/4 | 0/0/0/0
4 PEG A 477 - 0/4/4/4 | 0/0/0/0
2 PG4 A 478 - 0/10/10/10 | 0/0/0/0
3 FMT A 479 - 0/0/0/0 | 0/0/0/0
4 PEG A 480 - 0/4/4/4 |0/0/0/0
3 FMT B 401 - 0/0/0/0 | 0/0/0/0
4 PEG B 481 - 0/4/4/4 | 0/0/0/0
3 FMT C 401 - 0/0/0/0 | 0/0/0/0
4 PEG C 482 - 0/4/4/4 | 0/0/0/0
4 PEG C 483 - 0/4/4/4 | 0/0/0/0
2 PG4 D 480 - 0/10/10/10 | 0/0/0/0
There are no bond length outliers.
All (1) bond angle outliers are listed below:
Mol | Chain | Res | Type | Atoms Z | Observed(°) | Ideal(°)
4 A 477 | PEG | C3-02-C2 | 2.69 125.19 113.38

There are no chirality outliers.

There are no torsion outliers.

There are no ring outliers.

5.7 Other polymers (i)

There are no such residues in this entry.

-~ means
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5.8 Polymer linkage issues

There are no chain breaks in this entry.
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6 Fit of model and data (i)

6.1 Protein, DNA and RNA chains (i)

In the following table, the column labelled ‘#RSRZ> 2’ contains the number (and percentage)
of RSRZ outliers, followed by percent RSRZ outliers for the chain as percentile scores relative to
all X-ray entries and entries of similar resolution. The OWAB column contains the minimum,
median, 95" percentile and maximum values of the occupancy-weighted average B-factor per
residue. The column labelled ‘Q< 0.9” lists the number of (and percentage) of residues with an
average occupancy less than 0.9.

Mol | Chain | Analysed | <RSRZ> #RSRZ>2 OWAB(A?) [ Q<0.9
1 A 368/401 (91%) 0.13 7(1%) 64 |72 |18,33,48, 70| 0
1 B 369,/401 (92%) 0.01 |11 (2%) 48 57 |21,34,51,73| 0
1 C 369/401 (92%) 0.04 |17 (4%) 31 40 |19,37,53,73| O
1 D 362,/401 (90%) 0.12 15 (4%) 35 45 |21,38,57,72| O
All | ALl | 1468/1604 (91%) 0.00 |50 (3%) 43 52 |18,35 54, 73| O

The worst 5 of 50 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
263 | HIS 7.1
256 | PRO 6.9
260 | GLU 6.4
259 | PRO 5.3
80 | ASP 5.2

JUETY JUNIY UG U U
O| = W] »=| >

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

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

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
1 OCS D 354 9/10 0.12 -0.65 44,46,48,49 0
1 OCS C 354 9/10 0.09 -1.28 36,40,42,43 0
1 OCS A 354 9/10 0.07 -1.58 33,35,38,40 0
1 OCS B 354 9/10 0.09 -1.60 31,36,39,39 0



http://wwpdb.org/ValidationPDFNotes.html#h.l5atkha42khp
http://wwpdb.org/ValidationPDFNotes.html#h.q689e5ptm5x8
http://wwpdb.org/ValidationPDFNotes.html#h.kym9nh1j9imb

Page 18 wwPDB X-ray Structure Validation Summary Report 2GUG

6.3 Carbohydrates (i)

There are no carbohydrates in this entry.

6.4 Ligands (i)

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

Mol | Type | Chain | Res | Atoms | RSR | LLDF | B-factors(A?) | Q<0.9
4 PEG A 476 77 0.23 | 15.61 40,47,51,57 0
4 PEG A ATT7 77 0.29 | 10.53 27,31,38,40 0
3 FMT C 401 3/3 0.19 4.70 39,39,42,43 0
4 PEG C 482 7/7 0.19 3.64 60,62,65,66 0
3 FMT B 401 3/3 0.15 1.85 52,52,52,53 0
4 PEG A 480 7/7 0.12 0.83 35,37,42,46 0
4 PEG B 481 7/7 0.13 0.32 55,57,58,60 0
3 | FMT | A | 479 | 3/3 | 011 | 0.17 | 31,31,34,36 0
2 PG4 A 478 | 13/13 | 0.16 0.09 45,54,58,58 0
4 PEG C 483 7/7 0.11 -0.36 42,46,50,52 0
2 PG4 D 480 | 13/13 | 0.10 -0.58 31,35,45,45 0

6.5 Other polymers (i)

There are no such residues in this entry.
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