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This is a wwPDB X-ray Structure Validation Summary Report for a publicly released PDB entry.

We welcome your comments at validation@mail.wwpdb.org
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https://www.wwpdb.org/validation /2017 /Xray ValidationReportHelp

with specific help available everywhere you see the (i) symbol.

The types of validation reports are described at
http:/ /www.wwpdb.org/validation /2017 /FAQs+#types.

The following versions of software and data (see references (1)) were used in the production of this report:

MolProbity : 4-5-2 with Phenix2.0

Mogul : 2022.3.0, CSD as543be (2022)
Xtriage (Phenix) : 2.0
EDS : 3.0
Percentile statistics : 20250101.v01 (using entries in the PDB archive January 1st 2025)
CCP4 : 9.0.010 (Gargrove)
Density-Fitness : 1.0.12
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)

Validation Pipeline (wwPDB-VP) : 2.49
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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 3.50 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
Rfree
Clashscore
Ramachandran outliers
Sidechain outliers I

RSRZ outliers

Worse

Percentile Ranks

I Percentile relative to all X-ray structures

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

Value
W 0.355
. 08
I 2%
D 6.2%
N 1.1%

Better

Metric Whole archive Similar resolution
(#Entries) (#Entries, resolution range(A))
Rree 180053 1085 (3.54-3.46)
Clashscore 190562 1140 (3.54-3.46)
Ramachandran outliers 187476 1113 (3.54-3.46)
Sidechain outliers 187428 1114 (3.54-3.46)
RSRZ outliers 180081 1084 (3.54-3.46)

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 of the lower bar indicate
the fraction of residues that contain outliers for >=3, 2, 1 and 0 types of geometric quality
criteria respectively. 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.

Mol | Chain | Length Quality of chain
1 Al 153 m—— 54% 40% 5% »v
1 A2 153 ——— 57% 39% .
1 A3 153 — 53% 38% 8% -
1 A4 153 == 54% 40% 6% -
1 AA 153 =5 57% 39% .

Continued on next page...
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Mol | Chain | Length Quality of chain
3%
1 AB 153 ME— 52% 41% 5%
3%
1 AC 153 55% 41% -
10%
1 AD 153 — 50% 41% 8% -
10%
1 AE 153 — 52% 41% 6% -
5%
1 AF 153 — 55% 41% -
20%
I — e
1 AG 153 52% 42% 5% ae
33%
— —
1 AH 153 56% 38% 5%
25%
I — ——
1 Al 153 51% 41% 8% -
19%
1 AlJ 153 — 52% 41% 6% -
22%
—_— —
1 AK 153 54% 42% -
20%
- e
1 AL 153 54% 39% 5% a
7%
1 AM 153 r— 56% 40% -
10%
1 AN 153 — 52% 39% 8% -
16%
1 AO 153 — 52% 241% 6% -
7%
1 AP 153 — 54% 42% o
10%
1 AQ 153 r— 52% 41% 5% o.
5%
1 AR 153 54% 42% -
7%
1 AS 153 — 52% 39% 8% .
7%
1 AT 153 — 54% 40% 6% -
10%
1 AU 153 54% 42% -
20%
—_—  om
1 AV 153 54% 40% 5% s
25%
_— —
1 AW 153 56% 40% -
20%
— ——
1 AX 153 53% 39% 7% .
2%
1 AY 153 | o o e
10%
1 A7 153 57% 39% -
Continued on next page...
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Continued from previous page...

Mol | Chain | Length Quality of chain
5%
1 Bl 153 54% 39% 5%
5%
1 B2 153 56% 39% “5% »
3%
1 B3 153 | ™ T3 39% —
5%
1 B4 153 54% 39% “6% -
%
1 BA 153 = 57% 39% -
5%
1 BB 153 52% 41% 5%
5%
1 BC 153 53% 42% 5% .
3%
1 BD 153 - 50% 42% 8% .
%
1 BE 153 53% 41% 6% -
3%
1 BF 153 | ™= — e —
5%
1 BG 153 53% 40% 5%
5%
1 BH 153 55% 41% -
3%
1 BI 153 - 53% 39% 8% .
7%
1 BJ 153 52% 41% “T% .
%
1 BK 153 = 56% 41% o
5%
1 BL 153 52% 41% "5% =\
3%
1 BM 153 56% 39% 5%
3%
1 BN 153 - 52% 40% 8% .
3%
1 BO 153 54% 40% 6% -
3%
1 BP 153 | ™ — = —
5%
1 BQ 153 52% 41% 5% .
5%
1 BR 153 54% 41% “5% +
3%
1 BS 153 . 52% 40% 8% .
3%
1 BT 153 54% 40% 6% -
7%
1 BU 153 53% 43% -

Continued on next page...



Page 5 wwPDB X-ray Structure Validation Summary Report AV7G
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Mol | Chain | Length Quality of chain
7%
1 BV 153 52% 41% 5%
8%
1 BW 153 54% 41% “5% »
%
1 BX 153 53% 39% 8%
3%
1 BY 153 - 52% 41% “6% -
3%
1 BZ 153 - 57% 39% -
23%
— oom
1 C1 153 53% 40% 5% ae
19%
1 C2 153 e 42% 5% .
26%
e —— ——
1 C3 153 49% 43% 7% -
31%
e — —
1 C4 153 52% 41% 6% -
6%
1 CA 153 54% 42% -
1%
1 CB 153 — 52% 41% 5%
5%
1 CC 153 — 55% 40% “5% »
13%
1 CD 153 — 50% 42% 8% -
5%
1 CE 153 - 54% 39% 6% -
8%
1 CF 153 r—— 53% 43% o
10%
1 CG 153 — 49% 44% "5% =\
%
1 CH 153 = 53% 42% 5%
3%
1 CI 153 - 52% 40% 8% .
8%
1 ClJ 153 — 53% 41% 6% -
8%
1 CK 153 — 57% 39% -
8%
1 CL 153 — 53% 40% 5%
7%
1 CM 153 - 53% 42% “5% +
3%
1 CN 153 . 51% 40% 8% .
5%
1 CO 153 52% 2% 6% -
16%
1 CP 153 56% 41% .

Continued on next page...
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Continued from previous page...
Mol | Chain | Length Quality of chain
20%
I -
1 CcQ 153 52% 41% 5% =
27%
e =
1 CR 153 52% 42% 5%
2%
N =
1 CS 153 52% 40% 8% -
33%
e =
1 CT 153 50% 43% 6% -
5%
1 CU 153 - 55% 41% .
8%
1 CV 153 r— 53% 40% 5% o
13%
1 CW 153 r— 52% 43% 5% -
9%
1 CcX 153 r— 50% 41% 8% -
5%
1 CY 153 - 54% 40% 6% -
30%
1 CZ 153 56% 41% .

The following table lists non-polymeric compounds, carbohydrate monomers and non-standard
residues in protein, DNA, RNA chains that are outliers for geometric or electron-density-fit crite-

ria:
Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 PO4 A2 1001 - X -
2 PO4 A4 1001 - X -
2 PO4 AC 1001 - X -
2 PO4 AE 1001 - X -
2 PO4 AH 1001 - X -
2 PO4 AJ 1001 - X -
2 PO4 AM | 1001 - X -
2 PO4 AO 1001 - X -
2 PO4 AR | 1001 - X -
2 PO4 AT 1001 - X -
2 PO4 AW 201 - X -
2 PO4 AY 1001 - X -
2 PO4 B2 1001 - X -
2 PO4 B4 1001 - X -
2 PO4 BC 1001 - X -
2 PO4 BE 1001 - X -
2 PO4 BH 1001 - X -
2 PO4 BJ 1001 - X -
2 PO4 BM | 1001 - X -
2 PO4 BO 1001 - X -

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

Mol | Type | Chain | Res | Chirality | Geometry | Clashes | Electron density
2 PO4 BR 1001 - - X -
2 PO4 BT 1001 - - X -
2 PO4 BW | 1001 - - X -
2 PO4 BY | 1001 - - X -
2 PO4 C2 2201 - - X -
2 PO4 C4 4201 - - X -
2 PO4 CcC 1001 - - X -
2 PO4 CE 1001 - - X -
2 PO4 CH | 2201 - - X -
2 PO4 CJ 4201 - - X -
2 PO4 CM | 2201 - - X -
2 PO4 CO | 4201 - - X -
2 PO4 CR | 2201 - - X -
2 PO4 CT | 4201 - - X -
2 PO4 CW | 2201 - - X -
2 PO4 CY | 4201 - - X -
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2 Entry composition (i)

There are 2 unique types of molecules in this entry. The entry contains 102534 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 6,7-dimethyl-8-ribityllumazine synthase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AA 192 ?it;;)l 733 11;3 2(1)() 2 0 0 0
1 AB 192 ?igl 723 1153 2(1)() 2 0 0 0
1 AC 152 ?1);&21 724 1153 2(1)2 2 0 0 0
IR T T R
1 AE 152 ’f(l)ga; 7(;4 11;3 2?2 2 ¥ ¥ 0
L | AF 12| 1% 723 103 210 3 0 0 0
L] AG 12| 1 723 103 210 3 0 0 0
! AH 152 qu(l)ga; 734 1133 2?2 § 0 0 0
1 Al 152 111(1);)&2l 7(234 112\913 2C1)2 2 0 0 0
1 AJ 152 111(1)?’)2;1 7(2]4 112\913 2(1)2 2 0 0 0
1 AK 152 1113);?91 7(2]3 112\913 2(1)O 2 0 0 0
1 AL 152 111(1)2?91 7(2]3 112\9]3 2(1)0 2 0 0 0
1 AM 152 111(1);&21 7(2]4 115\;3 2(1)2 2 0 0 0
! AN 152 11??21 734 115\)13 2(1)2 § 0 0 0
! AO 152 ?igan 734 115\)13 2(1)2 § 0 0 0
! AP 152 ?it;;)l 733 112\)13 2(1)0 § 0 0 0

Continued on next page...
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 AQ 152 Tl‘(i;?)l 733 11;3 2(1)() § 0 0 0
1 AR 192 Tl‘(ig;l 734 11;)]3 2(1)2 2 0 0 0
1 AS 152 Tl‘(ig;l 734 11;)]3 2(1)2 2 0 0 0
! AT 152 ?iga; 724 1153]3 2(1)2 2 0 0 0
1 AU 152 r‘lr(l);?; 7(;3 115]3 2?() 2 0 0 0
L] AV R Rt ; : ;
! AW 152 ?1)?21 7(;4 115313 2?2 2 0 0 0
1 AX 152 r{(l)g;l 7(234 11;13 2(1)2 2 0 0 0
1 AY 152 r‘1F(1)§’>a21 734 115\313 2?2 2 0 0 0
L | AZ 19| 1% 75 103 210 3 0 0 0
L] Al 19| 1% 75 103 210 3 0 0 0
1 A2 152 rf(l)ga; 7(;4 112\913 2(1)2 2 0 0 0
1 A3 152 ???21 7(2]4 112\913 2(1)2 2 0 0 0
1 Ad 152 ?1’;&21 7(234 1133 2(1)2 2 0 0 0
IR H IR EEE
IR HEEEEE
IR E T HEEEEE
IR HEEEEE
IR HEEEEE
IR HEEEEE
IR R

Continued on next page...
$roe
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 BH 152 ﬁg%l 736 1153 2(1)4 § 0 0 0
1 Bl 192 Tl‘(ig?il 736 11;)]3 2(1)4 2 0 0 0
1 BJ 152 Tl‘(ig%l 736 11;)]3 2(1)4 2 0 0 0
! BR 152 ?ig?}l 736 1153]3 2(1)4 2 0 0 0
1 BL 152 r‘lr(l)gzl 7(;6 115]3 2?4 2 0 0 0
b BM 19| 1w 76 103 o113 0 0 0
L | BN 19| 13 76 103 o113 0 0 0
1| BO 19| 1% 76 103 o113 0 0 0
| PP 19| 1% 76 103 211 3 0 0 0
L] BQ 152 f(i?él 7(;6 1133 2C1)4 2 0 0 0
1 BR 152 111(1);:251 7(236 11;3 2C1)4 g 0 0 0
1 BS 152 111(1)15’%1 7(2]6 112\913 2(1)4 2 0 0 0
1 BT 152 ?i)g%l 7(2]6 112\913 2(1)4 2 0 0 0
1 BU 152 ?1);%1 7(236 1133 2(1)4 2 0 0 0
I Y HEEREEE
IR E T HEEREE
IR HEEEEE
IR HEEEEE
IR HEEEEE
I R HEE K
IR HEEEEE

Continued on next page...
$roe
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Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
1 B3 152 Tl‘(ig?il 736 11;3 2(1)4 2 0 0 0
1 B4 192 Tl‘(ig?il 736 11;)]3 2(1)4 2 0 0 0
1 CA 152 ?ig?}l 736 11;3 2(1)4 2 0 0 0
! CB 152 ?1);)?31 736 1153]3 2(1)4 2 0 0 0
1 cC 152 r‘1&1);)&61 7(;6 115]3 2?4 2 0 0 0
L] oD 19| 1w 76 103 o113 0 0 0
1| CE 19| 13 76 103 o113 0 0 0
b CF 19| 1% 76 103 o113 0 0 0
L] cG 19| 1% 76 103 211 3 0 0 0
L CH 19| 1% 76 103 211 3 0 0 0
b da 19| 13 76 108 211 3 0 0 0
1 CJ 152 111(1);%1 7(2]6 112\913 2C1)4 2 0 0 0
1 CK 152 ??g%l 7(2]6 112\913 2(1)4 2 0 0 0
1 CL 152 ?1);%1 7(236 115\;3 2(1)4 2 0 0 0
IR E T Y H K
IR HEEEEE
IR HEEREE
IR R HEEREEE
IR HEEEEE
IR ET Y HEEEEE
IR Y HEEEEE

Continued on next page...
$roe
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Continued from previous page...

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
! T 152 ?ig%l 736 115\913 2(1)4 § 0 0 0
! cu 152 ?ig%l 7?6 11;3 2(1)4 § 0 0 0
! cv 152 rl;(igzl 726 11;)]3 2(1)4 2 0 0 0
1 W 152 r‘lrcl)gzl 726 115313 2(1)4 2 0 0 0
1 X 152 r‘lr(l)g?il 7(;6 1133 2?4 2 0 ¥ 0
b oY 19| N 7 03 o1 s ; : ;
L] ¢z 19| N s 03 o1 s ; 0 :
] 19|l om0 o1 s 0 ; 0
b ¢z 19|l s 0 o1 s : 0 0
| 3 19| N ns 0 o1 s 0 0 0
b 19| N om0 o1t s 0 0 0

e Molecule 2 is PHOSPHATE ION (CCD ID:

PO4
O3

O-

20O~ P

P

O4

O o

PO4) (formula: O4P).
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Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | AA | TO;al 2 113 0 0
2 | AB | Togal 2 11) 0 0
2 | AC 1 Togal 2 113 0 0
2 | AD 1 Togal g 11) 0 0
2 | AE | Togal g Fl) 0 0
2 | AF | Togal 2 fl) 0 0
2 | AC 1 TO;al 2 fl) 0 0
2 | AH | Togal 2 fl) 0 0
2 | Al | Togal 2 Pl) 0 0
2 AJ 1 Togal 2 fl) 0 0
2 | AK | Togal 2 fl) 0 0
2 | AL | Togal 2 Pl) 0 0
2 | AM | Togal 2 Pl) 0 0
2 | AN | Togal (i Pl) 0 0
2 | A0 1 Togal (i Pl) 0 0
2 | AP 1 Togal (i Pl) 0 0
2 | AQ 1 Togal (i Pl) 0 0
2 | AR 1 Togal (i £1> 0 0
2 | AS 1 Togal (i 113 0 0
2 | AT | Togal 2 1; 0 0
2 | AU 1 Togal Ex) 113 0 0
P AV 1 Togal Ex) 113 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | AW 1 Togal g fl) 0 0
2 | AX | TO;""‘I 2 fl) 0 0
2 | AY | TO;“’“ 2 fl) 0 0
2 | AZ | Togal 2 Pl) 0 0
2 | Al | Togal 2 fl) 0 0
2 | A2 | Togal 2 fl) 0 0
2 A3 1 Togal 2 Pl) 0 0
2 | A4 | Togal 2 Pl) 0 0
2 | BA | Togal (i Pl) 0 0
2 | BB | Togal (i Pl) 0 0
2 BC 1 Togal (i Pl) 0 0
2 | BD 1 Togal (2 Pl) 0 0
2 | BE 1 Togal (i Pl) 0 0
2 | BF 1 Togal 2 I; 0 0
2 | BG 1 Togal 2 1; 0 0
2 | BH | Togal (i 113 0 0
2 | BI | Togal El) 113 0 0
P BJ 1 Togal Ex) 113 0 0
2 | BK | Togal (i 113 0 0
2 | BL | Togal 2 113 0 0
2 | BM | TO;E’“I EL) 11) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | BN 1 Togal g fl) 0 0
2 | BO 1 Togal g fl) 0 0
2 | BP | Togal 2 fl) 0 0
2 | BQ | Togal 2 Pl) 0 0
2 BR 1 Togal 2 fl) 0 0
2 BS 1 T°5tal 2 fl) 0 0
2 | BT | Togal 2 Pl) 0 0
2 BU 1 Togal 2 Pl) 0 0
2 BV 1 Togal (i Pl) 0 0
2 | BW 1 Togal (i Pl) 0 0
2 | BX 1 Togal (i Pl) 0 0
2 | BY 1 Togal (2 Pl) 0 0
2 | BZ 1 Togal (i Pl) 0 0
2 | BI 1 Togal 2 I; 0 0
2 | B2 1 Togal 2 1; 0 0
p B3 1 Togal (i 113 0 0
2 | B4 | Togal El) 113 0 0
2 | cA 1 Togal EL) 113 0 0
2 CB 1 Togal (i 113 0 0
2 cC 1 Togal 2 113 0 0
2 | D | TO;E’“I EL) 11) 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | CE 1 Togal 2 fl) 0 0
2 | CF 1 TO;"’“ g fl) 0 0
2 | ca | Togal 2 fl) 0 0
2 | cH | Togal 2 Pl) 0 0
2 |« | Togal 2 Pl) 0 0
2 CJ 1 T°5tal 2 fl) 0 0
2 CK 1 Togal 2 Pl) 0 0
2 CL 1 Togal 2 Pl) 0 0
2 | oM 1 Togal (i Pl) 0 0
2 CN 1 TO;al (i Pl) 0 0
2 Co 1 Togal (i Pl) 0 0
2 CP 1 Togal (2 Pl) 0 0
2 | q | Togal (i Pl) 0 0
2 CR 1 Togal 2 1:1> 0 0
2 CS 1 Togal 2 1; 0 0
p CT 1 Togal (i 113 0 0
P U 1 Togal Ex) 113 0 0
P v 1 Togal Ex) 113 0 0
2 | CW 1 Togal (i 113 0 0
2 CX 1 Togal 2 113 0 0
2 | v 1 Togal 2 113 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
2 | oz 1 fotal O 1 0 0
2 | C1 1 Togal g fl) 0 0
2 | 1 fotal O 1 0 0
2 | 3 1 fotal O 1 0 0
2 | 1 fotal O 1 0 0
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3 Residue-property plots (i)

These plots are drawn for all protein, RNA, DNA and oligosaccharide 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 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 sample, but not in the model, are shown in grey.

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

10%

. —
Chain AA: 57% 39% -

[ ] [ ] [ ] [ ] e o
o ool [ - [Te] -~ o w O~ N ™M wn
o 0 0 ©® © © ..xo ..r~ NSNS~ ..:3 0 0O
| i AdH< = >a<>HB&a S ==
[ ] (] [ ]
o o0
I I I . rz-i
=4 -

G32
A33
L34
P53
A55
F56
E57
Y90

F3 o
H6
L7

|
G15

|
vi8

Gl

R20
F21
N22

E94
Vo5
G98
A100
L102 ©®
S103
T106
1108
P109
I111
F112
T119
E121
K130
G135

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

13%

. - T
Chain AB: 52% 41% 5% v

o o
Mo
© N~ 0 ~
Z A0 4

(] °
o IS o [l
®@0  ©
S e >

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

I25
L30
G31
L34
D35
L37

A100 ©

Y90
E94
V95
A96
K97
G98
Vo9
S103
Q105
T106
D107

F112
I H40
E118
E121
Q122
1124
E125 V52
R126 P53
sz ®  [csaml
o 455
T129 F56
K130 T
158
o P59
V140 161
M65
S68
K70
Y71
175
R82

13%
. [
Chain AC: 55% 41% -

°
o st 10 S o~ S
0 [} o o 2] —
(] = = = x <

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
10%
Chain AD: 50% 41% 8% -

WO RLDWIDE

er

PROTEIN DATA BANK


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#residue_plots

wwPDB X-ray Structure Validation Summary Report AV7G

Page 19

YLA

TSTH
0STX

LYTH

o%TA
6ETY

LeTd

YETH

@ L01a
L]

SO0TD
7011

2011

6,7-dimethyl-8-ribityllumazine synthase

00TV

869
L6

S6A

884

S8L

IIiIll
e Molecule 1

)
~
-

6%

41%

52%

10%

Chain AE

0
I
=

€80
8y

6Gd

1S3
9G4
SV

DO oM
& 10w ww
==

~
<
=~

[

0
S
=

LET

0€T
621
8¢y

{44\
124

8TA
LTA
9TA
ST9
YT

L1

£

E€STY

® TSTH
® 0ST%

8¥11
LYTH

STTH
¥v1a

6ETV

0ETA

L

SeTd
¥erI

1214

6TTL
81Td

[43%S

60Td

6,7-dimethyl-8-ribityllumazine synthase

90TL

Y011
€0TS
[405¢

00TV

163

e Molecule 1

S6A
64

064

41%

55%

15%

Chain AF

0
0
II‘d

€80

~ o
52

9LL
SLI

€LY

TLK

SOW

{422
191

6S9d

984
SSV

TSA
TSM

[ ]

€Eev
{455

0€1

(441
T2d
0zyd

8TA

STD

[l © N~

6,7-dimethyl-8-ribityllumazine synthase

e Molecule 1

X

n

X

N

<

X

o

n
N
o
~N

=

o=

o]

-~

O

€8D
8y

SLI

TLA
0LY

® 89S

SON

®
= o
© ©
<

(X ]

0 O~ o
0 019 W0 O
< /= A

®

o m
[rere)
Y

9%a

e £%d

1

LET

vy
EVTI

0vTA

CIid

6,7-dimethyl-8-ribityllumazine synthase

e Molecule 1

33%

5% -

56%

o o
® ®
IIII‘J II(J II

Chain AH

SLI
VLA

® Tl
® 0%

® 89S

N

) 99V
[} S9N
wou
€93
[ ] {424
[ ] T9I
0971
6Gd
851
[ ]

o
Jre
o

€46d
CSA

® L¥I

¥va

e 8&ed
LET

e 7El
[ ]

® 0cy

LTA

211

69
8A
L1
9H

LYTH

0%TA

® ZE1d
€TV

6CTL

serd

T21d

6TTL
8114

R LDWIDE

9TTL

(43S

OTTA

80TI
L0ta
90TL

® <2011

00TV

L83

[
0
o
IIII:> II

T6A

LLT

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report AV7G

Page 20

1

® CSTM

25%

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

8%

41%

51%

Chain AI:

oSV

O%H

[
2

8

® o)
] e
II“ II(: IIII

€D

0 O O
ISR ]
Mo

e) ©
] ]
IIIIIH IIIIE* II

8TA

LN X )
[
[

LYTH

-

@ 0%IA
6ETV

LETH

® 821

VLA

TLK

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

o
® T1STH
0STX

19%

——
6% o
.l

41%

52%

Chain AJ:

SLI
VLA

cLua
TLA

SOW
wou

191

o)
re
o,

pAcks
9G4
SV

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

€6d

oSV
® 6%A

LYI

® SWN

L

e O%H
6€Y

LET

€STV

@ TSTH
@® O0STY

8¥TT
LYTH

SPTIN
iaaxs

0%TA
B6ETY

YETA

0ETA

Se1d
¥CrI

T21d

6TTL
81Td

[qaxs

60Td

90TL

7011

€0TS
@® <2011
o 1018 |

® 00TV

L63

S6A
v6d

064

S8L

€80

[
©Q
IIII‘:

42%

54%

22%

Chain AK:

TLA

SOW

ooV
191

6SGd

9G4
SSY

€4d
® TSA
TSM

8€Y%

TV
ST
v1a
€VTI

0%TA

SETD

TeTY
0eTH
6CTL

rasc
¥erI

121d

6111
8114

[43%)

TITI
o o1 |
® 601d

80TI

90T.L

€0TS

00TV

® €SIV
@® CSTM

8%11

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

20%

oom
5% oo

39%

54%

Chain AL:

SLI

TLA
0L}

®
898

SOW

191

6Gd
8G1

9G4
SV

€6d
CSA

9%a

£7d

1

LET

[
10
I5s
[=

e PEl

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AV7G

Page 21

(427
1111

L01Q@
90TL
S0TD

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

17%

B
b

40%

56%

Chain AM:

Iv
~
=

LYI
9%a

vva

8¢
LET

Ve

{45

0€1

t

0ozy

8TA
LIA

@® <CSTM

1

811
LYTH

0%TA

b

ceTD
TETY

6CTL

serd

121d

6TTL
8114

9TTL

[43%

OTTA

80TI
e L01d
90TL
S0Th
7011

@® <011

00TV

L1634

®
S6A

k

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

T6A

981

£8D

1

LLT

SLI

N

0

R

[o)]

m

N

o

[Te)
R
o
—

=

o=

<

-~

@

TSTH

8¥11
LYTH

0vTA
6ETY

LETH

veEN

L]

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

rqicy
verI

1214

6TTL
811d
LTTL

+

(43!

L07Q

SOTh
%011

{401 %

® 00TV

869
L1631

S6A

L

884

S8L

[4:11

16%

——
6% -
.l

41%

52%

Chain AO:

SLI
YLA

cLua
TLA

® S9KW

191

6Gd

® .Sd
964
SSY

® €4d

TSM
0sY
67A

L%1

OVH

®

<
Pl
=

LT

©
In:

va

® €SIV
o zsmn
® ISTH
® 0STX
o 6vIs
8¥TT
LYTH

SPIN
4%

0%TA
6ETY

YETH

1

0ETA

+

ta
{4458

T2Td

6TTL
8114

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

® S8l

€80
284

7%

Chain AP: —

42%

54%

3

S8L

€80
8y

LLT
9LL
SLI

eLY

TLK

LON

SOW

ooV
191

6Gd

pAcicH

SV

€4d

TETV
0ETA
6CTL

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase

10%

oo
5% oo

41%

52%

Chain AQ:

D E

O

R L DWI
PROTEIN DATA BANK

W



wwPDB X-ray Structure Validation Summary Report AV7G

Page 22

S8L

(]
€80

)
~
-

o o —
© K~
S X

— W o
© © ©
=1 = (7]

@
el
A

Io0
0
H

©
re}
o

0
0
<

™
re)
[

~ o ] © o
oS )

®
o Y W
om0
H48 aA

i

6,7-dimethyl-8-ribityllumazine synthase

0ETA

2}
N
—
IH

@ LTIV

et
449"

T2Td

6TTL
8114

[qaxs
TT1I

L07Q@
90TL
SOTh

€0TS

e Molecule 1

42%

X
<
[T]

15%

Chain AR

VLA

8€Y

2Tl

6D
8A
L1

® ISTM

8¥TT
LYTH

o%TA

CeTD
TETY

@ 6211
8TTH

serd

1214

@® 6111
8114

9TTL
114
® OTTA
80TI
L0TQ@
90TL

70T

® <011

00TV

163

S6A

T6A

S8L

£8D

1

LLT

S.I

2
[e0]
2
[e)]
m
(]
wn
<
=
e}
S,
wn
D]
g
N
<
g
=
—
>
pe
=
w_|. ]
00 RS
ILA n
>
=
)
D]
£
A
77
6 o
x
T
—
= 9
g =
= k=
M o]
=
° @)

284

SLI
TLA

I00
0
=1

[
©
0
[

— N M
re e e}
== A

o
n
<

wn 0 o o
o oM M by
(=] B =}

[l
™
<

D O
N M m
oo

©
N
=

[
o
I
[

© N~ 0
P
===

D
o

8A
L1
9H

2
o
e
TSTH
05T
\.mE x
=)
ovTA =
6ETV
1£74 ©
. 2
BETN
o =
=
>
n
]
sz1d =)
745 §S]
| <
121d m
(any =
6TTL —
8114 S
LTTL =
1 a
= R
(A3 | BN
0 N
—
=y
L0Ta =
[fsorzl  ©
S0TH
$0TT m
leos | O
® 2011 I~
R
001V N
e -~
869 —
164 1mw mhL
|y | =
S6A 3] <
| < o
m& [e) =
S8l = -~
| ° O

S8L

84

LT

0€1
621

2eN
Tecd

€STV

@ TISTH
® 0STX

8Y11
LYTH

ST
vvia

ovIA
6ETV

vETA

0ETH

+

et
{4458

1214

6TTL
8114

ciTd

60Td

90TL

7011
€0TS
@ <2011

6,7-dimethyl-8-ribityllumazine synthase

00TV

163

S6A

LLT
9LL
SLI

eLY

TLK

® S9N

(42
191

42%
[}
gI

TSM

i

6€Yd
8€)

Sy
)
—

o
®
o

54%

© 0 O o

3] NN @
rl“lﬁ“—"—"l

{44\
124
0zY

8TA

10%

STD

L1

e Molecule 1

Chain AU

€STV
® <CISTM
TSTH

8%TT

® 971V
ST
iaaxce
548

0%TA
SETD
TETV
0ETA
62TL

Se1d
¥CrI

T2Td

6TTL
81TH

[qaxs
TT1I

60Td
80TI

90TL

€0TS
@® <2011

00TV

R LDWIDE

w_ 0

PROTEIN DATA BANK



wwPDB X-ray Structure Validation Summary Report AV7G

Page 23

e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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e Molecule 1: 6,7-dimethyl-8-ribityllumazine synthase
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4 Data and refinement statistics (i)

Property Value Source
Space group P 21212 Depositor
Cell constants 157.20A 222.24A  473.49A .
Depositor
a, b, c,a, B,y 90.00° 90.00° 90.00°
. 15.00 - 3.50 Depositor
Resolution (A) 1500 — 3.50 EDS
% Data completeness 89.8 (15.00-3.50) Depositor
(in resolution range) 91.7 (15.00-3.50) EDS
Rinerge 0.29 Depositor
Reym (Not available) Depositor
<I/o(I)>" 1.93 (at 3.48A) Xtriage
Refinement program PHENIX (phenix.refine) Depositor
R R 0.235 , 0.286 Depositor
7 Phfree 0.351 , 0.355 DCC
Rree test set 3896 reflections (1.86%) wwPDB-VP
Wilson B-factor (A?) 67.0 Xtriage
Anisotropy 0.104 Xtriage
Bulk solvent kg (e/A®), By, (A?) 0.21 , 36.8 EDS
L-test for twinning? <|L| > =040, < L? > =023 | Xtriage
Estimated twinning fraction No twinning to report. Xtriage
F,,F. correlation 0.74 EDS
Total number of atoms 102534 wwPDB-VP
Average B, all atoms (A?) 104.0 wwPDB-VP

Xtriage’s analysis on translational NCS is as follows: The largest off-origin peak in the Patterson
function is 2.10% of the height of the origin peak. No significant pseudotranslation is detected.

Intensities estimated from amplitudes.
2Theoretical values of < |L| >, < L? > for acentric reflections are 0.5, 0.333 respectively for untwinned datasets,
and 0.375, 0.2 for perfectly twinned datasets.
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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:
PO4

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
RMSZ | #|Z| >5 | RMSZ #|Z| >5
Al 0.59 0/1149 1.06 9/1558 (0.6%)
A2 0.43 0/1152 1.03 4/1562 (0.3%)
A3 0.43 0/1152 1.26 11/1562 (0.7%)
A4 0.47 0/1152 0.89 5/1562 (0.3%)
AA 0.43 0/1149 0.82 2/1558 (0.1%)

(
(

<
2

Chain

AB | 059 | 0/1149 | 1.06 9/1558 (0.6%)
AC | 043 | 0/1152 | 1.03 4/1562 (0.3%)
AD | 043 | 0/1152 | 1.26 | 11/1562 (0.7%)

AE | 047 | 0/1152 | 0.89 5/1562 (0.3%)
AF | 043 | 0/1149 | 0.82 2/1558 (0.1%)
AG | 059 | 0/1149 | 1.06 9/1558 (0.6%)
AH | 043 | 0/1152 | 1.03 4/1562 (0.3%)

Al 043 | 0/1152 | 1.26 | 11/1562 (0.7%)
AJ | 047 | 0/1152 | 0.89 5/1562 (0.3%)
AK | 043 | 0/1149 | 0.82 2/1558 (0.1%)
AL | 059 | 0/1149 | 1.06 9/1558 (0.6%)
AM | 043 | 0/1152 | 1.03 1/1562 (0.3%)
AN | 043 | 0/1152 | 1.26 | 11/1562 (0.7%)
AO | 047 | 0/1152 | 0.89 5/1562 (0.3%)
AP | 043 | 0/1149 | 0.82 2/1558 (0.1%)
AQ | 059 | 0/1149 | 1.06 9/1558 (0.6%)
AR | 043 | 0/1152 | 1.02 4/1562 (0.3%)
AS | 043 | 0/1152 | 1.26 | 11/1562 (0.7%)
AT | 047 | 0/1152 | 0.89 5/1562 (0.3%)
AU | 043 | 0/1149 | 0.82 2/1558 (0.1%)

(

(

AV | 059 | 0/1149 | 1.06 9/1558 (0.6%)
AW | 043 | 0/1152 | 1.03 4/1562 (0.3%)
AX | 043 | 0/1152 | 1.26 | 11/1562 (0.7%)

[UY U (RUNIY [V NI YUY WY JUIY U |G (U U | (G Uy §yUne |Gy oy |yUuy jyunry jyuy jonry Uy jyunre Yy jaury e jyunry jyunry §ny Uy |y

AY | 047 | 0/1152 | 0.89 5/1562 (0.3%)
AZ | 043 | 0/1149 | 082 2/1558 (0.1%)
BI | 0.59 | 0/1156 | 1.06 9/1567 (0.6%)
B2 | 043 | 0/1156 | 1.02 4/1567 (0.3%)
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. Bond lengths Bond angles
Mol | Chain | pyiar 17 55 | RMSZ 4| Z| >5
1 B3 0.43 0/1156 1.25 11/1567 (0.7%)
1 B4 0.47 0/1156 0.89 5/1567 (0.3%)
1 BA 0.43 0/1156 0.82 2/1567 (0.1%)
1 BB 0.59 0/1156 1.06 9/1567 (0.6%)
1 BC 0.43 0/1156 1.02 4/1567 (0.3%)
1 BD 0.43 0/1156 1.25 11/1567 (0.7%)
1 BE 0.47 0/1156 0.89 5/1567 (0.3%)
1 BF 0.43 0/1156 0.82 2/1567 (0.1%)
1 BG 0.59 0/1156 1.06 9/1567 (0.6%)
1 BH 0.43 0/1156 1.02 4/1567 (0.3%)
1 BI 0.43 0/1156 1.25 11/1567 (0.7%)
1 BJ 0.47 0/1156 0.89 5/1567 (0.3%)
1 BK 0.43 0/1156 0.82 2/1567 (0.1%)
1 BL 0.59 0/1156 1.06 9/1567 (0.6%)
1 BM 0.43 0/1156 1.02 4/1567 (0.3%)
1 BN 0.43 0/1156 1.25 11/1567 (0.7%)
1 BO 0.47 0/1156 0.89 5/1567 (0.3%)
1 BP 0.43 0/1156 0.82 2/1567 (0.1%)
1 BQ 0.59 0/1156 1.06 9/1567 (0.6%)
1 BR 0.43 0/1156 1.02 4/1567 (0.3%)
1 BS 0.43 0/1156 1.25 11/1567 (0.7%)
1 BT 0.47 0/1156 0.89 5/1567 (0.3%)
1 BU 0.43 0/1156 0.82 2/1567 (0.1%)
1 BV 0.59 0/1156 1.06 9/1567 (0.6%)
1 BW 0.43 0/1156 1.02 4/1567 (0.3%)
1 BX 0.43 0/1156 1.25 11/1567 (0.7%)
1 BY 0.47 0/1156 0.89 5/1567 (0.3%)
1 BZ 0.43 0/1156 0.82 2/1567 (0.1%)
1 C1 0.59 0/1156 1.06 9/1567 (0.6%)
1 C2 0.43 0/1156 1.02 4/1567 (0.3%)
1 C3 0.43 0/1156 1.25 11/1567 (0.7%)
1 C4 0.47 0/1156 0.89 5/1567 (0.3%)
1 CA 0.43 0/1156 0.82 2/1567 (0.1%)
1 CB 0.59 0/1156 1.06 9/1567 (0.6%)
1 CcC 0.43 0/1156 1.02 4/1567 (0.3%)
1 CD 0.43 0/1156 1.25 11/1567 (0.7%)
1 CE 0.47 0/1156 0.89 5/1567 (0.3%)
1 CF 0.43 0/1156 0.82 2/1567 (0.1%)
1 CG 0.59 0/1156 1.06 9/1567 (0.6%)
1 CH 0.43 0/1156 1.02 4/1567 (0.3%)
1 CI 0.43 0/1156 1.25 11/1567 (0.7%)
1 CJ 0.47 0/1156 0.89 5/1567 (0.3%)
1 CK 0.43 0/1156 0.82 2/1567 (0.1%)
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. Bond lengths Bond angles
Mol | Chain | pyiar 17 55 | RMSZ 4| Z| >5
1 CL 0.59 0/1156 1.06 9/1567 (0.6%)
1 CM | 043 | 0/1156 | 1.02 4/1567 (0.3%)
1 CN | 043 | 0/1156 | 1.25 | 11/1567 (0.7%)
1 CO 0.47 0/1156 0.89 5/1567 (0.3%)
1 CP 0.43 0/1156 0.82 2/1567 (0.1%)
1 CQ 0.59 0/1156 1.06 9/1567 (0.6%)
1 CR | 043 | 0/1156 | 1.02 471567 (0.3%)
1 CS 0.43 0/1156 1.25 11/1567 (0.7%)
1 CT 0.47 0/1156 0.89 5/1567 (0.3%)
1 CU 0.43 0/1156 0.82 2/1567 (0.1%)
1 CV 0.59 0/1156 1.06 9/1567 (0.6%)
1 CW 0.43 0/1156 1.02 4/1567 (0.3%)
1 CX | 043 | 0/1156 | 1.25 | 11/1567 (0.7%)
1 CY 0.47 0/1156 0.89 5/1567 (0.3%)
1 CZ 0.43 0/1156 0.82 2/1567 (0.1%)
All All 0.47 | 0/103884 | 1.02 | 558/140832 (0.4%)

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.

<
)

Chain | #Chirality outliers | #Planarity outliers
Al 0 1
AB
AG
AL
AQ
AV
B1
BB
BG
BL
BQ
BV
C1
CB
CG
CL
CcQ
CV
All All

—| =] = = =] = = = =] =] = =] =] =] = = =] =
[N YW YUY WY WY §yUY G WIS ) U JyS—e U §yUne jyuny jySny juny jyune jy sy

(o] Bev) Hew) Nen) o] Bl Hev) Heo) Heo) Heool Rev] Hev) Neo) Neo) Neol Rev] Hav) Ran)
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There are no bond length outliers.

The worst 5 of 558 bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms Z Observed(°) | Ideal(°)
1 CcX 150 | LYS | N-CA-CB | -16.32 86.14 110.12
1 C3 150 | LYS | N-CA-CB | -16.31 86.14 110.12
1 BN 150 | LYS | N-CA-CB | -16.31 86.14 110.12
1 BD 150 | LYS | N-CA-CB | -16.31 86.15 110.12
1 AN 150 | LYS | N-CA-CB | -16.30 86.16 110.12

There are no chirality outliers.

5 of 18 planarity outliers are listed below:

Mol | Chain | Res | Type | Group
AB 99 | VAL | Peptide
AG 99 | VAL | Peptide
AL 99 | VAL | Peptide
AQ 99 | VAL | Peptide
AV 99 | VAL | 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 Al 1129 0 1143 69 0
1 A2 1132 0 1145 78 0
1 A3 1132 0 1145 64 0
1 A4 1132 0 1145 77 0
1 AA 1129 0 1143 61 0
1 AB 1129 0 1143 77 0
1 AC 1132 0 1145 82 0
1 AD 1132 0 1145 71 0
1 AE 1132 0 1145 84 0
1 AF 1129 0 1143 65 0
1 AG 1129 0 1143 71 2
1 AH 1132 0 1145 79 3
1 Al 1132 0 1145 72 0
1 Al 1132 0 1145 82 0
1 AK 1129 0 1143 65 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 AL 1129 0 1143 68 0
1 AM 1132 0 1145 79 0
1 AN 1132 0 1145 65 0
1 AO 1132 0 1145 82 0
1 AP 1129 0 1143 61 0
1 AQ 1129 0 1143 92 0
1 AR 1132 0 1145 87 0
1 AS 1132 0 1145 65 0
1 AT 1132 0 1145 78 0
1 AU 1129 0 1143 68 0
1 AV 1129 0 1143 69 0
1 AW 1132 0 1145 79 0
1 AX 1132 0 1145 63 0
1 AY 1132 0 1145 77 0
1 AZ 1129 0 1143 o7 0
1 Bl 1136 0 1149 75 0
1 B2 1136 0 1149 83 0
1 B3 1136 0 1149 61 0
1 B4 1136 0 1149 76 0
1 BA 1136 0 1149 55 0
1 BB 1136 0 1149 84 0
1 BC 1136 0 1149 91 0
1 BD 1136 0 1149 78 0
1 BE 1136 0 1149 78 0
1 BF 1136 0 1149 71 0
1 BG 1136 0 1149 78 0
1 BH 1136 0 1149 82 0
1 BI 1136 0 1149 64 0
1 BJ 1136 0 1149 81 1
1 BK 1136 0 1149 60 0
1 BL 1136 0 1149 75 3
1 BM 1136 0 1149 81 0
1 BN 1136 0 1149 66 0
1 BO 1136 0 1149 77 0
1 BP 1136 0 1149 58 0
1 BQ 1136 0 1149 85 0
1 BR 1136 0 1149 92 0
1 BS 1136 0 1149 69 0
1 BT 1136 0 1149 76 0
1 BU 1136 0 1149 83 0
1 BV 1136 0 1149 77 0
1 BW 1136 0 1149 83 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
1 BX 1136 0 1149 64 0
1 BY 1136 0 1149 80 0
1 BZ 1136 0 1149 o7 0
1 C1 1136 0 1149 75 0
1 C2 1136 0 1149 94 0
1 C3 1136 0 1149 76 0
1 C4 1136 0 1149 78 1
1 CA 1136 0 1149 64 0
1 CB 1136 0 1149 79 2
1 cC 1136 0 1149 98 2
1 CD 1136 0 1149 75 0
1 CE 1136 0 1149 78 0
1 CF 1136 0 1149 72 0
1 CG 1136 0 1149 86 3
1 CH 1136 0 1149 87 3
1 CI 1136 0 1149 69 0
1 CJ 1136 0 1149 79 0
1 CK 1136 0 1149 o8 0
1 CL 1136 0 1149 74 0
1 CM 1136 0 1149 90 3
1 CN 1136 0 1149 70 0
1 CO 1136 0 1149 82 0
1 CP 1136 0 1149 66 0
1 CQ 1136 0 1149 81 0
1 CR 1136 0 1149 98 0
1 CS 1136 0 1149 72 0
1 CT 1136 0 1149 85 0
1 CU 1136 0 1149 68 0
1 CvV 1136 0 1149 80 0
1 CW 1136 0 1149 94 0
1 CcX 1136 0 1149 70 0
1 CY 1136 0 1149 76 1
1 CZ 1136 0 1149 60 1
2 Al D 0 0 0 0
2 A2 5 0 0 3 0
2 A3 5 0 0 0 0
2 A4 5 0 0 2 0
2 AA d 0 0 1 0
2 AB d 0 0 1 0
2 AC D 0 0 3 0
2 AD > 0 0 0 0
2 AE S 0 0 2 0

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

Symm-Clashes

H(added) | Clashes

Chain | Non-H | H(model)

AF

AG

AH

Al

AJ

AK

AL

AM
AN

AO
AP

AQ

AR
AS

AT

AU

AV
AW
AX
AY
AZ

Bl

B2

B3

B4

BA
BB
BC
BD
BE
BF

BG
BH
BI

BJ

BK
BL

BM
BN
BO
BP

BQ

Mol

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
BR 0 0
BS
BT
BU
BV
BW
BX
BY
BZ
C1
C2
C3
C4
CA
CB
CcC
CD
CE
CF
CG
CH
CI
CJ
CK
CL
CM
CN
CO
CP
CQ
CR
CS
CT
CU
CVv
CW
CX
CYy
CZ
All All 102534
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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 28.
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The worst 5 of 5787 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:CT:53:PRO:CG | 1:CT:57:GLU:HGS3 1.49 1.43
1:CJ:53:PRO:CG | 1:CJ:57:GLU:HG3 1.49 1.42
1:AE:53:PRO:CG | 1:AE:57:GLU:HG3 1.49 1.42
1:B4:53:PRO:CG | 1:B4:57:GLU:HG3 1.49 1.42
1:C4:53:PRO:CG | 1:C4:57:GLU:HG3 1.49 1.42

The worst 5 of 13 symmetry-related close contacts are listed below. The label for Atom-2 includes
the symmetry operator and encoded unit-cell translations to be applied.

Interatomic Clash
Atom-1 Atom-2 distance (A) overlap (A)
1:AG:153:ALA:O | 1:AH:46:ASP:OD1[2_565| 1.84 0.36
1:AH:69:GLY:O 1:AH:69:GLY:O[2_565| 1.90 0.30
1:BJ:151:HIS:CE1 1:CY:13:LYS:CE|2_665] 1.91 0.29
1:CB:153:ALA:O 1:CC:69:GLY:CA|2_565] 1.94 0.26
1:CH:39:ARG:NH2 | 1:.CM:20:ARG:NH1|2_665] 1.96 0.24

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 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 Al 150/153 (98%) 132 (88%) 18 (12%) 0
1 A2 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 A3 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 A4 150/153 (98%) 133 (89%) 17 (11%) 0
1 AA 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 AB 150/153 (98%) 132 (88%) 18 (12%) 0
1 AC 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 AD 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)

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

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 AE 150/153 (98%) 133 (89%) | 17 (11%) 0 |
1 AF 150/153 (98%) 129 (86%) 19 (13%) 2 (1%) 9
1 AG 150/153 (98%) 132 (88%) 18 (12%) 0 100
1 AH 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 Al 150/153 (98%) 137 (91%) 11 (7%) 2 (1%) 9
1 AlJ 150/153 (98%) 133 (89%) 17 (11%) 0 100
1 AK 150/153 (98%) 129 (86%) 19 (13%) 2 (1%) 9
1 AL 150/153 (98%) 132 (88%) 18 (12%) 0
1 AM 150/153 (98%) 126 (84%) | 19 (13%) | 5 (3%)
1 AN 150/153 (98%) 137 (91%) 11 (7%) 2 (1%) 9|
1 AO 150/153 (98%) 133 (89%) 17 (11%) 0
1 AP 150/153 (98%) 129 (86%) 19 (13%) 2 (1%) 9
1 AQ 150/153 (98%) 132 (88%) 18 (12%) 0
1 AR 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)

1 AS 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 AT 150/153 (98%) 133 (89%) 17 (11%) 0
1 AU 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 AV 150/153 (98%) 132 (88%) 18 (12%) 0
1 AW 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 AX 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 AY 150/153 (98%) 133 (89%) 17 (11%) 0
1 AZ 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 B1 150/153 (98%) 132 (88%) 18 (12%) 0
1 B2 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 B3 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 B4 150/153 (98%) 133 (89%) 17 (11%) 0
1 BA 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 BB 150/153 (98%) 132 (88%) 18 (12%) 0
1 BC 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 BD 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 BE 150/153 (98%) 133 (89%) 17 (11%) 0
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Continued from previous page...

Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 BF 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 BG 150/153 (98%) 132 (88%) 18 (12%) 0
1 BH 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 BI 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 BJ 150/153 (98%) 133 (89%) 17 (11%) 0
1 BK 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 BL 150/153 (98%) 132 (88%) 18 (12%) 0
1 BM 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 BN 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 BO 150/153 (98%) 133 (89%) 17 (11%) 0
1 BP 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 BQ 150/153 (98%) 132 (88%) 18 (12%) 0
1 BR 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 BS 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 BT 150/153 (98%) 133 (89%) 17 (11%) 0
1 BU 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 BV 150/153 (98%) 132 (88%) 18 (12%) 0
1 BW 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 BX 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 BY 150/153 (98%) 133 (89%) 17 (11%) 0
1 BZ 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 C1 150/153 (98%) 132 (88%) 18 (12%) 0
1 C2 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 C3 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 C4 150/153 (98%) 133 (89%) 17 (11%) 0
1 CA 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 CB 150/153 (98%) 132 (88%) 18 (12%) 0
1 CcC 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 CD 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 CE 150/153 (98%) 133 (89%) 17 (11%) 0
1 CF 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
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Mol | Chain Analysed Favoured Allowed | Outliers | Percentiles
1 CG 150/153 (98%) 132 (88%) | 18 (12%) 0 |
1 CH 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 CI 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 CJ 150/153 (98%) 133 (89%) 17 (11%) 0
1 CK 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 CL 150/153 (98%) 132 (88%) 18 (12%) 0
1 CM 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 CN 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 CO 150/153 (98%) 133 (89%) 17 (11%) 0
1 CPp 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 CQ 150/153 (98%) 132 (88%) 18 (12%) 0
1 CR 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 CS 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 CT 150/153 (98%) 133 (89%) 17 (11%) 0
1 CU 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)
1 CvV 150/153 (98%) 132 (88%) 18 (12%) 0
1 CW 150/153 (98%) 126 (84%) 19 (13%) 5 (3%)
1 CcX 150/153 (98%) 137 (91%) 11 (7%) 2 (1%)
1 CY 150/153 (98%) 133 (89%) 17 (11%) 0
1 CZ 150/153 (98%) 129 (86%) 19 (13%) 2 (1%)

All All 13500/13770 (98%) | 11826 (88%) | 1512 (11%) | 162 (1%)

5 of 162 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 AC 130 LYS
1 AH 130 LYS
1 AM 130 LYS
1 AR 130 LYS
1 AW 130 LYS

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
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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 Al 115/118 (98%) 102 (89%) | 13 (11%) m 25
1 A2 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 A3 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 A4 116/118 (98%) 109 (94%) 7 (6%) 177 44
1 AA 115/118 (98%) 111 (96%) 4 (4%) 32 57
1 AB 115/118 (98%) 102 (89%) | 13 (11%) I?[ 25
1 AC 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 AD 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 AE 116/118 (98%) 109 (94%) 7 (6%) 177 44
1 AF 115/118 (98%) 111 (96%) 4 (4%) 32 57
1 AG 115/118 (98%) 102 (89%) | 13 (11%) 50 25
1 AH 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 Al 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 AlJ 116/118 (98%) 109 (94%) 7 (6%) 177 44
1 AK 115/118 (98%) 111 (96%) 4 (4%) 32 57
1 AL 115/118 (98%) 102 (89%) | 13 (11%) 50 25
1 AM 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 AN 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 AO 116/118 (98%) 109 (94%) 7 (6%) 177 44
1 AP 115/118 (98%) 111 (96%) 4 (4%) 32 57
1| AQ | 115118 (98%) | 102 (89%) | 13 (11%) | [5] 25
1 AR 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 AS 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 AT 116/118 (98%) 109 (94%) 7 (6%) 177 44
1 AU 115/118 (98%) 111 (96%) 4 (4%) 32 57
1 AV 115/118 (98%) 102 (89%) | 13 (11%) Iﬂ 25
1 AW 116/118 (98%) 112 (97%) 4 (3%) 32 57
1 AX 116/118 (98%) 108 (93%) 8 (7%) 147 39
1 AY 116/118 (98%) 109 (94%) 7 (6%) 177 44

Continued on next page...
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1 AZ 115/118 (98%) 111 (96%) 4 (4%) 32 57
1 B1 117/118 (99%) 104 (89%) | 13 (11%) m 25
1 B2 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 B3 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 B4 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 BA 117/118 (99%) 112 (96%) 5 (4%) 26 51
1 BB 117/118 (99%) 104 (89%) | 13 (11%) m 25
1 BC 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BD 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 BE 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 BF 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BG 117/118 (99%) 104 (89%) | 13 (11%) 68 25
1 BH 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BI 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 BJ 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 BK 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BL 117/118 (99%) 104 (89%) | 13 (11%) m 25
1 BM 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BN 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 BO 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 BP 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BQ 117/118 (99%) 104 (89%) | 13 (11%) 68 25
1 BR 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BS 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 BT 117/118 (99%) 110 (94%) 7 (6%) 17 44
1 BU 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BV 117/118 (99%) 104 (89%) | 13 (11%) 61 25
1 BW 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 BX 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 BY 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 BZ 117/118 (99%) 113 (97%) 4 (3%) 32 57
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Mol | Chain Analysed Rotameric | Outliers | Percentiles
1] c1 117/118 (99%) | 104 (89%) | 13 (11%) | 6] 25
1 C2 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 C3 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 C4 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CA 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CB 117/118 (99%) 104 (89%) | 13 (11%) 16] 25
1 CC 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CD 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 CE 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CF 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CG 117/118 (99%) 104 (89%) | 13 (11%) 16] 25
1 CH 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CI 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 CJ 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CK 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CL 117/118 (99%) 104 (89%) | 13 (11%) m 25
1 CM 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CN 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 CO 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CPp 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CQ 117/118 (99%) 104 (89%) | 13 (11%) 68 25
1 CR 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CS 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 CT 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CU 117/118 (99%) 113 (97%) 4 (3%) 32 57
1| ev | umms99%) | 104 89%) |13 (11%) | [6] 25
1 CW 117/118 (99%) 113 (97%) 4 (3%) 32 57
1 CcX 117/118 (99%) 109 (93%) 8 (7%) 147 40
1 CY 117/118 (99%) 110 (94%) 7 (6%) 177 44
1 CZ 117/118 (99%) 113 (97%) 4 (3%) 32 57

All All 10488,/10620 (99%) | 9839 (94%) | 649 (6%) 161 43
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5 of 649 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
CE 88 TYR
CcT 116 THR
CG 43 GLU
CE 7 LEU
CL 116 THR

—=| = = =] =

Sometimes sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 299
such sidechains are listed below:

Mol | Chain | Res | Type
CI 147 HIS
C1 45 ASN
CK 87 HIS
CR 67 ASN
A2 147 HIS

= = = =] =

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 oligosaccharides in this entry.

5.6 Ligand geometry (i)

90 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).


https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#rna
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. . Bond lengths Bond angles
Mol | Type | Chain | Res | Link | |\ ''RMSZ [ (7] > 2 | Counts | RMSZ | #]2] > 2
2 PO4 BQ 1001 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 CE 1001 - 4,44 1.00 0 6,6,6 0.62 0
2 PO4 AG 1001 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 BD 1001 - 4,44 1.01 0 6,6,6 0.43 0
2 PO4 BN 1001 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 CZ 201 - 4,44 0.92 0 6,6,6 0.56 0
2 PO4 AP 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 CS 3201 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 CV 1201 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 B2 1001 - 4,44 1.06 0 6,6,6 0.57 0
2 PO4 AK | 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 AU 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 CG 1201 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 A2 1001 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 BM | 1001 - 4,44 1.04 0 6,6,6 0.56 0
2 PO4 CO | 4201 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 BP 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 AY 1001 - 4,44 1.00 0 6,6,6 0.62 0
2 PO4 AH 1001 - 4,44 1.05 0 6,6,6 0.57 0
2 PO4 CA 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 CR | 2201 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 BG 1001 - 4,44 0.94 0 6,6,6 0.38 0
2 PO4 AS 1001 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 A4 1001 - 4,44 1.00 0 6,6,6 0.62 0
2 PO4 BT 1001 - 4,44 1.00 0 6,6,6 0.62 0
2 PO4 AO 1001 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 CK 201 - 4,44 0.93 0 6,6,6 0.55 0
2 PO4 C2 2201 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 BZ 1001 - 4,44 0.91 0 6,6,6 0.55 0
2 PO4 BU 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 CU 201 - 4,44 0.91 0 6,6,6 0.55 0
2 PO4 AD 1001 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 BI 1001 - 4,44 1.03 0 6,6,6 0.43 0
2 PO4 CQ 1201 - 4,44 0.95 0 6,6,6 0.39 0
2 PO4 AN 1001 - 4,44 1.01 0 6,6,6 0.43 0
2 PO4 AE 1001 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 CH | 2201 - 4,44 1.06 0 6,6,6 0.56 0
2 PO4 A7 1001 - 4,44 0.93 0 6,6,6 0.55 0
2 PO4 AR | 1001 - 4,44 1.04 0 6,6,6 0.56 0
2 PO4 CPp 201 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 BY 1001 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 BK 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 B4 1001 - 4,44 0.99 0 6,6,6 0.62 0
$roe
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Mol | Type | Chain | Res | Link | |\ ''RMSZ [ (7] > 2 | Counts | RMSZ | #]2] > 2
2 PO4 BW | 1001 - 4,44 1.05 0 6,6,6 0.57 0
2 PO4 AC 1001 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 CY | 4201 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 BA 1001 - 4,44 0.92 0 6,6,6 0.56 0
2 PO4 cC 1001 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 BL 1001 - 4,44 0.96 0 6,6,6 0.38 0
2 PO4 BE 1001 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 CF 201 - 4,44 0.90 0 6,6,6 0.55 0
2 PO4 BV 1001 - 4,44 0.94 0 6,6,6 0.38 0
2 PO4 CM | 2201 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 CN | 3201 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 AV 1001 - 4,44 0.94 0 6,6,6 0.38 0
2 PO4 AW 201 - 4,44 1.05 0 6,6,6 0.57 0
2 PO4 BO 1001 - 4,44 1.00 0 6,6,6 0.62 0
2 PO4 B3 1001 - 4,44 1.01 0 6,6,6 0.43 0
2 PO4 C1 1201 - 4,44 0.96 0 6,6,6 0.39 0
2 PO4 BC 1001 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 BX 1001 - 4,44 1.01 0 6,6,6 0.43 0
2 PO4 CcJ 4201 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 CX | 3201 - 4,44 1.01 0 6,6,6 0.44 0
2 PO4 C3 3201 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 A3 1001 - 4,44 1.01 0 6,6,6 0.44 0
2 PO4 AT 1001 - 4,44 1.01 0 6,6,6 0.62 0
2 PO4 CW | 2201 - 4,44 1.06 0 6,6,6 0.57 0
2 PO4 BR 1001 - 4,44 1.06 0 6,6,6 0.57 0
2 PO4 AB 1001 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 CI 3201 - 4,44 1.01 0 6,6,6 0.43 0
2 PO4 AM | 1001 - 4,44 1.05 0 6,6,6 0.56 0
2 PO4 CT | 4201 - 4,44 1.01 0 6,6,6 0.62 0
2 PO4 CB 1001 - 4,44 0.95 0 6,6,6 0.38 0
2 PO4 CD 1001 - 4,44 1.03 0 6,6,6 0.44 0
2 PO4 BB 1001 - 4,44 0.96 0 6,6,6 0.38 0
2 PO4 AA 1001 - 4,44 0.92 0 6,6,6 0.55 0
2 PO4 BS 1001 - 4,44 1.01 0 6,6,6 0.44 0
2 PO4 Al 1001 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 AQ 1001 - 4,44 0.95 0 6,6,6 0.39 0
2 PO4 AL 1001 - 4,44 0.94 0 6,6,6 0.38 0
2 PO4 BH 1001 - 4,44 1.06 0 6,6,6 0.57 0
2 PO4 Al 1001 - 4,44 0.95 0 6,6,6 0.39 0
2 PO4 C4 4201 - 4,44 0.99 0 6,6,6 0.61 0
2 PO4 AX | 1001 - 4,44 1.02 0 6,6,6 0.44 0
2 PO4 BJ 1001 - 4,44 0.99 0 6,6,6 0.62 0
2 PO4 BF 1001 - 4,44 0.93 0 6,6,6 0.56 0
$roe
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Mol | Type | Chain | Res | Link | |\ ''RMSZ [ (7] > 2 | Counts | RMSZ | #]2] > 2
2 PO4 B1 1001 - 4.4.4 0.96 0 6,6,6 0.38 0
2 PO4 CL 1201 - 4.4.4 0.96 0 6,6,6 0.39 0
2 PO4 AF 1001 - 4,44 0.91 0 6,6,6 0.54 0
2 PO4 AJ 1001 - 4,44 1.00 0 6,6,6 0.61 0

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.

67 monomers are involved in 121 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 BQ 1001 | PO4 1 0
2 CE 1001 | PO4 2 0
2 AG 1001 | PO4 1 0
2 CZ 201 | PO4 1 0
2 AP 1001 | PO4 1 0
2 B2 1001 | PO4 3 0
2 AK 1001 | PO4 1 0
2 AU 1001 | PO4 1 0
2 CG 1201 | PO4 1 0
2 A2 1001 | PO4 3 0
2 BM | 1001 | PO4 3 0
2 CO |4201 | PO4 2 0
2 BP 1001 | PO4 1 0
2 AY 1001 | PO4 2 0
2 AH 1001 | PO4 3 0
2 CA 1001 | PO4 1 0
2 CR | 2201 | PO4 3 0
2 BG 1001 | PO4 1 0
2 A4 1001 | PO4 2 0
2 BT 1001 | PO4 2 0
2 AO 1001 | PO4 2 0
2 CK 201 | PO4 1 0
2 C2 2201 | PO4 3 0
2 BZ 1001 | PO4 1 0
2 BU 1001 | PO4 1 0
2 CuU 201 | PO4 1 0
2 AE 1001 | PO4 2 0

Continued on next page...
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Mol | Chain | Res | Type | Clashes | Symm-Clashes
2 CH |2201 | PO4 3 0
2 AZ 1001 | PO4 1 0
2 AR | 1001 | PO4 3 0
2 CPp 201 | PO4 1 0
2 BY | 1001 | PO4 2 0
2 BK 1001 | PO4 1 0
2 B4 1001 | PO4 2 0
2 BW | 1001 | PO4 3 0
2 AC 1001 | PO4 3 0
2 CY |4201 | PO4 2 0
2 BA 1001 | PO4 1 0
2 CC 1001 | PO4 3 0
2 BL 1001 | PO4 1 0
2 BE 1001 | PO4 2 0
2 CF 201 | PO4 1 0
2 CM | 2201 | PO4 3 0
2 AV 1001 | PO4 1 0
2 AW 201 | PO4 3 0
2 BO 1001 | PO4 2 0
2 C1 1201 | PO4 1 0
2 BC 1001 | PO4 3 0
2 CJ 4201 | PO4 2 0
2 AT 1001 | PO4 2 0
2 CW | 2201 | PO4 3 0
2 BR | 1001 | PO4 3 0
2 AB 1001 | PO4 1 0
2 AM | 1001 | PO4 3 0
2 CT | 4201 | PO4 2 0
2 CB 1001 | PO4 1 0
2 BB 1001 | PO4 1 0
2 AA | 1001 | PO4 1 0
2 AQ 1001 | PO4 1 0
2 BH 1001 | PO4 3 0
2 C4 4201 | PO4 2 0
2 BJ 1001 | PO4 2 0
2 BF 1001 | PO4 1 0
2 B1 1001 | PO4 1 0
2 CL 1201 | PO4 1 0
2 AF 1001 | PO4 1 0
2 Al 1001 | PO4 2 0




Page 60 wwPDB X-ray Structure Validation Summary Report AV7G

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)

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(X?) | Q<0.9
1| Al 152/153 (99%) 1.00 16 (10%) 65, 95, 151, 347 | 0
1| A2 152/153 (99%) 1.09 18 (11%) 56, 97, 184, 226 | 0
1 | A3 152/153 (99%) 0.93 14 (9%) 57,96, 147,259 | 0
1| A4 152/153 (99%) 0.95 13 (8%) 56, 94, 153,393 | 0
1| AA | 152/153 (99%) 0.99 15 (9%) 55,97, 150, 271 | 0
1 | AB 152/153 (99%) 1.01 20 (13%) 65, 95, 151, 347 | 0
1 | AC 152/153 (99%) 1.05 20 (13%) 56, 97, 184, 226 | 0
1 | AD | 152/153 (99%) 1.02 15 (9%) 57,96, 147,259 | 0
1 | AE 152/153 (99%) 0.99 15 (9%) 56, 94, 153,393 | 0
1 | AF 152/153 (99%) 1.25 23 (15%) 55, 97, 150, 271 | 0
1 | AG | 152/153 (99%) 1.44 31 (20%) 65, 95, 151, 347 | 0
1 | AH | 152/153 (99%) 1.76 50 (32%) 56, 97, 184, 226 | 0
1| A 152/153 (99%) 151 39 (25%) 57,96, 147,259 | 0
1| AJ 152/153 (99%) .42 29 (19%) 56, 94, 153,393 | 0
1 | AK | 152/153 (99%) 1.42 34 (22%) 55, 97, 150, 271 | 0
1| AL 152/153 (99%) 1.36 30 (19%) 65, 95, 151, 347 | 0
1 | AM | 152/153 (99%) 1.33 26 (17%) 56, 97, 184, 226 | 0
1 | AN | 152/153 (99%) 1.10 15 (9%) 57,96, 147,259 | 0
1 | A0 | 152/153 (99%) 1.5 25 (16%) 56, 94, 153,393 | 0
1 | AP 152/153 (99%) 0.87 10 (6%) 24 |15 |55, 97,150,271 | 0
1 | AQ 152/153 (99%) 1.01 16 (10%) [ 111 8] | 65,95, 151,347 | 0
1 | AR | 152/153 (99%) 118 23 (15%) 56, 97, 184, 226 | 0
1 | AS 152/153 (99%) 0.83 11 (7%) |21 [ 14| | 57,96, 147,259 | 0
1| AT 152/153 (99%) 0.79 11 (7%) 21 |14] |56,94,153,393 | 0

Continued on next page...



https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_model_data
https://www.wwpdb.org/validation/2017/XrayValidationReportHelp#fit_protein_na_chains

Page 62

wwPDB X-ray Structure Validation Summary Report

4ViG
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 AU 152/153 (99%) 1.08 55, 97, 150, 271 0
1 AV 152/153 (99%) 1.39 65, 95, 151, 347 0
1 AW 152/153 (99%) 1.65 56, 97, 184, 226 0
1 AX 152/153 (99%) 1.26 57, 96, 147, 259 0
1 AY 152/153 (99%) 1.11 56, 94, 153, 393 0
1 AZ 152/153 (99%) 1.01 55, 97, 150, 271 0
1 Bl 152/153 (99%) 0.71 8 (5%) 60, 95, 151, 347 0
1 B2 152/153 (99%) 0.73 8 (5%) 32 |18 56, 97, 184, 226 0
1 B3 152/153 (99%) 0.48 5(3%) 49 28 57, 96, 147, 259 0
1 B4 152/153 (99%) 0.73 8 (5%) 32 |18 55, 93, 153, 393 0
1 BA 152/153 (99%) 0.48 3(1%) 65 39 55, 97, 147, 271 0
1 BB 152/153 (99%) 0.81 9 (5%) 28 |16 60, 95, 151, 347 0
1 BC 152/153 (99%) 0.75 9 (5%) 28 |16 56, 97, 184, 226 0
1 BD 152/153 (99%) 0.61 5(3%) 49 28 57, 96, 147, 259 0
1 BE 152/153 (99%) 0.61 3(1%) 65 39 55, 93, 153, 393 0
1 BF 152/153 (99%) 0.54 5(3%) 49 28 55, 97, 147, 271 0
1 BG 152/153 (99%) 0.65 8 (5%) 32 |18 60, 95, 151, 347 0
1 BH 152/153 (99%) 0.67 9 (5%) 28 |16 56, 97, 184, 226 0
1 BI 152/153 (99%) 0.56 4 (2%) 57 33 57, 96, 147, 259 0
1 BJ 152/153 (99%) 0.65 6 (3%) 43 23 55, 93, 153, 393 0
1 BK 152/153 (99%) 0.49 3(1%) 65 39 55, 97, 147, 271 0
1 BL 152/153 (99%) 0.62 9 (5%) 28 |16 60, 95, 151, 347 0
1 BM 152/153 (99%) 0.62 6 (3%) 43 23 56, 97, 184, 226 0
1 BN 152/153 (99%) 0.51 4 (2%) 57 33 57, 96, 147, 259 0
1 BO 152/153 (99%) 0.59 6 (3%) 43 23 55, 93, 153, 393 0
1 BP 152/153 (99%) 0.49 5(3%) 49 28 55, 97, 147, 271 0
1 BQ 152/153 (99%) 0.63 7 (4%) 37 20 60, 95, 151, 347 0
1 BR 152/153 (99%) 0.69 7 (4%) 37 20 56, 97, 184, 226 0
1 BS 152/153 (99%) 0.57 4 (2%) 57 33 57, 96, 147, 259 0
1 BT 152/153 (99%) 0.63 6 (3%) 43 23 55, 93, 153, 393 0
1 BU 152/153 (99%) 0.77 11 (7%) 21 [ 14| | 55,97, 147, 271 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 BV 152/153 (99%) 0.82 10 (6%) 24 |15| | 60,95, 151,347 | 0
1 BW 152/153 (99%) 0.88 12 (7%) (18 12| | 56, 97,184,226 | 0
1 BX 152/153 (99%) 0.63 3(1%) 65 39 | 57,96,147,259 | 0
1 BY 152/153 (99%) 0.67 5(3%) 49 28 |55,93,153,393 | 0
1 BZ 152/153 (99%) 0.65 5 (3%) 55, 97, 147, 271 0
1 C1 152/153 (99%) 1.46 35 (23% 60, 95, 151, 347 | 0
1 C2 152/153 (99%) 1.40 29 (19% 56, 97,184,226 | 0
1 C3 152/153 (99%) 1.51 40 (26% 57,96, 147,259 | 0
1 C4 152/153 (99%) 1.67 48 (31% 55, 93,153,393 | 0
1 CA 152/153 (99%) 0.84 9 (5%) 28 55, 97, 147, 271 0
1 CB 152/153 (99%) 1.06 17 (11%) 60, 95, 151, 347 | 0
1 cC 152/153 (99%) 1.21 23 (15%) 56, 97,184,226 | 0
1 CD 152/153 (99%) 1.04 20 (13%) 57,96, 147,259 | 0
1 CE 152/153 (99%) 0.72 8 (5%) 32 55, 93,153,393 | 0
1 CF 152/153 (99%) 1.27 27 (17%) | 4 55, 97, 147, 271 0
1 CG 152/153 (99%) 1.03 15 (9%) 8] | 60,95 151,347 | 0
1 CH 152/153 (99%) 0.54 3(1%) 65 39 |56,97,184,226 | 0
1 CI 152/153 (99%) 0.49 4 (2%) 57 33 | 57,96,147,259 | 0
1 CJ 152/153 (99%) 0.88 12 (7%) 18 12| | 55, 93,153,393 | 0
1 CK 152/153 (99%) 0.79 13 (8%) 16 55, 97, 147, 271 0
1 CL 152/153 (99%) 0.75 12 (7%) 18 |12| | 60, 95,151,347 | 0
1 CM 152/153 (99%) 0.73 6 (3%) 43 23 |56,97,184,226 | 0
1 CN 152/153 (99%) 0.68 57,96, 147,259 | 0
1 CO 152/153 (99%) 0.61 55, 93,153,393 | 0
1 CP 152/153 (99%) 1.30 55, 97, 147, 271 0
1 CcQ 152/153 (99%) 1.34 60, 95, 151, 347 | 0
1 CR 152/153 (99%) 1.60 56, 97, 184,226 | 0
1 CS 152/153 (99%) 1.95 57,96, 147,259 | 0
1 CT 152/153 (99%) 1.77 55, 93,153,393 | 0
1 CU 152/153 (99%) 0.73 55, 97, 147, 271 0
1 CcV 152/153 (99%) 1.01 60, 95, 151, 347 | 0
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Mol | Chain Analysed <RSRZ> #RSRZ>2 OWAB(A?) | Q<0.9
1 CW 152/153 (99%) 1.17 (13%) | 74161 | 56,97, 184, 226 0
1 CX 152/153 (99%) 0.89 14 (9%) [ 14119 | 57, 96, 147, 259 0
1 cYy 152/153 (99%) 0.78 7 (4%) 37 20 55, 93, 153, 393 0
1 CZ 152/153 (99%) 1.68 46 (30%) f1lf1) | 55, 97, 147, 271 0
All | All | 13680/13770 (99%) 0.97 1514 (11%) [ 10 |l 55, 96, 157, 393 0

The worst 5 of 1514 RSRZ outliers are listed below:

Mol | Chain | Res | Type | RSRZ
1 AW 152 | TRP 9.5
1 CS 66 | ALA 8.9
1 AH 152 | TRP 8.4
1 AD 153 | ALA 8.2
1 CY 149 | SER 8.0

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

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

6.3 Carbohydrates (i)

There are no oligosaccharides 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. 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 | RSCC | RSR | B-factors(A?) | Q<0.9
2 PO4 CT 4201 5/5 0.40 0.23 23,28,53,142 0
2 PO4 cC 1001 5/5 0.53 0.17 34,46,111,116 0
2 PO4 CG 1201 5/5 0.57 0.15 74,78,104,213 0
2 PO4 CB |1001| 5/5 0.59 0.20 | 74,78,104,213 0
2 PO4 CD |1001| 5/5 0.65 0.22 | 58,65,106,138 0
2 PO4 CW | 2201 5/5 0.65 0.13 34,46,111,116 0
2 | PO4 | CI |1201| 5/5 0.68 | 0.13 | 74,78,104,213 0

Continued on next page...
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 PO4 CH | 2201 5/5 0.69 0.12 | 34,46,111,116 0
2 PO4 CF 201 5/5 0.72 0.14 80,81,83,167 0
2 PO4 CP 201 5/5 0.73 0.13 80,81,83,167 0
2 PO4 CE 1001 5/5 0.76 0.15 23,28,53,142 0
2 PO4 BG | 1001 5/5 0.76 0.12 | 74,78,104,213 0
2 PO4 C2 2201 5/5 0.76 0.15 | 34,46,111,116 0
2 PO4 CX | 3201 5/5 0.77 0.11 | 58,65,106,138 0
2 PO4 CZ 201 5/5 0.77 0.15 80,81,83,167 0
2 PO4 CcQ | 1201 5/5 0.78 0.18 | 74,78,104,213 0
2 PO4 CR | 2201 5/5 0.78 0.18 | 34,46,111,116 0
2 PO4 C4 4201 5/5 0.78 0.17 23,28,53,142 0
2 PO4 BS 1001 5/5 0.79 0.13 | 58,65,106,138 0
2 PO4 CY | 4201 5/5 0.79 0.14 23,28,53,142 0
2 PO4 BV | 1001 5/5 0.79 0.11 | 74,78,104,213 0
2 PO4 B2 1001 5/5 0.80 0.13 | 34,46,111,116 0
2 PO4 B3 1001 5/5 0.80 0.10 | 58,65,106,138 0
2 PO4 BL 1001 5/5 0.81 0.11 | 74,78,104,213 0
2 PO4 Al 1001 5/5 0.82 0.13 | 58,65,106,138 0
2 PO4 CA | 1001 5/5 0.82 0.14 80,81,83,167 0
2 PO4 AX ] 1001 5/5 0.83 0.16 | 58,65,106,138 0
2 PO4 BM | 1001 5/5 0.83 0.10 | 34,46,111,116 0
2 PO4 BX | 1001 5/5 0.83 0.09 | 58,65,106,138 0
2 PO4 BR | 1001 5/5 0.83 0.08 | 34,46,111,116 0
2 PO4 CN | 3201 5/5 0.84 0.09 | 58,65,106,138 0
2 PO4 BO | 1001 5/5 0.84 0.09 23,28,53,142 0
2 PO4 BF 1001 5/5 0.84 0.11 80,81,83,167 0
2 PO4 BC 1001 5/5 0.84 0.10 | 34,46,111,116 0
2 PO4 C3 3201 5/5 0.85 0.10 | 58,65,106,138 0
2 PO4 CS 3201 5/5 0.85 0.18 | 58,65,106,138 0
2 PO4 AN | 1001 5/5 0.86 0.12 | 58,65,106,138 0
2 PO4 BE 1001 5/5 0.86 0.11 23,28,53,142 0
2 PO4 AW 201 5/5 0.86 0.12 | 34,46,111,116 0
2 PO4 AC 1001 5/5 0.86 0.10 | 34,46,111,116 0
2 PO4 BA | 1001 5/5 0.86 0.12 80,81,83,167 0
2 PO4 BY | 1001 5/5 0.87 0.09 23,28,53,142 0
2 PO4 BB 1001 5/5 0.87 0.09 | 74,78,104,213 0
2 PO4 BU | 1001 5/5 0.87 0.10 80,81,83,167 0
2 PO4 BH | 1001 5/5 0.87 0.12 | 34,46,111,116 0
2 PO4 AP 1001 5/5 0.87 0.10 80,81,83,167 0
2 PO4 BJ 1001 5/5 0.88 0.09 23,28,53,142 0
2 PO4 CL 1201 5/5 0.88 0.11 | 74,78,104,213 0
2 PO4 AF 1001 5/5 0.88 0.11 80,81,83,167 0
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Mol | Type | Chain | Res | Atoms | RSCC | RSR | B-factors(A?) | Q<0.9
2 PO4 BP 1001 5/5 0.88 0.08 80,81,83,167 0
2 PO4 BT | 1001 5/5 0.89 0.08 23,28,53,142 0
2 PO4 BK | 1001 5/5 0.89 0.11 80,81,83,167 0
2 PO4 BD | 1001 5/5 0.89 0.08 | 58,65,106,138 0
2 PO4 BW | 1001 5/5 0.89 0.09 | 34,46,111,116 0
2 PO4 AH | 1001 5/5 0.89 0.08 | 34,46,111,116 0
2 PO4 AL 1001 5/5 0.89 0.15 | 74,78,104,213 0
2 PO4 CJ 4201 5/5 0.89 0.13 23,28,53,142 0
2 PO4 AQ | 1001 5/5 0.89 0.09 | 74,78,104,213 0
2 PO4 BQ | 1001 5/5 0.89 0.10 | 74,78,104,213 0
2 PO4 AU | 1001 5/5 0.89 0.15 80,81,83,167 0
2 PO4 AV 1001 5/5 0.89 0.10 | 74,78,104,213 0
2 PO4 A2 1001 5/5 0.90 0.09 | 34,46,111,116 0
2 PO4 BZ 1001 5/5 0.90 0.09 80,81,83,167 0
2 PO4 BN | 1001 5/5 0.90 0.06 | 58,65,106,138 0
2 PO4 AB 1001 5/5 0.90 0.10 | 74,78,104,213 0
2 PO4 CK 201 5/5 0.90 0.08 80,81,83,167 0
2 PO4 B4 1001 5/5 0.90 0.07 23,28,53,142 0
2 PO4 CM | 2201 5/5 0.90 0.10 | 34,46,111,116 0
2 PO4 AS 1001 5/5 0.91 0.12 | 58,65,106,138 0
2 PO4 CI 3201 5/5 0.91 0.08 | 58,65,106,138 0
2 PO4 AT 1001 5/5 0.91 0.08 23,28,53,142 0
2 PO4 AA | 1001 5/5 0.91 0.10 80,81,83,167 0
2 PO4 AZ 1001 5/5 0.91 0.12 80,81,83,167 0
2 PO4 BI 1001 5/5 0.92 0.08 | 58,65,106,138 0
2 PO4 AG | 1001 5/5 0.92 0.09 | 74,78,104,213 0
2 PO4 AE | 1001 5/5 0.92 0.07 23,28,53,142 0
2 PO4 Al 1001 5/5 0.92 0.08 | 74,78,104,213 0
2 PO4 AD | 1001 5/5 0.92 0.07 | 58,65,106,138 0
2 PO4 CV | 1201 5/5 0.92 0.08 | 74,78,104,213 0
2 PO4 CO | 4201 5/5 0.92 0.07 23,28,53,142 0
2 PO4 A3 1001 5/5 0.93 0.08 | 58,65,106,138 0
2 PO4 A4 1001 5/5 0.93 0.06 23,28,53,142 0
2 PO4 AY | 1001 5/5 0.93 0.08 23,28,53,142 0
2 PO4 AR | 1001 5/5 0.93 0.05 | 34,46,111,116 0
2 PO4 AJ 1001 5/5 0.94 0.11 23,28,53,142 0
2 PO4 AO | 1001 5/5 0.94 0.07 23,28,53,142 0
2 PO4 AM | 1001 5/5 0.94 0.06 | 34,46,111,116 0
2 PO4 CuU 201 5/5 0.95 0.09 80,81,83,167 0
2 PO4 AK | 1001 5/5 0.95 0.12 80,81,83,167 0
2 PO4 B1 1001 5/5 0.96 0.06 | 74,78,104,213 0
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6.5 Other polymers (i)

There are no such residues in this entry.
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