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inducible nitric oxide synthase with 6-nitroindazole bound

Rosenfeld, R.J.; Garcin, E.D.; Panda, K.; Andersson, G.; Aberg, A.; Wallace,
A.V.; Stuehr, D.J.; Tainer, J.A.; Getzoff, E.D.

2002-07-24

2.85 A(reported)

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
A user guide is available at
http://wwpdb.org/validation /2016 /Xray ValidationReportHelp
with specific help available everywhere you see the (1) symbol.

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

MolProbity : 4.02b-467
Mogul : 1.7 (RC4), CSD as536be (2015)

Xtriage (Phenix) : NOT EXECUTED

EDS : NOT EXECUTED

Percentile statistics : 20151230.v01 (using entries in the PDB archive December 30th 2015)
Ideal geometry (proteins) : Engh & Huber (2001)
Ideal geometry (DNA, RNA) : Parkinson et al. (1996)
Validation Pipeline (wwPDB-VP) :  trunk26865
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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 2.85 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 N | B BR
Ramachandran outliers NN | . 1.7%
Sidechain outliers N 0 W 3.9%
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 102246 2499 (2.90-2.82)
Ramachandran outliers 100387 2439 (2.90-2.82)
Sidechain outliers 100360 2442 (2.90-2.82)

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 434 68% 24% . 5%
1 B 434 67% 27% . 5%

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
4 H4B A 902 X - - _
4 H4B B 903 X - - -
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2  Entry composition (i)

There are 6 unique types of molecules in this entry. The entry contains 6954 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 inducible Nitric oxide synthase.

Mol | Chain | Residues Atoms ZeroOcc | AltConf | Trace
Total C N O S
1 A 413 3363 2157 580 606 20 0 0 0
Total C N O S
1 B 412 3353 2152 578 603 20 0 0 0

e Molecule 2 is SULFATE ION (three-letter code: SO4) (formula: O4S).

504

01

03 (0~

S
02
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total O S
2 A 1 5 41 0 0

e Molecule 3 is PROTOPORPHYRIN IX CONTAINING FE (three-letter code: HEM) (for-

mula: Cg4H32F€N404) .
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HEM

N e -
c18 — ‘F]_.y - N——ca
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C Fe N O
3 A 1 43 3 1 4 4 0 0
Total C Fe N O
3 B 1 43 3 1 4 4 0 0

e Molecule 4 is 5,6,7,8-TETRAHYDROBIOPTERIN (three-letter code: H4B) (formula:

CoH15N503).
IiI-T Nt N2
o - N--\_\_\_cm N . NHz
“Ho,, ‘ ‘ NH
7 L,:R .Ics:re:u "--N < CAA L‘:-:.w./ N3
C o
c11 -~ \O H o4
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
4 A 1 17 9 5 3 0 0

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

Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
4 B 1 17 9 5 3 0 0

e Molecule 5 is 6-NITROINDAZOLE (three-letter code: 6NI) (formula: C;H5N305).

ENI

012
0
I HN:L
011 ce| -
‘ N N2
o5 e ,
Cc3
Mol | Chain | Residues Atoms ZeroOcc | AltConf
Total C N O
5 A 1 19 7 3 9 0 0
Total C N O
5 B 1 19 7 3 9 0 0
e Molecule 6 is water.
Mol | Chain | Residues Atoms ZeroQOcc | AltConf
Total O
6 A 50 50 50 0 0
Total O
6 B 39 29 39 0 0
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These plots are drawn for all protein, RNA and DNA chains in the entry. The first graphic for a
chain summarises the proportions of errors displayed in the second graphic. The second graphic
shows the sequence view annotated by issues in geometry 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.

3 Residue-property plots (i)

Note EDS was not executed.
e Molecule 1: inducible Nitric oxide synthase

Page 6
Chain A:

6574 [ | 0T¥L 0971 820 [ ]
1 TLTH [ | 65TY 1 £6EH
2okt |1 1684 1 8.T1 T6EY
04TL [ | €871 1 [ |
| 692D 88 1 892a 68EA
8920 [ | ) 8y 1d 1 88gd
8hTd 192d 8.€0 o 1 $9Zk | ueem
1 99ZH [ | . 1911 £929 98€T
SHTL q92h BLEA ov1d 1 | @gel
1 $9TA [ | 6£1d 69¢I H8EN
ZHIN [ | 0LEL 8€T1 1 [ |
5251 mmﬂ 699 LETY wmmm 8.£0
0914 898K 98TH L84
| eetd zgcy [ | ° 1 €621 9.€a
8eTI 1924 99g9 N 0811 zaTy aLey
LETY | woeN | 6erd 1924 HLEN
[ oeTH | + £9ed 821l el I
agTd z9ed 1 TLET 9670
PETT BheH 1980 sz1a 188 -G
€eTT | eweh | o9gv | 1 9bea 0LEL 691
zeTd zhed 69€d 0771 1 mmma [ |
1924 | sged £2h 68%d
l | oven 1984 Thed H9EN [ |
6L [ | 1524 | gogd 89X
121d 821 9%EA | oven z9gd | €89k
| ozmH | [ | | apev 6€TL 19€0 z8hd
gz1a 61ch $hed 8geI 0987 18%d
| 8ted 18%d L 1 69ed 087S
LTTH 08%s ES bat 84
| orea — =] | |
fhzdi] 0EEA - 612h 08€T
| | ezen md | etza | evEM zLyb
6024 8zed TLYH T LTZH 8YEN [ ]
802V L2EH | oLbd 96H | otem [ | 697
[ | [ | 69%A 1% G6H qTeh SHEY [ |
00ZH (143 [ | = . 1 1 9%
] 1 595 = & 681 6024 1
£6TH ot1ed [ | o © 883 1 19%d
z61d 60£0 Z9%A © 1 00ZH [0 | o9bd
%61 | 16TV [ sosb | I = [EE) 1 [ | 637A
1 06T LOED = $8M L6TH 8zed [ |
a8 | esT® | 90sd 697 'z, €8N 1 LTEH 1590
$8M 88TH S0EY 891 o ozey %610 [ | [ |
£8N 1 | wogh L99M < 181 | e6TH | ozen EA2
sy 6L18 £0€1 [ | 0 08y 261d [ | [ |
| zoen | £9HY 3 6LA | 16TV o1ed THOH
1071 28bd = 8LL 061N | e0ga [ |
00€d 1990 = L0 | 68T 80€h 9858
| 6621 0859 = 88TM L0€D [ |
[ | i 1 [ | £EHY
whvE .. GLTT £0£1 [ |
1 — 1 Z0EA PIvA
L84 < TLTD | T08T ETHN
= LT
8zHH o m 1971 [ |
[ | < - | 991E 62D 0THL
BIHA ) = G9TH mmﬂ [ |
CoeTEN | BoTL 86€H
4521 M < £9TA 682H | lesL
0971 TR ® O 1 [ | 96€d

RLDWIDE

erpBe

0O
PROTEIN DATA BANK

W


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

Page 7

wwPDB X-ray Structure Validation Summary Report

4 Data and refinement statistics (i)

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

Property Value Source
Space group P6122 Depositor
Cell constants 213.65A 213.65A 114.52A .
Depositor
a, b, c,a, 3,7 90.00° 90.00°  120.00°
Resolution (A) 19.92 - 2.85 Depositor
7 Data completencss 88.5 (19.92-2.85) Depositor
(in resolution range)
Rinerge 0.12 Depositor
Reym 0.12 Depositor
Refinement program CNS 1.0 Depositor
R, Rree 0.243 , 0.294 Depositor
Estimated twinning fraction No twinning to report. Xtriage
Total number of atoms 6954 wwPDB-VP
Average B, all atoms (A2) 65.0 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:
HEM, H4B, 6NI, SO4

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

. Bond lengths Bond angles
Mol | Chain | p\1q7 #é\ >5 | RMSZ #é\ >5
1 A 0.42 0/3461 0.67 | 1/4706 (0.0%)
1 B 0.41 0/3451 0.65 0/4693
All All 0.41 0/6912 0.66 | 1/9399 (0.0%)

There are no bond length outliers.

All (1) bond angle outliers are listed below:

Mol | Chain | Res | Type | Atoms | Z | Observed(°®) | Ideal(°)
1 A 365 | GLY | N-CA-C | -5.04 100.51 113.10

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 3363 0 3256 74 0
1 B 3353 0 3245 7 0
2 A 3 0 0 0 0
3 A 43 0 30 2 0
3 B 43 0 30 0 0
4 A 17 0 14 0 0
4 B 17 0 14 1 0
3 A 12 0 2 2 0

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

Mol | Chain | Non-H | H(model) | H(added) | Clashes | Symm-Clashes
d B 12 0 d 3 0
6 A 50 0 0 3 0
6 B 39 0 0 2 0
All All 6954 0 6599 153 0

The all-atom clashscore is defined as the number of clashes found per 1000 atoms (including
hydrogen atoms). The all-atom clashscore for this structure is 11.

The worst 5 of 153 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:371:GLU:HG3 5:B:907:6NI:H31 1.50 0.93
1:B:371:GLU:HG3 5:B:907:6NI:C3 2.13 0.79
1:A:346:VAL:HB 1:A:363:PHE:CE1 2.18 0.78
1:A:334:GLN:H 1:A:334:GLN:HE21 1.32 0.74
1:B:243:GLN:HB3 | 1:B:358:PHE:CE2 2.23 0.74

There are no symmetry-related clashes.

5.3 Torsion angles (i)
5.3.1 Protein backbone (3)

In the following table, the Percentiles column shows the percent Ramachandran outliers of the
chain as a percentile score with respect to all 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 409/434 (94%) | 352 (86%) | 51 (12%) | 6 (2%) 137 38
1 B 408/434 (94%) | 361 (88%) | 39 (10%) | 8 (2%) Iﬂ 30
All All 817/868 (94%) | 713 (87%) | 90 (11%) | 14 (2%) 11§ 35

5 of 14 Ramachandran outliers are listed below:

Mol | Chain | Res | Type
1 A 84 TRP
Continued on next page...
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Continued from previous page...

Mol | Chain | Res | Type
1 B 496 GLN
1 A 293 TYR
1 A 308 GLN
1 B 84 TRP

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 359/382 (94%) | 340 (95%) 19 (5%) 28 60
1 B 357/382 (94%) | 348 (98%) 9 (2%) 55 | 84
All All 716/764 (94%) | 688 (96%) | 28 (4%) 39 73

5 of 28 residues with a non-rotameric sidechain are listed below:

Mol | Chain | Res | Type
1 A 334 GLN
1 A 411 GLU
1 B 411 GLU
1 A 388 GLU
1 A 391 ARG

Some sidechains can be flipped to improve hydrogen bonding and reduce clashes. 5 of 17 such

sidechains are listed below:

Mol | Chain | Res | Type
1 A 493 HIS
1 B 91 HIS
1 B 219 GLN
1 A 471 HIS
1 B 334 GLN

5.3.3 RNA (D

There are no RNA molecules in this entry.
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5.4 Non-standard residues in protein, DNA, RNA chains (i)

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

5.5 Carbohydrates (i)

There are no carbohydrates in this entry.

5.6 Ligand geometry (i)

7 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).

Mol | Type | Chain | Res | Link CountsBOIPI{?/IISeZn gt:jZ | > 2 CountsBOIPI{i/[ESHZIgle;;Z | > 2
2 S04 A 3003 - 4,44 0.25 0 6,6,6 0.06 0
3 |HEM | A | 901 | 1 |3050,50 | 2.64 | 8(26%) | 24,8282 | 2.49 | 9 (37%)
4 | H4B | A | 902 | - [131818] 2.39 | 2 (15%) | 11,2626 | 2.45 | 5 (45%)
5 | 6NI | A | 906 | - | 913,13 | 278 | 3 (33%) | 13,1818 | 1.32 | 1 (7%)
3 [HEM | B | 901 | 1 |3050,50 | 3.00 | 10 (33%) | 24,8282 | 2.37 | 9 (37%)
4 | H4B | B | 903 | - [131818] 248 | 2 (15%) | 11,2626 | 2.41 | 5 (45%)
5 | 6NI B | 907 | - | 913,13 | 272 | 3 (33%) | 13,1818 | 1.33 | 1 (7%)

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
2 S04 A 3003 - - 0/0/0/0 | 0/0/0/0
3 HEM A 901 1 - 0/10/54/54 | 0/0/8/8
4 H4B A 902 - 1/1/3/5 | 0/8/17/17 | 0/2/2/2
5t 6NI A 906 - - 0/4/4/4 | 0/2/2/2
3 HEM B 901 1 - 0/10/54/54 | 0/0/8/8
4 H4B B 903 - 1/1/3/5 | 0/8/17/17 | 0/2/2/2
5 6NI B 907 - - 0/4/4/4 | 0/2/2/2

b

means
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The worst 5 of 28 bond length outliers are listed below:

Mol | Chain | Res | Type | Atoms Z | Observed(A) | Ideal(A)
3 A 901 | HEM | C3C-CAC | -7.49 1.37 1.51
3 B 901 | HEM | C2D-C3D | -7.37 1.32 1.54
3 B 901 | HEM | C3C-CAC | -7.33 1.37 1.51
3 A 901 | HEM | C2D-C3D | -6.84 1.34 1.54
3 B 901 | HEM | C3B-C4B | -6.58 1.46 1.51

The worst 5 of 30 bond angle outliers are listed below:

Mol | Chain | Res | Type Atoms Z | Observed(°®) | Ideal(®)
3 A 901 | HEM | CBA-CAA-C2A | -5.32 103.00 112.53
4 B 903 | H4B N3-C2-N1 -2.51 121.42 125.53
3 B 901 | HEM | CBA-CAA-C2A | -2.28 108.45 112.53
4 A 902 | H4B N3-C2-N1 -2.26 121.83 125.53
3 B 901 | HEM | CMD-C2D-C3D | 2.01 123.22 114.35

All (2) chirality outliers are listed below:

Mol | Chain | Res | Type | Atom
4 B 903 | H4B C6
4 A 902 | H4B C6

There are no torsion outliers.

There are no ring outliers.

4 monomers are involved in 7 short contacts:

Mol | Chain | Res | Type | Clashes | Symm-Clashes
3 A 901 | HEM 2 0
5 A 906 | 6NI 2 0
4 B 903 | H4B 1 0
5 B 907 | 6NI 3 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 will therefore be empty.

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

EDS was not executed - this section will therefore be empty.

6.3 Carbohydrates (i)

EDS was not executed - this section will therefore be empty.

6.4 Ligands (i)

EDS was not executed - this section will therefore be empty.

6.5 Other polymers (i)

EDS was not executed - this section will therefore be empty.
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