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Alberts et al., Molecular Biology of the Cell (4/e)
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1. X-ray diffraction
2.Neutron diffraction
3.Fiber diffraction
4.Electron crystallography
5. Electron microscopy
6.Solution NMR
7.Solid-state NMR
8.Solution scattering

9. Powder diffraction
10.Infrared spectroscopy



T—3DERE:PDB7A4A—< vk

HEADER
TITLE
TITLE
COMPND
COMPND
COMPND
COMPND
COMPND
SOURCE
SOURCE
SOURCE
KEYWDS
EXPDTA
AUTHOR
REVDAT
REVDAT
REVDAT
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
JRNL
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK
REMARK

OXIDOREDUCTASE (OXYGEN (A)) 30-SEP-93  1GOF
NOVEL THIOETHER BOND REVEALED BY A 1.7 ANGSTROMS CRYSTAL
2 STRUCTURE OF GALACTOSE OXIDASE

MOL_ID: 1;
2 MOLECULE: GALACTOSE OXIDASE;
3 CHAIN: A;

4 EC: 1.1.3.9;

5 ENGINEERED: YES

MOL ID: 1;

2 ORGANISM SCIENTIFIC: HYPOMYCES ROSELLUS;

3 ORGANISM TAXID: 5132

OXIDOREDUCTASE (OXYGEN (A))

X-RAY DIFFRACTION

N.ITO,S.E.V.PHILLIPS,P.F.KNOWLES

3 24-FEB-09 1GOF 1 VERSN

2 01-APR-03 1GOF 1 JRNL

1 31-JAN-94 1GOF 0
AUTH N.ITO,S.E.PHILLIPS,C.STEVENS,Z.B.OGEL,
AUTH 2 M.J.MCPHERSON,J.N.KEEN,K.D.YADAV,P.F.KNOWLES
TITL NOVEL THIOETHER BOND REVEALED BY A 1.7 A CRYSTAL
TITL 2 STRUCTURE OF GALACTOSE OXIDASE.

REF NATURE V. 350 87 1991
REFN ISSN 0028-0836

PMID 2002850

DOT 10.1038/350087A0

1

1 REFERENCE 1

1 AUTH N.ITO,S.E.V.PHILLIPS,K.K.S.YADAV,P.F.KNOWLES

1 TITL THE CRYSTAL STRUCTURE OF A FREE RADICAL ENZYME,
1 TITL 2 GALACTOSE OXIDASE

1 REF TO BE PUBLISHED

1 REFN

1 REFERENCE 2

1 AUTH M.J.MCPHERSON, Z.B.OGEL,C.STEVENS,K.D.S.YADAV,

1 AUTH 2 J.M.KEEN,P.F.KNOWLES

1 TITL GALACTOSE OXIDASE OF DACTYLIUM DENDROIDES: GENE
1 TITL 2 CLONING AND SEQUENCE ANALYSIS

1 REF J.BIOL.CHEM. V. 267 8146 1992
1 REFN ISSN 0021-9258

2

2

RESOLUTION. 1.70 ANGSTROMS.
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mMmCIF

#
_entry.id 1GOF

_audit_conform.dict_ name mmcif pdbx.dic

_audit conform.dict version 1.0670

_audit conform.dict location http://mmcif.pdb.org/dictionaries/ascii/mmcif pdbx.dic
#

_database 2.database id PDB
database 2 .database code 1GOF
#
loop

database PDB rev.num

_database PDB rev.date

_database PDB rev.date original
_database PDB rev.status
_database PDB rev.replaces
_database PDB rev.mod_ type

1 1994-01-31 1993-09-30 ? 1GOF 0

2 2003-04-01 ? ? 1GOF 1
3 2009-02-24 ? ? 1GOF 1
#

loop

database PDB_rev_record.rev_num
database PDB rev__ “record.type
" database PDB rev__ " record.details

2 JRNL °?

3 VERSN ?

#

_pdbx database status.status_code REL
_pdbx_database status.entry id 1GOF

_pdbx database status.deposit site ?
_pdbx database status.process site ?
_pdbx_database status.SG_entry .
#
loop
_audit author.name
audit author.pdbx ordinal

"Ito, N.' 1
'Phillips, S.E.V.' 2
'Knowles, P.F.' 3

#



loop__

_atom site.group PDB

_atom _site.id

_atom site.type symbol
_atom site.label atom id
“atom site.label alt id
atom site. label _comp_id
atom site.label asym id
_atom site.label entity id
_atom site.label seq id
“atom_site.pdbx PDB_ins_code
_atom site.Cartn x

_atom site.Cartn y

_atom site.Cartn z

_atom site. occupancy
_atom_site.B _iso_or equiv
“atom site.Cartn_x esd
_atom site.Cartn y esd
_atom_site.Cartn_z_esd
_atom_site.occupancy_esd

_atom site.auth seq id
_atom site.auth comp id
_atom site.auth asym id
_atom site.auth atom id

atom site. pdbx PDB model num

ATOM 1 N N . AlA A1
ATOM 2 C CA .ALAA1
ATOM 3 c C . ATA A1
ATOM 4 o0 O . ATA A1
ATOM 5 C CB .ALAA1l
ATOM 6 N N . SERA1
ATOM 7 C CA . SERA1
ATOM 8 c C . SERA1
ATOM 9 o0 O . SER A1
ATOM 10 C CB . SERA1
ATOM 11 O OG . SERA1
ATOM 12 N N . ALA A1
ATOM 13 C CA . AIAA1
ATOM 14 c C . ALA A1
ATOM 15 O O . ALA A1
ATOM 16 C CB .ALAA1l
ATOM 17 N N . PROA1
ATOM 18 C CA . PROAL
ATOM 19 c C . PROA1
ATOM 20 o0 O . PROA1
ATOM 21 C CB .PROA1
ATOM 22 C CG .PROAL
ATOM 23 C CD . PROAIL

atom _site.B_iso or_ equiv_esd
atom site. pdbx formal _charge
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mmCIF
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38.840
38.356
37.098
36.619
39.398
36.610
35.411
35.683
36.827
34.063
33.031
34.660
34.815
33.416
32.529
35.687
33.335
32.068
32.067
33.145
32.222
33.729
34.452

0.236
-0.999
-1.547
-0.946
-2.114
-2.666
-3.244
-4.740
-5.147
-2.660
-3.308
-5.537
-6.995
-7.594
-6.833
-7.414
-8.786
-9.552
-10.418
-10.698
-10.479
-10.691
-9.579

1.
0.
1.
2.
0.
0.
1.
1.
0.
0.
1.
.334
.246
1.
1.
2.
0.
0.
1.
.466
-0.536
-0.634
0.

1
1

2

012
357
056
028
379
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747
823
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433
733
674
934

148

(D

1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00
1.00

34.65
42.26
41.25
29.44
40.70
32.67
34.90
38.30
28.59
24.49
20.37
35.91
33.38
21.71
30.82
25.44
36.18
40.82
37.76
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40.12
48.00
34.36
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PDBML

<?xml version="1.0" encoding="UTF-8" ?>
<PDBx:datablock datablockName="1GOF-noatom"
xmins:PDBx="http://pdbml.pdb.org/schema/pdbx-v32.xsd"
xmins:xsi="http://www.w3.0rg/2001/XMLSchema-instance"
xsi:schemalocation="http://pdbml.pdb.org/schema/pdbx-v32.xsd pdbx-v32.xsd">
<PDBx:atom_sitesCategory>
<PDBx:atom_sites entry_id="1GOF">
<PDBx:Cartn_transform_axes xsi:nil="true" />
<PDBx:fract_transf_matrix11>0.011535</PDBx:fract_transf_matrix11>
<PDBx:fract_transf_matrix12>0.000000</PDBx:fract_transf_matrix12>
<PDBx:fract_transf_matrix13>0.000000</PDBx:fract_transf_matrix13>
<PDBx:fract_transf_matrix21>0.000000</PDBx:fract_transf_matrix21>
<PDBx:fract_transf_matrix22>0.011186</PDBx:fract_transf_matrix22>
<PDBx:fract_transf_matrix23>0.000000</PDBx:fract_transf _matrix23>
<PDBx:fract_transf_matrix31>0.006081</PDBx:fract_transf_matrix31>
<PDBx:fract_transf_matrix32>0.000000</PDBx:fract_transf_matrix32>
<PDBx:fract_transf_matrix33>0.011534</PDBx:fract_transf_matrix33>
<PDBx:fract_transf_vector1>0.00000</PDBx:fract_transf_vector1>
<PDBx:fract_transf_vector2>0.00000</PDBx:fract_transf_vector2>
<PDBx:fract_transf_vector3>0.00000</PDBx:fract_transf_vector3>
</PDBx:atom_sites>
</PDBx:atom_sitesCategory>
<PDBx:atom_sites_footnoteCategory>
<PDBx:atom_sites_footnote id="1">
<PDBx:text>CIS PROLINE - PRO  52</PDBx:text>
</PDBx:atom_sites_footnote>
<PDBx:atom_sites footnote id="2">
<PDBx:text>CIS PROLINE - PRO  163</PDBx:text>
</PDBx:atom_sites_footnote>
<PDBx:atom_sites_footnote id="3">
<PDBx:text>CIS PROLINE - PRO  350</PDBx:text>
</PDBx:atom_sites_footnote>
</PDBx:atom_sites_footnoteCategory>



PDBML (D3%)
<PDBx:atom_siteCategory>
<PDBx:atom_site id="1">

<PDBx:B_iso_or_equiv>34.65</PDBx:B_iso_or_equiv>
<PDBx:B_iso_or_equiv_esd xsi:nil="true" />
<PDBx:Cartn_x>38.840</PDBx:Cartn_x>
<PDBx:Cartn_x_esd xsi:nil="true" />
<PDBx:Cartn_y>0.236</PDBx:Cartn_y>
<PDBx:Cartn_y_esd xsi:nil="true" />
<PDBx:Cartn_z>1.012</PDBx:Cartn_z>
<PDBx:Cartn_z_esd xsi:nil="true" />
<PDBx:auth_asym_id>A</PDBx:auth_asym_id>

<PDBx:auth_atom_id>N</PDBx:auth_atom_id> <PDBx:atom_site id="2">
<PDBx:auth_comp_id>ALA</PDBx:auth_comp_id> <PDBx:B_iso_or_equiv>42.26</PDBx:B_iso_or_equiv>
<PDBx:auth_seq_id>1</PDBx:auth_seq_id> <PDBx:B_iso_or_equiv_esd xsi:nil="true" />
<PDBx:group_PDB>ATOM</PDBx:group_PDB> <PDBx:Cartn_x>38.356</PDBx:Cartn_x>
<PDBx:label_alt_id></PDBx:label_alt_id> <PDBx:Cartn_x_esd xsi:nil="true" />
<PDBx:label_asym_id>A</PDBx:label_asym_id> <PDBx:Cartn_y>-0.999</PDBx:Cartn_y>
<PDBx:label_atom_id>N</PDBx:label_atom_id> <PDBx:Cartn_y_esd xsi:nil="true" />
<PDBx:label_comp_id>ALA</PDBx:label_comp_id> <PDBx:Cartn_z>0.357</PDBx:Cartn_z>
<PDBx:label_entity_id>1</PDBx:label_entity_id> <PDBx:Cartn_z_esd xsi:nil="true" />
<PDBx:label_seq_id>1</PDBx:label_seq_id> <PDBx:auth_asym_id>A</PDBx:auth_asym_id>
<PDBx:Occupancy>1 _00</PDBx:occupancy> <PDBX:auth_atom_id>CA</PDBX:auth_atom_id>
<PDBx:occupancy_esd xsi:nil="true" /> <PDBx:auth_comp_id>ALA</PDBx:auth_comp_id>
<PDBx:pdbx_PDB_ins_code xsi:nil="true" /> <PDBx:auth_seq_id>1</PDBx:auth_seq_id>
<PDBx:pdbx_PDB_model_num>1</PDBx:pdbx_PDB_model_num> <PDBx:group_PDB>ATOM</PDBx:group_PDB>
<PDBx:pdbx_formal_charge xsi:nil="true" /> <PDBx:label_alt_id></PDBx:label_alt_id>
<PDBx:type_symbol>N</PDBx:type_symbol> <PDBx:label_asym_id>A</PDBx:label_asym_id>
</PDBx:atom site> <PDBx:label_atom_id>CA</PDBx:label_atom_id>

<PDBx:label_comp_id>ALA</PDBx:label_comp_id>
<PDBx:label_entity id>1</PDBx:label_entity id>
<PDBx:label_seq_id>1</PDBx:label_seq_id>
<PDBx:occupancy>1.00</PDBx:occupancy>
<PDBx:occupancy_esd xsi:nil="true" />
<PDBx:pdbx_PDB_ins_code xsi:nil="true" />
<PDBx:pdbx_PDB_model_num>1</PDBx:pdbx_PDB_model _num>
<PDBx:pdbx_formal_charge xsi:nil="true" />
<PDBx:type_symbol>C</PDBx:type_symbol>

</PDBx:atom_site>
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Sequence-Navigator
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PDB] (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures
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supported by JST-BIRD.

Deposition

Data Deposition Information =2

PDB Deposition = NMR Data Deposition &%
Search
searchPDB X PS5S5.S Search NMR Data 'J
S L BMRB
® PDB ID O Keywords ® Accession number
@ O Deposition code
o
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Advanced Search >>

What's new

31-Jul-2009

The following PDB]j services will be suspended from 10:00 to 17:00 on August 4
(Tuesday) , 2009 (Japanese time).
(Structure Navigator / SeSAW / MAFFTash )

The following PDBj services will be suspended from 11:30 to 13:00 on August 6
(Thursday) , 2009 (Japanese time).

(Ligand Binding Sites(GIRAF) / Protein Globe / Help / Snapshot Archive / Electron
density map / XQuery Advisor (XQuad))

18-Mar-2009

PDB Archive Version 3.15 Released (more...)
13-Feb-2009

PDB Archive Version 3.15 to be Released March 18, 2009 (Japan time) (more...)
23-Jan-2009

Directory structure in PDBj FTP site will be changed (more...)
8-Dec-2008

PDB Archive Version 3.15 to be Released (more...)
25-Nov-2008

MNew Releases to Follow Format Guide Version 3.20 (more...)
18 Qan.2NNQ
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XML-based Protein Structure
Search Service (XPSSS)

Welcome to PDBj - xPSSS Top
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PDBj
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Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated

Data Deposition >>
ADIT: PDB Deposition
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Search PDB (xPSSS)
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JV: Graphic Viewer
Derived database >>
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eProtS
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Download >>
PDB Archive/Snapshot
Archive
About Remediation Data
Links

tools, in collaboration with the RCSB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.

About xPSSS
Update Information
wwPDB Snapshot Mirror

PS.S. S (xml-based Protein Structure Search Service)

Quick Search -
Display size per page 16
sorted by [ PosID <

@ PDB ID OKeywords (Go)

Latest Released Search

®New entries O Updated entries (Go) Display size per page [1s

Advanced Search

XQuery / XPath Search

What s the structure of pdbML ?...An explanation is here!
What do categories and items mean?...The mmCIF dictionary is here!
About the structure of pdbMLplus...pdbMLplus schema file
xPSSS Soap Service...Example Page

Sample programs to handle pdbML...Download Page
XQuery

How can you make an XQuery?...Samples are here!

Display size per page/1s |
PDBML XQuery Advisor (XQuad)

(Send Query ) (reset)

XPath

How can you make an XPath?...Samples are here! Display size per page/1s |

('Send Query ) (‘reset ) ((Create XPath )
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Advanced Search:

Welcome to PDBj - xPSSS Advanced Search
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English Statistics Help Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated

Data Deposition >>
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CREATE TABLE “E:/datablock/entryCategory/entry” (
Docid INT REFERENCES xmldoc(docid), /* I kJ—ID */

Pstart INT, /* ILAUFDREIBE (FEINVSL)*/

Pend INT, /* TLAVEDET R FEIMELCD) */
PRIMARY KEY(docid,pstart,pend));

CREATE TABLE “/datablock/entryCategory/entry/@id” (
Docid INT REFERENCES xmldoc(docid),
Pos INT, /* ILAVFDALE (PCDatatbEELRIBRIZHED) */
Val TEXT, /* ILAURDIE (PcDataFl=IXEMHE) */
PRIMARY KEY(docid, pos));

CREATE TABLE
“/datablock/database PDB revCategory/database PDB rev/date” (
Docid INT REFERENCES xmldoc(docid),
Pos INT,
Val DATE,
PRIMARY KEY(docid,pos));
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<datablock datablockName="101M">
<struct_refCategory>
<struct_ref>
<db_name>UNP</db_name>
<db code>P02185</db_code>
</struct_ref>
</struct_refCategory>

</datablock>

SELECT docid, p2.val
FROM "E:/datablock/struct_refCategory/struct_ref" e
JOIN "/datablock/struct_refCategory/struct_ref/db_name" p1
ON (p1.docid = e.docid AND p1.pos BETWEEN e.pstart AND e.pend)
JOIN "/datablock/struct_refCategory/struct_ref/db_code" p2
ON (p2.docid = e.docid AND p2.pos BETWEEN e.pstart AND e.pend)
WHERE p1.val = 'UNP'
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irs INTEGER,

RDBNDF#AEIR

CREATE TABLE refsetdb (
lbsml id INTEGER,

PRIMARY KEY (lbsml id,
tetra TEXT,

tvol
tdo01
td02
tdo03
td12
td23
td31

DOUBLE
DOUBLE
DOUBLE
DOUBLE
DOUBLE
DOUBLE
DOUBLE

PRECISION,
PRECISION,
PRECISION,
PRECISION,
PRECISION,
PRECISION,
PRECISION,

atype id INTEGER [ ],

irs)

KREFFEDTNAFIT—EDATLIZT S

A.R. Kinjo & H. Nakamura (2007) BIOPHYSICS 3:75-84

xco DOUBLE PRECISION [ ], SELECT atype, xXco, yco, zco, lbsml id, irs
yCoO DOUBLE PRECISION [ ], FROM refsetdb -
zco DOUBLE PRECISION [ ] WHERE tetra = ltql
)i AND tvol BETWEEN vqg —Av AND vq +Av
AND td01 BETWEEN d01-Ad AND d01+Ad
_ e AND td02 BETWEEN d02-Ad AND d02+Ad
(ERIFEEEEKIZITZAI0DEELH D) AND td03 BETWEEN d03-Ad AND d03+Ad
AND tdl12 BETWEEN d12-Ad AND d12+Ad
AND td23 BETWEEN d23-Ad AND d23+Ad
AND td31 BETWEEN d31-Ad AND d31+Ad
AND ...
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