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ADIT: PDB Deposition
ADIT-NMR

Wk >

Search PDB
(Mine/xPSSS)

Latest Released Search
Sequence-Navigator
Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator

Search NMR Data
(BMRB)

Status Search

Y=EA&Y TR TLT >
JV: Graphic Viewer
Protein Globe
ASH
MAFFTash
Structure Prediction >>

CRNPRED
Spanner
SFAS

ZRF=INR—A >>
eF-site/eF-seek/eF-surf
eProt8
ProMode
Molecule of the Month
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PDB Archive/Snapshot
Archive
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[ PDBID or Keyword 3| (Go ) @® Accession number
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ADIT: PDB Deposition FbEE 000(UTC) /09:00(UST)

ADIT-NMR
B> F—YEROTEA > R

Ll o 4 =]

Search PDB PRGTEIN DATA BANE (o)

(Mine/xPSSS) _— - AD

Latest Released Search PDBER P NMRT - &8 A1 -

Sequence-Navigator E‘g‘h\;’gg_,_;;g

Structure-Navigator e zprots kk

SeSAW _n;_f .

B ; ; nicyciopedia of

Ligand Binding Sites § Proteip Stauctures E

e — Y ) - ~—

EM Navigator NMR7— & 8%

Search NMR Data _——MineBEXER—JcDWT BMRB — NV, _H_ N

(BMRB) —

Status Search r Keyword 3| (Go ) ® Accession number ——

o ) D iti d

Y—ERRYT R > 6 Deposition cade o

JV: Graphic Viewer (co)
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PDBj Mine Summary Page : 1gof
4 ‘ > + ‘3hnp:/‘/serwce‘pdbj‘urgﬁmme/Dela\l’PDBIDzlgof&PACE\D:Summarv

¢ | (Qr Google

| PDB] Mine Summary Page: 1gof |

PDBj
English Statistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in
- collaboration with the RCSB, the BMAB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.
Data Deposition >>
ADIT: PDB Mine Summary [1gof] About PDBj Mine
Deposition 9 Update Information
ADIT-NMR
Search >> [Sunmary] Structural Details | Experimental Details || Functional Details | Sequence Neighbor | Download/Display @ External DB
?G;EE,:?SBS) [ PDB ID or Keyword 3 | (“search )
Latest Released
Search
Sequence- 1gof sequence information (FASTA format)
Navigator PDBID (‘download PDB format file )
ita’:“;:{;' Descriptor GALACTOSE OXIDASE (E.C.1.1.3.9) (PH 4.5)
SeSAW NOVEL THIOETHER BOND REVEALED BY A 1.7
8 : Title ANGSTROMS CRYSTAL STRUCTURE OF
;g:sﬂg‘eﬁg'ﬁgg GALACTOSE OXIDASE
EM Navigator Functional Keywords OXIDOREDUCTASE(OXYGEN(A))
Search NMR Data Biological source Hypomyces rosellus
(BMRB) Cellular location [UNP - GAOA_DACDE] Secreted
Status Search Structure Viewers Total number of 1
Service and ) jv3/Jmol _ polymer chains
Software >> jv3 and Jmol require Total molecular weight 68785.9 (the details in Structural Details Page)
v Graphic Viewer  JAVA(TMPLUgIN 150 ko, N. , Phillips, S.E.V. , Knowles, P.F. (deposition date
Protein Globe ater. :1993-09-80, release date : 1994-01-31)
ASH Ito, N., Phillips, S.E., Stevens, C., Ogel, Z.B.,
MAFFTash McPherson, M.J. , Keen, J.N., Yadav, K.D., Knowles,
P.F.
3:2;?:::':" . Primary citation Novel thioether bond revealed by a 1.7 A crystal
d ab by 90° structure of galactose oxidase.
CRNPRED rotated about x by Nature, 350-87 - 80, 1991.(PubMed : 2002850) (DOI:
Spanner 250X250 500X500 10.1038/35008720)
SFAS e Experimental method  X-RAY DIFFRACTION (1.7[A])
. '; .
Derived database >> CATH,CE ,FSSP, SCOP, VAST, UniProt (UNP -
oF sito/eF- Other Database QU1745 ), eF-site , KEGG (EC 1.1.3.9 ), E2CaiDB
SealdsF-surt rotated about y by 90°
sProts 250X250 500X500
ProMode
Molecule of the
Month
Download >>
FDB
Archive/Snapshot
Arrhiva
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PDBj Mine Summary Page : 1gof

)] +

4 | » | | + @ hup//service.pdbj.org/mine/Detail?PDBID=1g0f&PAGEID=Summary ¢ | (Qr Google
_‘ PDBj Mine Summary Page : 1gof |
PDBj
English Stafistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in
— collaboration with the RGSB, the BMRB in USA and the PDBe in EU. PDB; is supported by JST-BIRD.
Data Deposition >>
ADIT: PDB Mﬁ’é Summary [1gof] About PDBj Mine
Deposition /Q\Updme Information
ADIT-NMR S — —
Search >> @mnar‘ﬂ] Structural Details || Experimental Details || Functional Details || Sequence Neighbor | Download/Display | External DB T
(S;‘ar:ecﬂtgggs) — T~ |(mmo °’K5”irfz (searek
Latest Released e P———
Search
Sequence- 1gof sequence information (FASTA format)
Navigator PDBID (" download PDB format file )
ﬁg&f*:{; Descriptor GALACTOSE OXIDASE (E.C.1.1.3.9) (PH 4.5)
Sesﬁw NOVEL THIOETHER BOND REVEALED BY A 1.7
— Title ANGSTROMS CRYSTAL STRUCTURE OF
Ligand Binding GALACTOSE OXIDASE
Sites (GIRAF) .
EM Navigator Functional Keywords OXIDOREDUCTASE(OXYGEN(A))
Search NMR Data Biological source Hypomyces rosellus
(BMRB) Cellular location [UNP - GAOA_DACDE] Secreted
Status Search Structure Viewers Total number of 1
Service and ) V3 /Jmol ) polymer chains
Software >> jV3 and Jmol require Total molecular weight 68785.9 (the details in Structural Details Page)
. o\ Java(TM)Plug-in 1.5 or P p
JV: Graphic Viewer lat Authors lto, N., Phillips, S.E.V., Knowles, P.F. (deposition date
Protein Globe ater. :1993-09-30, release date : 1994-01-31)
ASH Y lto, N., Phillips, S.E. , Stevens, C., Ogel, ZB.,
MAFFTash ‘g McPherson, M.J. , Keen, J.N., Yadav, K.D., Knowles,
Structure L= N - P.F. .
Prediction »> ¥ Primary citation Novel thioether bond revealed by a 1.7 A crystal
dab by 90° structure of galactose oxidase.
CANPRED rotated about x by Nature, 350:87 - 90, 1991.(PubMed : 2002850) (DOI:
Spanner 250X250 500X500 10.1038/35008720)
SFAS ) ,;;;{) Experimental method  X-RAY DIFFRACTION (1.7[A])
Derived database >> i B CATH, CE,FSSP, SCOP, VAST, UniProt ( UNP -
oF -siteleF- ¥ mi;g‘:j;a:"’” Q01745), eF-site , KEGG (EC 1.1.3.8 ), EzCaiDB
seeisF-surt rotated abouty by 90°
eProtS 250X250 500X500
FroMode

Molecule of the
Month

Download >>

PDB
Archive/Snapshot
Arrhive

« YI)—AR—U ERJICE
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Structural Details

« Experimental Details
« Functional Detalls

« Sequence Neighbor
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Structural Details

PDBj Mine Structural Details Page : 1gof

< | » | | + |@ hitp://service.pdbj.org/mine/Detail

¢ | (Q- Google

| PDBj Mine Structural Details Page... | +
PDBj 0
English Statistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in
e collaboration with the RCSB, the BMRB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.
Data Deposition >>
. o rony N _
ngT- Ft'DB Mne Structural Details [1gof] About PDBj Mine
eposition Update Information
ADIT-NMR
Search 2 Sumary |(Structural Details)| Experimental Details |[ Functional Details | Sequence Neighbor |[ Download/Display || External DB
(S,\img;;ggs} ((PDB ID or Keyword 5| ('search )
Latest Released
Search .
Sequence- Entity
Navigator
Structure- Chain . . Formula Number of Biological Descriptive
Navigator D Description Type (DB Name (Accession) weight molecules source | key words
SeSAW GALACTOSE
Ligand Binding OXIDASE i Hypomyces
Sites (GIRAF) A sequence information polymer UniProt (Q01745) 68579.2 1 rosellus
EM Navigator (FASTA format)
Search NMR non-  PDBeChem (CU)
Data (BMRB) COPPER (1) ION polymer Chem.Comp.(CU) 635 1
Status Search non-  PDBeChem (NA)
SODIUM ION 23.0 1
S CnComn )
Software >> -
V- Graphic ACETIC ACID polymer Chem.Comp.(ACY) 60.1 2
Viewer PDBeChem (HOH)
water water 18.0 316
Protein Globe Chem.Comp.(HOH)
ASH
MAFFTash Display chain - A, All (in new window)
Structure 7
Prediction »» Ch;h-‘:;r[pflypepﬁde(z‘:] GALAC;IOSE OXIE)IASE " — — = —
umber: i Y
CRNPRED :ASAPIGSA IDGNKDTFHWHTF SMLPRQDGNQNGWIGRHEVYLS
Spanner re —— =% W— —_—
SFAS site: i 14 44l
Derived database I
> 91 101 111 121 131 141 151 61 71 81
oF-site/oF- VATTEANGQPWTSIAET PQPGLGRHGPTIDLPIVPAAAATEPTSCRVLMHSSYR
seek/eF-surf = T
aProtS f
I:"’M""E 191 201 211 221 231 241 251 261 271 281
olecule of the T
Month R — — P o ey - — g — : ‘
Download >> ! ' ! ! -
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Experimental Details

PDBj Mine Experimental XRay Page : 1gof
« | » + | @ http://service. pdbj.org/mine /Detail ¢ | (Qr Google

PDB] Mine Experimental XRay Pag

PDB;j
English Statistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in

collaboration with the RCSB, the BMRB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.
Data Deposition >>

8 PoE; . . i
SD'T- TDB Mne Experimental Details (X-Ray) [1gof] About PDBj Mine
eposition Update Information
ADIT-NMR
Saarch > Summary || Structural Details [ElperimEﬂtﬂ DE‘Ea“Sz Functional Details || Sequence Neighbor | Download/Display | External DB
S h PDB 0
(MinoxPSSS) (P08 10 or Keyword £] (search)

Latest Released

Search Refinement Statistics
Sequence-
Navigator
Structure- Cell axes [A] 98.000 89.400 86.700
Navigator Cell angles [degree] 90.00 117.80 90.00
SeSAW Spacegroup c121
Ligand Binding Resolution limits [A .
Sites (GIRAF) A 100 °-17
EM Navigator R-factor 0477
Search NMR R-ree
Data (BMRB) RMSD bond length [A] 0.018
Status Search RMSD bond angle [A]
Service and
Software >> Values in parentheses refer to the highest resolution shell.
JV: Graphic . e
Viewer Data Collection Statistics
Protein Globe
ASH Resolution limits [A] 100 “-1.7 9 (1.8 %-1.7)
MAFFTash Number of reflections 57092 " (5908)
Structure
Prediction > Number of measurements 117980 ' (11365)
CRNPRED Rmerge_| obs 0.039
Spanner Completeness [%] 79.1 “(52.6)
SFAS Redundancy
Derived database
>> Values in parentheses refer to the highest resolution shell.
oF-site/eF-
seek/eF-surf Crystallization Conditions
aProtS
ProMode method pH temparature
Molecule of the
Month unknown
D""I‘:':]':“ > Crystallization Reagents
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PDBj Mine Functional Details Page

1gof

+

< | » + | hitp://service.pdbj.org/mine /Detail ¢ | (Qr Google
7\ PDBj Mine Functional Details Pag. |
PDBj
English Statistics Help FAQ Contact Us
Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in
_ collaboration with the RCSB, the BMRB in USA and the PDBe in EU. PDBj is supported by JST-BIRD.
Data Deposition >>
oy
ngT: ':DB Mne Functional Details [1gof] About PDBj Mine
eposition Update Information
ADIT-NMR
Search >> Sumvary | Structural Details || Experimental Details |(Functional Details) Sequence Neighbor || Download/Display || External DB
Search PDB F o
(M\nefo'SSS} PDB ID or Keyword 5 | [ search )
Latest Released . -
Search about Functional Details Page
Sequence-
Navigator
Structure- Functional Information from GO Data
Navigator
SeSAW Chain GOid namespace contents
Ligand Binding A 0005507 molecular_function copper ion binding
Sites (GIRAF) .
EM Navigator A 0005576 cellular_component extracellular region
Search A?MH A 0007155 biological_process cell adhesion
Data (BMRB) A 0045480 molecular_function galactose oxidase activity
Status Search A 0055114 biological_process oxidation reduction
Service and
Software >> (More GO information ...)
JV: Graphic . )
Viewer Functional Information from PDB Data
Protein Globe
ASH site_id = type Number of Residues Details
MAFFTash Ccu SITE 5 COPPER BINDING SITE
Structure NA SITE 6 SODIUM BINDING SITE
Prediction >> AC1 SITE 7 BINDING SITE FOR RESIDUE CU A 700
CRNPRED AC2 SITE 6 BINDING SITE FOR RESIDUE NA A 702
Spanner AC3 SITE 7 BINDING SITE FOR RESIDUE ACY A 701
SFAS AC4 SITE 9 BINDING SITE FOR RESIDUE ACY A 703

Derived database

eF-site/eF-
seek/eF-surf

eProtS
ProMode
Molecule of the
Month
Download >>
€

(More PDB information ...}

Functional Information from PDB atom coordinates for the "HETATM" binding sites

site_id

ACY_1gof_A_703
ACY_1gof_A_701

type
binding site 11
binding site 11

Number of Residues

Details
ACETIC ACID binding site
ACETIC ACID binding site

=
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a2l

N
-

Functional Detalls
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Sequence Neighbor

PDBj Mine Sequence Neighbor Result : 1gof

« | > | | + | hitp://service.pdbj.org/seanavix /SeqHomXServiet ¢ | (Q- Google

|  PDBj Mine Sequence Neighbor Re... | +

PDBj

English Statistics Help FAQ Contact Us

Home PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools,

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

Data Deposition >>
ADIT: PDB Mine i
Depostion ne Sequence Neighbor [1gof] J
ADIT-NMR

Search 2 Sumary | Structural Details || Experimental Details |[ Functional Details |( Sequence Neighbor ][ Download/Display | External DB
Search PDB P - ——
(Mine/xPSSS) PDE ID or Keyword 3 | (search )

Latest Released
Search
Sequence-
Navigator
Structure-
Navigator
SeSAW
Ligand Binding
Sites (GIRAF)
EM Navigator
Search NMR
Data (BMRB)

Status Search
Service and
Software >>

JV: Graphic

Viewer

Protein Globe

ASH

MAFFTash

Structure

Prediction >>

CRNPRED

Spanner

SFAS
Derived database
>>

eF-site/eF-

seek/eF-surf

aProtS

ProMode

Molecule of the
Month

Results (1-42) / 42
1GOFA Exact Matches: 2vZ3A 2JKXA 2EIEA 1GOGA 1GOFA 1GOHA

Seq. Identity: 99% Seq. Positives: 99% E-value: 0.0 Score: 1320 Compound: GALACTOSE OXIDASE

New Search [1T2xA] | Structural Superposition
2VZ1A1639asmricsar

1T2XA 1 830 nsip1GSAI SHNNAVICDSAQSINECNKAT DNKITENKTFYGANGIP KPP T VT | IMITT TG

Seq. Identity: 99% Seq. Positives: 100% E-value: 0.0 Score: 1320 Compound: GALACTOSE OXIDASE
New Search [2E1CA] | Structural Superposition

2VZ1A1639asiricsar

2EICA 1639assr1asar

Seq. Identity: 89% Seq. Positives: 99% E-value: 0.0 Score: 1318 Compound: GALACTOSE OXIDASE

New Search [2E1BA] | Structural Superposition

2VZ1 A1 639 asap165AT SEHNNAUTCDSADSINETNIA T DBNNTTENHTFY GANGIR KPP HT YT IO G

2EIBA 1 B30 asip1GSaI SRMNNATTCDSAQSIMERNIAT DGHKITFNHIFYGANGIE R T VT MO G

Seq. Identity: 99% Seq. Positives: 99% E-value: 0.0 Score: 1318 Compound: GALACTOSE OXIDASE

New Search [2EIDA] | Structural Superposition

2VZ1A 1639 asip155AT SRNHAVTCDSADSINEDNHAT DENKITEWHTFY GANGIP KPP HT T 1 THHTTY G

2EIDA 1 630 asap1GSAL SRNNAVICDSAQSIMERNKAT DGNKITFNHIFYCANGIF KPR T VT TP G

Seq. Identity: 99% Seq. Positives: 99% E-value: 0.0 Score: 1315 Compound: GALACTOSE OXIDASE PRECURSOR

New Search [1k314] | Structural Superposition

2VZ1A 1639 nsrriasa: soomes HECHY Do SR R

1K3IA 13639 nsrercsnt smonc ISGNECHNRLL IO ONYNEL S RN, L

Seq. Identity: 98% Seq. Positives: 99% E-value: 0.0 Score: 1302 Compound: GALACTOSE OXIDASE
New Search [2ZWQBA] | Structural Superposition

~ « PDBIZx}9 5EC5I48
LR E (BLAST) D
HEERTLED,

« B EBORIRTTF
MEMNZENSTI UL
) —DIGFE [EREIDNR
JARTFREITH LT
RHINFET,
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Download/Display

PDBj Mine Download / Display Page : 1gof

< | » | | + | hitp://service.pdbj.org/mine/Download

¢ | (Q- Google

| PDBj Mine Download / Display Pa... |

-

PDBj

English

Home

Data Deposition >>
ADIT: PDB
Deposition
ADIT-NMR

Search >>
Search PDB
(Mine/xPSSS)

Latest Released
Search

Sequence-
Navigator
Structure-
Navigator
SeSAW

Ligand Binding
Sites (GIRAF)

EM Navigator

Search NMR
Data (BMRB)

Status Search
Service and
Software >>

JV: Graphic

Viewer

Protein Globe

ASH

MAFFTash

Structure

Prediction >>

CRNPRED

Spanner

SFAS
Derived database
>>

eF-site/eF-

seek/eF-surf

aProtS

ProMode

Molecule of the

Month
Download >>

PNA

Statistics Help FAQ Contact Us
PDBj (Protein Data Bank Japan) maintains a centralized archive of macromolecular structures and provides integrated tools, in

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

Mﬁé Download / Display [1gof]

Summary || Structural Details || Experimental Details

file format

all
PDB format

header only
mmCIF
all
PDBML
PDBMLplus

XML no-atom

ext-atom
Structure Factor

About PDBj Mine
Update Information

Functional Details || Sequence Neighbor [Download,’msulay: External DB

file name
pdb1got.ent.gz(109k)
pdb1gof.ent(453k)
pdb1gof.ent.gz(7k)
1gof.cif.gz(140k)
1gof.xml.gz(233k)
1gof-noatom.xml.gz(38k)
1gof-pdbmiplus.xml.gz(42k)
1gof-extatom.xml.gz(119k)
rigofsf.ent.gz(526k)

(DB ID or Keyword & | ('search)

Display

(“display )

Download

(‘download )

(download )

(download )

(download )

(download )

(download )

3
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Advanced Search

Welcome to PDBj - k v FA—37

+ @ hup:/ /www.pdbj.org/index_j.html

¢ | (Q~ Google
=
PDB;j
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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

PDB74+—< vk

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;

EC: 1.1.3.9;

5 ENGINEERED: YES

4

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
24-FEB-09 1GOF 1 VERSN
01-APR-03 1GOF 1 JRNL
31-JAN-94 1GOF 0

3
2
1

NNHRERRERERRRERRRER e

AUTH
AUTH 2
TITL
TITL 2
REF
REFN
PMID
DOI

N.ITO,S.E.PHILLIPS,C.STEVENS,Z.B.0GEL,

M.J.MCPHERSON,J.N.KEEN,K.D.YADAV, P.F.KNOWLES

NOVEL THIOETHER BOND REVEALED BY A 1.7 A CRYSTAL

STRUCTURE OF GALACTOSE OXIDASE.

NATURE V. 350 87 1991
ISSN 0028-0836

2002850

10.1038/350087A0

REFERENCE 1

AUTH
TITL
TITL 2
REF
REFN

N.ITO,S.E.V.PHILLIPS,K.K.S.YADAV,P.F.KNOWLES
THE CRYSTAL STRUCTURE OF A FREE RADICAL ENZYME,
GALACTOSE OXIDASE

TO BE PUBLISHED

REFERENCE 2

AUTH
AUTH 2
TITL
TITL 2
REF
REFN

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

J.M.KEEN, P.F.KNOWLES

GALACTOSE OXIDASE OF DACTYLIUM DENDROIDES: GENE

CLONING AND SEQUENCE ANALYSIS

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

RESOLUTION. 1.70 ANGSTROMS.
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ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM
ATOM

PDBI74+—< vk (DDF)

NRRRRPRRRRRP R
CWVWOJOUBEWNHOWVWOJOUT B WN

NDNDN
WN =

ALA
ALA
ALA
ALA
ALA
SER
SER
SER
SER
SER
SER
ALA
ALA
ALA
ALA
ALA
PRO
PRO
PRO
PRO
PRO
PRO
PRO

i i b S i i i i i i gk i G B

SR EDLDDPPWLWWWWWDNDDNNMNNNNNNNRFRERRFRREE

38.
38.
.098
36.
39.
36.
35.
35.
36.
34.
33.
34.
34.
33.
32.
35.
33.
32.
32.
33.
32.
33.
34.

37

840
356

619
398
610
411
683
827
063
031
660
815
416
529
687
335
068
067
145
222
729
452

0.
-0.
-1.
-0.
-2.
-2.
-3.
-4.
-5.
-2.
-3.
-5.
-6.
-7.
-6.
-7.
-8.
-9.
-10.
-10.
-10.
-10.

-9.

236
999
547
946
114
666
244
740
147
660
308
537
995
594
833
414
786
552
418
698
479
691
579

QOO NRFROONNKFRFRPFPFPFPPFRPOORFRFOONREFOLR

.012
.357
.056
.028
.379
.495
.202
.081
<747
.823
.686
.334
.246
.259
.679
.433
.733
.674
.934
.466
.536
.634
.148

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
42.84
40.12
48.00
34.36

nNONNoNOzZ0o0on0nNz0MNMo0NNOz00002z2
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PDB74+—<vhkig AFT

e 1THEMI (1978003 .L) (cf. FORTRANT77)

e ANYA ({TEE6OT L) ET7/T— 3V NDHE,
s KW /T—2avIdkDTIC#iE SR, (7~1005.LH

ICHEIRZT~I RFLHD)

. KFMEAYA L HEADER, TITLE, COMPND,
SOURCE, EXPDTA, AUTHOR, JRNL,
REMARK (&2-%), ATOM, HETATM

=L <IZ http://www.wwpdb.org/docs.html
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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 2 ? 1GOF 1
3 2009-02-24 2 ? 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 .AIAA1
ATOM 3 c C . ALA A1
ATOM 4 o O . ALA A1
ATOM 5 C CB .ALAA1l
ATOM 6 N N . SERA1
ATOM 7 C CA . SERA1
ATOM 8 c C . SERA1
ATOM 9 0O O . SERA1
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 0O O . ALA A1
ATOM 16 C CB .AIAA1
ATOM 17 N N . PROA1
ATOM 18 C CA .PROAI1
ATOM 19 c C . PROA1
ATOM 20 o O . PROA1
ATOM 21 C CB .PROA1
ATOM 22 C CG .PROA1
ATOM 23 C CbOD .PROAI1

atom _site.B_iso or_ equiv_esd
atom site. pdbx formal _charge

SRR PRPWWLWWWWNNNNMNNNRERERERR

mmCIF

LAV IRV IRV

LAVILAV]

) I

LAVRLAVRRAV IS S LAV LAV AV BV IR AV IR S

[AVELIVERLV IRV}

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.
.934
.466
-0.536
-0.634
0.

1
1

1
2

012
357
056
028
379
495
202
081
747
823
686

259
679
433
733
674

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
42.84
40.12
48.00
34.36

) I )

LAVILAV]

) I

LAV IV RRAV IS S LAV LAV AV BV IR AV IR S

) ) )

N

>,

D ) D D D D D D D D ) ) D D ) ) ) 0D ) ) ) ) )

D ) D D D D D D D D ) ) D D ) ) ) 0D ) ) ) ) )

<)

D ) D D D D D D D D ) ) D D ) ) ) 0D ) ) ) ) )

D ) D D D D D D D D ) ) D D ) ) ) 0D ) ) ) ) )

D ) D D D D D D D D ) ) D D ) ) ) 0D ) ) ) ) )

SRR WWWWWDNDNDNMNNMNNNNRERRERFRE

ALA
ALA
ALA
ALA
ALA
SER
SER
SER
SER
SER
SER
ALA
ALA
ALA
ALA
ALA
PRO
PRO
PRO
PRO
PRO
PRO
PRO

bl o g g g S R

g

w

>

b=

o

oNOzZnonNNzonNnonNnNznonnz
> QW

RPFRRRRERERRRPRRRPRRRPRRERRERRRRRRER R
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mmCIF#E A P4

« XAk B B 30%(STAR[Self-defining Text Archive and Retrieval] fi2 R)

« R ET/T—a D,

« XJIEI_ITH/RES,

« R ET /T3 DN ERHLHEEIZIE T oop_ |1 HEXTRYERLE
EEI B,

e 39 DEWIEmmCIF dictionary(STARZ X)) TEZFRSN TLVS,

« BRGEEOT—RITHATIV—1L>THE-ZEEHIA TS,

. A7 3')—®M1Hl: entity, struct, citation, citation_author, atom_site,
chem_comp, cell, ...

« £ L<IZ http://mmcif.pdb.org/
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PDBML

<?xml version="1.0" encoding="UTF-8" 7>
<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>
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<PDBx:atom_siteCategory>

PDBML (D3%)

<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:auth_comp_id>ALA</PDBx:auth_comp_id>
<PDBx:auth_seq_id>1</PDBx:auth_seq_id>
<PDBx:group_PDB>ATOM</PDBx:group_PDB>
<PDBx:label_alt_id></PDBx:label_alt_id>
<PDBx:label_asym_id>A</PDBx:label_asym_id>
<PDBx:label_atom_id>N</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>N</PDBx:type_symbol>
</PDBx:atom_site>

<PDBx:atom_site id="2">
<PDBx:B _iso_or_equiv>42.26</PDBx:B_iso_or_equiv>
<PDBx:B_iso_or_equiv_esd xsi:nil="true" />
<PDBx:Cartn_x>38.356</PDBx:Cartn_x>
<PDBx:Cartn_x_esd xsi:nil="true" />
<PDBx:Cartn_y>-0.999</PDBx:Cartn_y>
<PDBx:Cartn_y_esd xsi:nil="true" />
<PDBx:Cartn_z>0.357</PDBx:Cartn_z>
<PDBx:Cartn_z_esd xsi:nil="true" />
<PDBx:auth_asym_id>A</PDBx:auth_asym_id>
<PDBx:auth_atom_id>CA</PDBx:auth_atom_id>
<PDBx:auth_comp_id>ALA</PDBx:auth_comp_id>
<PDBx:auth_seq_id>1</PDBx:auth_seq_id>
<PDBx:group_PDB>ATOM</PDBx:group_PDB>
<PDBx:label_alt_id></PDBx:label_alt_id>
<PDBx:label_asym_id>A</PDBx:label_asym_id>
<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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NTWBE, (3T DOEKRIEIMMCIFM LA SN T
VS, )
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T r—rin(1)

« [PDB fileZR5d&. 1DDchainlZHEHDIE S F)
AUEBASTLDEDLNHEHMN, ETRDD
chainéL TEBRLTELAAEHY M -INTT, |

—PDB 774 L TIL7E<. mmCIFE=IXPDBML#%
SR IEKL,
« PDB774 /LM “chain ID”I& auth_asym id

» mmCIF/PDBMLIZIEZEN&EIXAIIZ label_asym_id A
Hd. CNIFRGLHDFICIEERGSHIDMEYHTHN
Do
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53F®DIlchain ID |

1A00ZHIICED L -

PDB file
ATOM 1 N VAL A 1 101.601 38.534 -1.962 1.00 53.29 N
HETATM 4387 FE HEM A 142 93.518 58.468 -3.212 1.00 18.42 FE
mmCIF
ATOM 1 N N VAL A 1 1 ? 101.601 38.534 -1.962 1.00 53.29 2?22?22 2?2?21 VAL A N
HETATM 4383 FE FE . HEM E 3 ? 93.518 58.468 -3.212 1.00 18.42 ?2 2?2 ?2 2?2 ? 142 HEM A FE

PDBML

<PDBx:atom site id="1">

<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:
<PDBx:

auth asym id>A</PDBx:auth asym id>
auth atom id>N</PDBx:auth atom id>
auth comp id>VAL</PDBx:auth comp id>
auth seq id>1</PDBx:auth seq id>
group PDB>ATOM</PDBx:group PDB>
label asym id>A</PDBx:label asym id>
label atom id>N</PDBx:label atom id>
label comp id>VAL</PDBx:label comp id>
label entity id>1</PDBx:label entity id>
label seq id>1</PDBx:label seq id>

<PDBx:occupancy>1.00</PDBx:occupancy>

<PDBx:pdbx PDB model num>1

</PDBx:pdbx PDB model num>

<PDBx:type symbol>N</PDBx:type symbol>

</PDBx:atom site>

<PDBx:atom site id="4383">

<PDBx auth asym id>A</PDBx:auth asym id>
<PDBx:auth atom id>FE</PDBx:auth atom id>
<PDBx:auth comp id>HEM</PDBx:auth comp id>
<PDBx:auth seq id>142</PDBx:auth seq id>
<PDBx:group PDB>HETATM</PDBx:group PDB>
<PDBx:label asym id>E</PDBx:label asym id>
<PDBx:label atom id>FE</PDBx:label atom id>
<PDBx:label comp id>HEM</PDBx:label comp id>
<PDBx:label entity id>3</PDBx:label entity id>
<PDBx:label seq id></PDBx:label seq id>
<PDBx:occupancy>1.00</PDBx:occupancy>
<PDBx:pdbx PDB model num>1
</PDBx:pdbx PDB model num>
<PDBx:type symbol>FE</PDBx:type symbol>
</PDBx:atom_ site>
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chain& o+ 0 Xt

Jct_asymCategoryé& entityCategory @ x¥ it

<PDBx:entityCategory>

<PDBx:entity id="1">
<PDBx:formula weidWt>15150.497</PDBx:formula weight>
<PDBx:pdbx description>HEMOGLOBIN (ALPHA CHAIN)</PDBx:pdbx description>
<PDBx:pdbx number of molecules>2.</PDBx:pdbx number of molecules>
<PDBx:src_method>man</PDBx:src_method>
<PDBx:type>polymer</PDBxX:type>

</PDBx:entity>

<PDBx:entity id="2"
<PDBx:formula weight>15899.374</PDBx:formula weight>
<PDBx:pdbx description>HEMOGLOBIN (BETA CHAIN)</PDBx:pdbx description>
<PDBx:pdbx mutation>V1 W37Y</PDBx:pdbx mutation>
<PDBx:pdbx number of molecules>2.</PDBx:pdbx number of molecules>

<PDBx:type>polymer</PDBx:type>
</PDBx:entity>

</PDBx:entityCategory> “PDBx: stru asymCategory>

<PDBx:struct asym id="A">
<PDBx:entity id>1</PDBx:entity id>
</PDBx:struct_asym>
PDBx : stru asym id="B">
<PDBx:entity id>2</PDBx:entity id>
</PDBx:struct_asym>
<PDBx:struct asym id="C">
<PDBx:entity id>1</PDBx:entity id>
</PDBx:struct_asym>
<PDBx:struct .asym id="D">
<PDBx:entity id>2</PDBx:entity id>
</PDBx:struct asym>



T r—hkin(2)

e [ “MSE”ELNV-F-FI/BERIEF “METIZELT-
HEEDXMLI7A Lo, DiglERX T IFI AR
NHdEFMYET, |

—> mmCIF/PDBMLd)pdbx struct mod residue
ATIAVITHFTITFIRNH S !

<PDBx:pdbx_struct_ mod_residueCategory>

<PDBx:pdbx_struct mod_residue id="1">
<PDBx:PDB_ins_code xsi:nil="true" />
<PDBx:auth_asym_id>A</PDBx:auth_asym_id>
<PDBx:auth_comp_ id>MSE</PDBx:auth_comp_id>
<PDBx:auth_seq_id>45</PDBx:auth_seq_id>
<PDBx:details>SELENOMETHIONINE</PDBx:details>
<PDBx:label _asym_id>A</PDBx:label _asym_id>
<PDBx:label _comp id>MSE</PDBx:label _comp id>
<PDBx:label _seq_id>45</PDBx:label _seq_id>
<PDBx:parent_comp_id>MET</PDBx:parent_comp_id>

</PDBx:pdbx_struct mod_residue>
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IR)—1101d1Z7mZRELT. L TOZEZFRHA
Z3

« HEERINT-FHXIL?

o EERFIE(T?

EENODFIEIL?

- BEEGELHNIL)IE?

E2k: citation, exptl, entity, refine

33



/B R 2

o X—J)—Kt&EZF Tlaldehyde dehydrogenase 1%
AADICLT,. UTDZEFRARND,

e MDD R)—DEVRTHMN?

Release date Wt HWWIU M) —([FENMN?
ZTOHmXIIAEIZRIRINT=-N"?
FDIUR)—(ZAEIZPDBIS)) —RENT=H?
o« TOHXITHEMFEIIfAIH?
TDFEFREIIENAN?

E2 k. citation, database PDB_rev, entity _src_gen, struct_site



/R B ARE 3

« PDB7A4A—<TvhrEMMCIFZLERTH B, TR —
[gof 1z=HlIZ&D,

Ek:

PDB, mmCIF . release datelZzFhFnEZIZEH N
TLAHM?

PDB, mmCIF T, ZHEBLRITIFNFNEZIZEHI N TL
HM?

PDB, mMmCIFT. EBFEITFNEFNEZIZEAMNTLY
Hh?

PDB, mmCIF T, &9 4% ¥7%& (biological species)|&
ETNETNEZICTEMNTLEN?

PDB®D "ATOM 4T IEmMMCIFDEZIZTEIRET oD ?

database PDB rev, audit_author, exptl, entity _src_gen, atom_site 35




/BB phRd 4

e mMCIFEPDBMLAEFLEEERL TH B,

o EEEFEIEFELZEEZMMCIFEPDBMLTI T,
» http://service.pdbj.org/mine/pdbml_image.html +ZHg&,

« PDBMLIZIXIRFEEZD N7 11T 7 EB&4E L 7=l extatom ]
EREENBERBH D, PDBjO Y AT, SheémmCIFE
Xt hix 9 HDER & LB &,

E2k: database PDB rev, audit_author, exptl, entity _src_gen, atom_site 36



B aREED

. ZDBjOD by T R=Tho, SEOEHFEREHR N

o SHEFRICEMEIN-ZM) =X EHLEM?

o LNOMBIZBRDTH S,

. SEBHFINTUN — LS B 2

o LNOMHIZBROTH T, MIEEFINT=DZERHND,
- “database_PDB rev’ AT73UzxH#BEHHM5,

. ECAEHENEDERAD,
- ‘;;ja%t)abase_PDB_rev_record”7:!7_'3“ )E&HBDETLN =L DH
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E S

AAREO

« Advanced Search%
e Release dateh¥2000%

IWNTLUTDIEZFRANS,

E1R1BUBOIU M) —(34A]

HdHoHh ?
« Release dateh'1999%

F12A31HLUREIDOZV M) —I(F

AEHLMN?
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/,~EI AR = E7

« Advanced SearchZz{E->T. 5| A3 akIZBIL TER
RTHBD,
e “Walker, JE” ZEZFBICETCIUN)—IXMEHA N ?

« EVbLIZ2DODHIZ[E, —RLT "Walker, JE&EF
HWKIICRZA53DELHH. HEM?

 “Primary citation only!” R2ZFFzvIL T, RBILHER
L THB. FBRIFEDEHLLMN?
o #:E “Nature’ |2 & SNnI=T M) —(XAIEH LM ?
o F:E “Science’[Z2005&FIZHEE N ) —([dLY
OBHHEM?

E2 k. audit_author, citation, citation_author
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/B R 8

« Advanced SearchZz2H\9,
 “polypeptide(L)” (BT AIZEZBDERE)ZSL IR
J—IX [ G-HHh ?

- “polypeptide(D)’DAHZBLITUN)—ZREI HICIEES
FThIELMN?

Ek:

In)

i

\ 7P

-

E L

[Fibal

=3

1B EDNADEERZIRRT BHICIEESITIH KL

B .DNA.RNAZZTCITUMN)—(Xfa[#dpom ?

RNA¢& “polysaccharide(D) D@ AZELTUR)—IEH
oh?

TOMELGTHEAETHEZEFALTHS,

entity poly, entity 40




/,~EI N = EQ
1B DA TERT

 Advanced SearchZ{#>T%
8o
« “Compound information” IZ “prion” Z AN THEZET B,

e« EVFLEIURMN)—DHY T —R—DZFDOHBRD T,
“prion” EWVSEEMNE TN TWNAINZERT S,

« mmMCIFE=zI&PDBML-noatom%&:A C. prion&ELNDEiEE
MEZIZEENTWNAIMIEFARDS, (EDFZTHM?)

« “prion"MXHYIZ “oxidoreductase” L TRILZ EFEL
THBDo

s

E2k: entity, struct, pdbx_database_related, citation, entity_ name_com, struct_keywords



« Advanced Search
« “Title” [Z “crystal” EAALTHERE,

e BIBIERILEDIC, R —R=—ETT7AILEHERR

8o
« MDEBEETHLHLTHS,
- f=&Z X “DNA complex”
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/R B R

« PubMed (http://www.ncbi.nlm.nih.gov/pubmed/)

. PubMed ID (PMID) #aE—3 3,

7t ALT. “Borhani DW [au] truncated
human apolipoprotein 1997” Z#& &9 5%,

« Advanced SearchT “Other DB’/ 5 PubMed% &
U, “ID” OFEIZPMIDER—XNLT. BET D,

- PDB IDI&faIHN 2

» Primary citation &pubMed TORRIERELLET S,

e PMIDIEZmmCIF/PDBML®MD&E CIZEEE

E>k: citation

(SN TLNEM?

43


http://www.ncbi.nlm.nih.gov/pubmed/

/R B R

« Advanced Search @ “Other DB"M5 “EC
Number’ (BBR%E5S) 2 EIRT 5,

“ID"M#$a1Z “1.1.1.1” (alcohol dehydrogenase)#
ANT 5,

« EVhTAIUR) (T[N ?
« ECESIE mmCIF/PDBMLOEC([ZEMNTLNEM?
. %)DL\’GIZLK’D#O)I‘/HJ—’C*i%’l‘i?i%«_t%EH’*“’CJ%

E2k: entity, struct_site 44



EE aerE 13

« Advanced Search @ “Other DB"H\i5 “GO”
(gene ontology)z:EIRL T. “ID7IZIF {6 AN
FITHRRLTHD,

o [A[{EEYRTHM?

e LNDOHMDIUR)—T “Functional Details” R—T%
Bk TH B,

« GO @ ID [EmmCIF/PDBMLO ECI[ZEMN TS
h ?

E2k: gene_ontology (PDBMLplus® ) 45



/R B R

» Advanced Search @ “Other DB"/\5 “UniProt” Z:&

LT, “ID7IZIEREBEANT [TEET D,

o« INTEYRTHIURI—DHIZIE 101m DY) —R—D
ZRAHEAR=UTOAIZ UniProt~nDY o35, CE
FEST. COEREDT /T—avEARTH B,

» “Functional Details” _*—< > (PDBj)IZgene ontology® 7/
T—2avIEHLsM?

e ¥fix9 4% UniProt T2 kJ— ()29 5)IZIE gene ontology
DT/ T—2avbHdsm?

« UniProt®ID (P02185%:& )& mmCIF/PDBMLMD EZIZE
MhnTLhEMh?

E2k: gene_ontology(PDBMLplus only), struct_ref 46



/R B R

- HIBIERBFED L% “GB” (GenBank) , “EMBL”$H
LW “PIR"CTHLOH-THS,

f#}%h’( ORI —XENf=T ) —I[F4q]

- (PIRIZ20024E[ZUniProtizff & &M 1=)

E2k: gene_ontology(PDBMLplus only), struct_ref 47



/R B R

« Advanced Search @ “Ligands and Prosthetic
groups” [Z “ATP” LA AL TERFET S,
¢ EVRLEIU R —DULLOHEY T —R— S TRER
L.|V3TYST749AKRLTEZIZ ATP HMEELTLY
LETERT Do

« MmmMCIF/PDBMLTILXEZIZ “ATP?IZB89 B2k h 5
Hy ?

« PDBIA—RYLIF7AILTIEEIM?

« ATPDIRFEZFLATHLH, EHEDRFE
EEDKIITEGHMN?

>

BDIRED

i

Ek: chem_comp, entity, pdbx_entity nonpoly 48



/R B R

e HIBERIBDZEFZRRIG)ANATHLTH
%5 :FAD, NAD, HEM, PO4 75 &,

« PDB I[ZEENSBUAUFEE ML chemical
component dictionary TEZ SN TLVH, 55L<
X,

- http://www.wwpdb.org/ccd.html
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/R B R

« Advanced Search® “Numbers of chains and
Chain length” THRI)Y—FDE (L. TR) &

RYI—FORS(ER. TR)ZWLWAWNAHEEL
TRERLTHS,

« R)T—ITEBE. REELGEZET,
e FIZIX, HIEMIN)10DFDRIT—FEH. RSH &

K20 =yhk(FRE.BE)DR)I—2Z28LITUMN)—
(X

e RYT—LLTIEEBEDAZEA. M DZERELT
FEMIEEBEIXIESIOS THRERET HMN?

E2k: entity, entity_poly, entity poly seq, pdbx_poly seq_scheme S0



/R B R

« Advanced Search® “Experimental Technique”|ZI&

EDEKITTZEIRFEMNBHHMN ?

o« TNENEEATIREL. MIFEYLT H0ERT S,
- COERFLUMNZEZBFIN TS T—RE(EDETAH) KLY,

« BRGRDIRZTIEERT. EBRFEATLICED KSEER]
oM ERTHD,

. %ﬁﬁ’.';’fd)’l‘ﬁi&’(immCIF/PDBMLO)E:l:ﬁﬂiiéh’ﬂ\

\ 2

 RIZ resolution (FEEE)BIEELTH 5,

- ERFRICIOTIEBBRENGZVLDLDILH I EITEES

_ AN, “SOLUTION NMR’CHREE 2 5ALI T EIEET AL
EvhTBEDONH B, HEH?

51
E2k: exptl, refine, reflns



JEE arrd 20

o Advanced Search® “Source” [T~

NTERERT D, (ZOEBELGEN

i2)

=EER T A

KT BE

e {5 :human, bos taurus, pyrococcus?i&

e “Host spemes [Z X

(EDEE

TWhHMm?

B ETREITHDIZHE

Ek: entity_src_gen, entity_src_nat, entity

X7

EYRATANTIRET 5,

LN WFE)
e ZNSDEHIIMmMCIF/PDBMLDEZ(ZEEH SN
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