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ATOM 1 N ALA A 1 38.840 0.236 1.012 1.00 34.65
ATOM 2 CA ALA A 1 38.356 -0.999 0.357 1.00 42.26
ATOM 3 C ALA A 1 37.098 -1.547 1.056 1.00 41.25
ATOM 4 O ALA A 1 36.619 -0.946 2.028 1.00 29.44
ATOM 5 CB ALA A 1 39.398 -2.114 0.379 1.00 40.70
ATOM 6 N SER A 2 36.610 -2.666 0.495 1.00 32.67
ATOM 7 CA SER A 2 35.411 -3.244 1.202 1.00 34.90
ATOM 8 C SER A 2 35.683 -4.740 1.081 1.00 38.30
ATOM 9 O SER A 2 36.827 -5.147 0.747 1.00 28.59
ATOM 10 CB SER A 2 34.063 -2.660 0.823 1.00 24.49
ATOM 11 OG SER A 2 33.031 -3.308 1.686 1.00 20.37
ATOM 12 N ALA A 3 34.660 -5.537 1.334 1.00 35.91
ATOM 13 CA ALA A 3 34.815 -6.995 1.246 1.00 33.38
ATOM 14 C ALA A 3 33.416 -7.594 1.259 1.00 21.71
ATOM 15 O ALA A 3 32.529 -6.833 1.679 1.00 30.82
ATOM 16 CB ALA A 3 35.687 -7.414 2.433 1.00 25.44

NoONMNNMNzZ20NMoNNznonNnnz
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data_ 1GOF
#
_entry.id
#

loop

1GOF

mMmCIF 7 A —<Y v k

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
? 1GOF 1
? 1GOF 1

2 2003-04-01 ?
3 2009-02-24 2
#
loop
audit author.name

audlt author.pdbx ordinal

ItO, N.'
'"Phillips, S.E.V.'
'"Knowles, P.F.'
ATOM 1 N N
ATOM 2 C CA
ATOM 3 cC ¢C
ATOM 4 O O
ATOM 5 C CB
ATOM 6 N N
ATOM 7 C CA
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ADIT: PDB Deposition
ADIT-NMR

W >
Search PDB (Mine/xPSSS)
Latest Released Search
Sequence-Navigator
Structure-Navigator
SeSAW

Ligand Binding Sites
(GIRAF)

EM Navigator
Search NMR Data (BMRB)
Status Search

H—ERA&Y 7LV >
JV: Graphic Viewer
7R (Yorodumi)
Protein Globe
ASH
MAFFTash
SEALA
Structure Prediction >>

CRNPRED
Spanner
SFAS

ZRT—GR—A 5>
eF-site/eF-seek/eF-surf
eProtS

ProMode / ProMode
Elastic / ProMode
Oligomer

Molecule of the Month
FovO—F s>

PDB Archive/Snapshot
Archive

Ut

ToBR

T HROTEA >

PDBER [\Nisn NMRF—S&&  ARIL
B
v Py
PDR ine NMR7—4 8% ’J
MineH
PDB ID or Keyword & ® Accession number
O Deposition code
R trRR >>
BHNR
2011/5/27
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2011/4/20
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T=9 &R >>
ADIT: PDB Deposition
ADIT-NMR

B>

Search PDB (Mine/xPSSS)

Latest Released Search
Sequence-Navigator
Structure-Navigator

Ligand
(GIRAF)

EM Navigator

Search NMR Data (BMRB)

Status Search

H—ER&Y T TITF >
JV: Graphic Viewer
7 R (Yorodumi)
Protein Globe
ASH
MAFFTash
SEALA
Structure Prediction >>
CRNPRED
Spanner
SFAS

ZRT—=HR—Z >>
eF-site/eF-seek/eF-surf

eProtS

FroMode / ProMode
Elastic / PFroMode
Oligomer

Molecule of the Month
Fov0—F s>

PDB Archive/Snapshot
Archive

UroR

FE#AM - 7311

mﬁﬂiiﬁ '\JLJ FAQ &HWEDE

BEAZHAEMET—4/0»% (PDBj: Protein Data Bank Japan)if, JST-NBDCE KRAZDIELES
URMPDBe £ BAL T, EFRATOUEEET—F A EERNICH—

i+, *ERCSB, BMRB, &
{EENLPOBF—A FTLLTEET AL LBIC, BAR

By —LERHLTEDET,
FPDByf E*E’\'—yk'."Jb\T
Mne PDBj Mine (PDBT > k Y —D#R) PDBj Minelc 21T
BT
L £
PDB ID or Keyword | IR—JORTHE 16
BEHRORE
(spamaneryhi—) (EFEhiIvrU—) IR—JORTHE 16
3
SQL &%

PDBMLOMBEIC DWT — & 5 50558 =
HFIUEPLFAEDN
PDBMLplusDAH§iIC 21\ T —PDENCDT - ;

PDBMLF— ¥ &MEBT 27073 Ll -5y N—Rm—3

SOLYIYUEAHNLTFEW YTV DH 1N—J ORI e |

© 2007 PDB;. All Rights Reserved.
—RUY— | Za—AL¥— | BEDHTE | PDBjA /N~ | HiEY



PDB exchange dictionary

"
e

HTML Version of Dictionary mmcif_pdbx.dic
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http://mmcif.pdb.org/
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L R T

group_PDB ATOM/HETATM %, FIZIX. “atom_site’hT7 Y —I&
- —DIRIFREXU LT8R Do

type_symbol “C” ED N’ EDV(TTREES)

label_atom_id FRFDEULES

label_comp_id BEAGRE(LEYA)

label_asym_.id EHDTN)L

label_seq_id HBEOBLULES
Cartn_x [EF D XEEIE
Cartn_y [&Y B2
Cartn_z [EZFEHE

...... Z DfthFEA



jji;::jatj__wz)thj (22)
entity (1GOFDIZ5)

polymer GALACTOSE OXIDASE 68579.250 1 1.1.3.9
2 non-polymer syn COPPER(II) ION 63.546 1 ?
3 non-polymer syn SODIUM ION 22.990 1 ?
4  non-polymer syn ACETIC ACID 60.052 1 ?
5 non-polymer nat water 18.015 316 ?

ATT)—B=T—TI%

XXX.YYY
entity.id
entity.type
entity.src_method

T7ATLAG=0T L%



PDBT Y MU xT—T)LDEZ

Akl Y
atom_site
TV kKU entity
datablock citation
struct_asym
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H73JY —EORERK

id I I

—p Id = entity_id

entity_id —
type

olymer man 'GALACTOSE OXIDASE' 68579.250 1 2 2 2 1.1.3.9
syn 'COPPER (II) ION' 63.546 1 22272
er syn 'SODIUM ION' 22.990 1 2?2?27
non-polyme "ACETIC ACID' 60.052 2 20?22?72
water nat ter 18.015 316 2 2 2?2 ?
loop
_struct asym.i
_struct asymipdbx blank PDB chainid flag
_struct asym.pdbx modified
_struct_asym.entity id
_struct asym.details _entity poly.entity id 1
A NNI[I ? _entity poly.type 'polypeptide(L)"’
B NN 2 ? _entity poly.nstd linkage no
C NNI3 ? _entity poly.nstd monomer no
D NN 4 ?
E N N|4 ?
F NN|5 °?




H73U—FEFRDOH

. chain ID (label_asym_id) B’ “A"D D F &L 7
. struct_asym.id = “A” Z1£ 9,
. struct_asym.id = “A” D1TD entity_id Z # 5,
_ #l: struct_asym.id = “A” = struct_asym.entity_id = 1
. entity.id = “1” ZE T,
. entity.pdbx_description & &%,
_ Il : entity.pdbx_description = “GALACTOSE OXIDASE”
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. BRT —IRX—ARKRDIH DEFIRES
SQL(ZAF a2 —T/),

. BT TN 2EE &EaWwT

SR C=EDE
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SELECT O7 A%, ...
FROM 7=—7JI)L4, ...
WHERE T=—7)LICX$ 9 % &4




PDBj Mine TSQLZX1TUTH S

Welcome to PDBj - PDBj Mine b Fi—37

L | | » + @ http://service.pdbj.org/mine/index_j.html ¢ | (Qr Google

PDB;j

English EtE®R ~UL7 FAQ &SEWADE

by Fr—3y BAELEMET—Y/ 2 (PDB]: Protein Data Bank Japan)id. JST-NBDCE& KRAZMEES T, #ERCSB. BMRB, &
UBINPDBe LB L T, EEBDFOUEEET— I XA EEMNICR—LEhiPDBF — A FLLTEET S L L biC, BRAR

T—YER > By —ILelRELTEDET.

ADIT: PDB Deposition
ADIT-NMR

8 PDEf E*ﬁ’\'-iﬂc‘.?t\l’
Mne PDBj Mine (PDBI. k J—D &) PDBj Minelc 20T

B >> BN
Search PDB (Mine/xPSSS)
Latest Released Search HEEE
Sequence-Navigator o
Structure-Navigator (PDE 1D or Keyword 1] (%) 1R—IDRTE (16
SeSAW
Ligand Binding Sites
(GIRAF)
EM Navigator lﬂﬂlﬁﬂ) ﬁﬁ
Search NMR Data (BMRB) (smemanicIyry—) (EREhiIvry—) IR—JDFRTHY 5 4
Status Search
Y—ERARY T RTLIT > =
JV: Graphic Viewer FlRR
iR (Yorodumi)
Protein Globe
Pt SQL 5
il PDBMLOHEEIZ DWNT -2 5 5DHAE B a0
Structure Prediction 5> AFTVEFPATLICODWT »mmCIFF 1 4 Y37 UR 28R TS
CRNPRED PDBMLplus@#§iE I 2 W T —PDBMLplus AF—~ 7 71 JL
Spanner PDBMLF—# £ BT 2707 7 Ll -5 00— RR—3
SFAS SALYIVEANLTTFEVW o TV Dfl 1R—TJ DRI 16
ZRT—=HR—2 >>

eF-site/eF-seek/eF-surf
eProtS

ProMode / ProMaode
Elastic / ProMode
Cligomer

Molecule of the Month
Fova—EK s>

PDB Archive/Snapshot
Archive

Db

select pdbid from xmldoc

(sazzr) (Utyr)
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“xmldoc”
. pdbid, PDBMLplus, — 7 — R(tsv)

“brief_summary”
. Advanced search TESIEHZ X & OHET7—T)L

HhF T -2
e BNTIY—ICHILT BT —TI

“Xpath!!
. PDBMLOEXR ODXMLERICXINT 5 (LEffkEAIT)




entity 17 3") —(1)

http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html

SELECT d.pdbid , e.1id

e.pdbx description
e.formula weight, e.pdbx ec
e.pdbx number of molecules
, e.details

FROM xmldoc d , entity e
WHERE d.docid = e.docid

N N -

xmldocT—7 /L &entityT—7 /)L TRIUPDBI Y kU [CHHY TS EH D% docid THRIGD T3


http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html

T—7ILDEE
TableA TableB

2 bbb 2 yyy

SELECT * FROM TableA, TableB

TS = el B :

I \?VI?-IL% TableA id < TabloB entiy i
yyy ---

---- -

bbb yyy 2 bbb 2 yyy

yyy
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entity 77 7 - (2)
http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html

SELECT d.pdbid , e.id
e.pdbx description
e.formula weight, e.pdbx ec
e.pdbx number of molecules
, e.details
FROM xmldoc d , entity e
WHERE d.docid = e.docid

AND e.pdbx ec IS NOT NULL

|\ N -

BERESIDODVWTWVWEHLDEIFTZ VI RNT S


http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html
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entity 77 7 - (3)
http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html

SELECT d.pdbid , e.1id
e.pdbx description
e.formula weight, e.pdbx ec
e.pdbx number of molecules
, e.details
FROM xmldoc d , entity e
WHERE d.docid = e.docid

AND e.pdbx ec IS NOT NULL
ORDER by e.pdbx ec

N N -
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http://mmcif.pdb.org/dictionaries/mmcif_pdbx.dic/Categories/entity.html

—DO0OATFI)—ZDE< (1)

SELECT d.pdbid, e.id, a.id
, e.pdbx description
FROM xmldoc d, entity e
, Struct asym a
WHERE d.docid = e.docid
AND e.docid = a.docid
AND e.id = a.entity 1id



ZODATFTO)—%=ZD7%<(2)

SELECT d.pdbid, e.id, a.id
, e.pdbx description
FROM xmldoc d
JOIN entity e ON d.docid = e.docid
JOIN struct asym a
ON e.docid = a.docid
AND e.id = a.entity id

WHERED{X1 D ICJOINHEZ S,
(FIOR—IY 7T ERUI E)



—ODATFITY—%EDHR(3)

SELECT d.pdbid, e.id AS entity id
, a.1d AS asym id
, e.pdbx description
FROM xmldoc d
JOIN entity e ON d.docid = e.docid
JOIN struct asym a
ON e.docid = a.docid
AND e.id = a.entity id
WHERE d.pdbid = '2v47'

RBEDIY M —ICEATIBERLETZRSHT



UniProt& OBERZIEI (1)

SELECT d.pdbid, e.id AS entity 1id
, r.pdbx db accession
FROM xmldoc d
JOIN entity e ON e.docid = d.docid
JOIN struct ref r
ON r.docid = e.docid
AND r.entity i1d = e.id
WHERE r.db name = 'UNP'



UniProt & D EERZ 9 (2)

SELECT d.pdbid, e.id AS entity id
, a.1d AS asym id
, r.pdbx db accession
FROM xmldoc d
JOIN entity e ON e.docid = d.docid
JOIN struct ref r
ON r.docid = e.docid
AND r.entity id = e.id
JOIN struct asym a
ON a.docid = e.docid
AND a.entity id = e.id
WHERE r.db name = 'UNP'



UniProt& DB R Z £ 9 (3)

SELECT d.pdbid, e.id AS entity id
, a@a.1d AS asym id
, pP.pdbx strand id
, r.pdbx db accession
FROM xmldoc d
JOIN entity e ON e.docid = d.docid
JOIN struct ref r
ON r.docid = e.docid
AND r.entity id = e.id
JOIN struct asym a
ON a.docid = e.docid
AND a.entity id = e.id
JOIN entity poly p
ON p.docid = e.docid
AND p.entity id = e.1id
WHERE r.db name = 'UNP'



PubMed ID ZEXfF 9 %

SELECT d.pdbid
, C. pdbx database id PubMed"

FROM xmldoc d
JOIN citation ¢ ON c.docid = d.docid

WHERE c.1id = 'primary'



WA 5(1)

SELECT d.pdbid

, SUM(e.pdbx number of molecules)
AS nmol
FROM xmldoc d
JOIN entity e ON e.docid = d.docid
JOIN entity poly p

ON p.docid = e.docid

AND p.entity id = e.id
WHERE p.type = 'polypeptide(L)’
GROUP BY d.pdbid

ITVRJVICEFEFNSEHE (RUXRTFREH) ORBZHZ 5,



B A 5 (2)

SELECT d.pdbid
, SUM(e.pdbx number of molecules) AS nmol
FROM xmldoc d
JOIN entity e ON e.docid = d.docid
JOIN entity poly p
ON p.docid = e.docid
AND p.entity id = e.1id
WHERE p.type = 'polypeptide(L)’
GROUP BY d.pdbid
HAVING SUM(e.pdbx number of molecules) > 10
ORDER BY nmol DESC

ITYRNVUICEEFNDELE ((RURTFRE) OB#HMN10LDZNWEDEER



[A—iHANISSIFE DRz A 5

SELECT d.pdbid, c.ptnrl label asym id
, COUNT(c.1d) AS nss
FROM xmldoc d
JOIN struct conn c
ON c.docid = d.docid
WHERE c.conn type id = 'disulf’
AND c.ptnrl label asym id =
c.ptnr2 label asym 1id
GROUP BY d.pdbid, c.ptnrl label asym id
ORDER BY nss DESC



FIRDIHESSIHE DM A B

SELECT d.pdbid

, C.ptnrl label asym id

, C.ptnr2 label asym id

, COUNT(c.1d) AS nss

FROM xmldoc d

JOIN struct conn c
ON c.docid = d.docid

WHERE c.conn type id = 'disulf’
AND c.ptnrl label asym id <>

c.ptnr2 label asym id

GROUP BY d.pdbid, c.ptnrl label asym 1id

, C.ptnr2 label asym 1id

ORDER BY nss DESC



N w2 EFET S

SELECT d.pdbid, c.beg label asym id
c.beg label seq 1id
c.end label seq 1id
, ¢."pdbx PDB helix length"
FROM xmldoc d
JOIN struct conf c
ON c.docid = d.docid
WHERE c.conf type id = 'HELX P'
AND c."pdbx PDB helix length" > 5
AND d.pdbid = '1la00’

4

4



Ny ZDEE =S ZET S

SELECT d.pdbid, c.beg label asym id
, COUNT(c.id) AS nhelix
FROM xmldoc d
JOIN struct conf c
ON c.docid = d.docid
WHERE c.conf type id = 'HELX P'
AND d.pdbid = 'la00°
GROUP BY d.pdbid, c.beg label asym 1id
ORDER BY nhelix DESC
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TRE | ek

e exptl

173V —ICEERFIE(X-RAY
CRYSTALLOGRAPHY, SOLUTION NMR, etc.)
ZEIMUEITH., FNIEEDTPATLATEDK
SIRFEN REDECS) FhTWLWBMNE
NTLEE LN,




HmE BV —RMODEBERIZES?

e Struct_sheet
e struct_sheet_range
« struct_sheet_order
D3IDDHAT IV —CEXIA>TEESINTL
XJ. INSOERZERNTLLIES LN,




« pdbx_struct_assembly
e pdbx_struct_assembly_gen
« pdbx_struct_oper_list

D3DICEEN>TEERSINTLE
DERZEIFANTL IZE U,
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REST API

« Xpath
. HALZDIT>Y N DPDBMLOANA%ZxXpath TIEEL T
g9 —EX
« SQL

. SQLYV TV ZT7OT T LATRITUERZRI—E
Ao




XPath
http://service.pdbj.org/mine/xpath

e EBHZHIENRRSNE T,

http://service.pdbj.org/mine/xpath/1gof/PDBx:datablock/PDBx:entityCategory/PDBx:entity

http://service.pdbj.org/mine/xpath/1gof/PDBx:datablock/PDBx:entityCategory/PDBx:entity[ @id="1"]
T DFREICICE 5Ic /PDBx:pdbx_description Z DI F TH 3

S5ICFDEBIC fext() ZDTTHD


http://service.pdbj.org/mine/xpath
http://service.pdbj.org/mine/xpath/1gof/PDBx:datablock/PDBx:entityCategory/PDBx:entity
http://service.pdbj.org/mine/xpath/1gof/PDBx:datablock/PDBx:entityCategory/PDBx:entity%5B@id='1

Xpath APID ]

fcEZE, V)L Twget AVY REFES T,

% wget “http://service.pdbj.org/mine/xpath/1gof//PDBx:struct/PDBx:title/text()” -O test.out

E g B &, testout ICFERIMRERESI NS,

% cat test.out
NOVEL THIOETHER BOND REVEALED BY A 1.7 ANGSTROMS CRYSTAL

STRUCTURE OF GALACTOSE OXIDASE


http://service.pdbj.org/mine/xpath/1gof//PDBx:struct/PDBx:title/text

REST SQL API

. http://service.pdbj.org/mine/sql/ [Cc 77 T AT 5
ERBEREFRENKRREINET T,

e INTX—=HF2D:
. :SQLXZDHD
. format: FERDHIT7 A —Y v ~

_ xml, csv, tsv hNENRE I,



http://service.pdbj.org/mine/sql/

REST SQL APIZ 0% 5 Lffl(perl)

#!/usr/bin/env perl

use LWP: :UserAgent;

use HTTP: :Request::Common;
Sua = new LWP::UserAgent;

my Surl = 'http://service.pdbj.org/mine/sql’;

my $Sq = <<EOF

SELECT s.pdbid , p.entity id , p.pdbx seq one letter code can
FROM xmldoc s

JOIN entity poly p ON p.docid = s.docid

WHERE s.pdbid like '1m%'

EOF

4

# make request
my $Sreq = POST(Surl, Content Type => 'form-data',
Content => [ 'format' => 'csv', 'g' => "$g9"1);

my Sres = Sua->request(Sreq);

# show response.

if (Sres->is success) {
printf "success!\n";
print Sres->content;

} else {
print "failed!\n";

}



REST SQL APIfERH

% cat demo _sqgl.pl
#!/usr/bin/env perl

use LWP::UserAgent;

use HTTP: :Request: :Common;
Sua = new LWP::UserAgent;

my Surl = 'http://service.pdbj.org/mine/sql’;

% ./demo sql.pl

success!

pdbid,entity id,pdbx seq one letter code can

1m00, 1, "RFLKVKNWETDVVLTDTLHLKSTLETGCTEHICMGSIMLPSQHTRKPEDVRTKDQLFPLAKEFLDQ

YYSSTKRFGSKAHM
DRLEEVNKEIESTSTYQLKDTELIYGAKHAWRNASRCVGRIQWSKLOVFDARDCTTAHGMFNYICNHVKYATNK

GNLRSA
ITIFPORTDGKHDFRVWNSQLTRYAGYKQPDGSTLGDPANVQFTEICIQQGWKAPRGRFDVLPLLLOANGNDPE

LFQIPP



Fall)

Qu

. MMCIF/PDBMLZ DHh S &, #iHRIFREZE RFEILT
T IT A ENTES,

. PDBj Mine @ SQL (& mmCIF/PDBML®D = ICB U
an-I-énT \l\%o

. SQLZ (D FK) ES&. BRAGPDBDT— 4% [CH
G ARANBERZZESOTEHRODHIT I ENTE S,

. RESTAPIZ{ES &, 707 2 LAH 5PDBj MineZ &
R CED

™




SN2

Q.l

. PDBj Mine DEERT—IR—X I EFY T VA—RTE
=

. PostgreSQL (http://postgresql.jp) =%V H A YY1 ALT
A VAN=ILTBZRENHD X,

 EROY VT T AV E BBEDODEHROEDNRESNT
WET,

. BY RNFZYTDEAEFR
http://www.pdbj.org/doc/help_jp.cgi?PDBj%20Mine%3abd0—A L1 > A k=)L

ZZRULTLEE LN,


http://postgresql.jp/
http://www.pdbj.org/doc/help_jp.cgi?PDBj%20Mine%3A%E3%83%AD%E3%83%BC%E3%82%AB%E3%83%AB%E3%82%A4%E3%83%B3%E3%82%B9%E3%83%88%E3%83%BC%E3%83%AB

	Slide 1
	Slide 2
	Slide 3
	Slide 4
	Slide 5
	Slide 6
	Slide 7
	Slide 8
	Slide 9
	Slide 10
	Slide 11
	Slide 12
	Slide 13
	Slide 14
	Slide 15
	Slide 16
	Slide 17
	Slide 18
	Slide 19
	Slide 20
	Slide 21
	Slide 22
	Slide 23
	Slide 24
	Slide 25
	Slide 26
	Slide 27
	Slide 28
	Slide 29
	Slide 30
	Slide 31
	Slide 32
	Slide 33
	Slide 34
	Slide 35
	Slide 36
	Slide 37
	Slide 38
	Slide 39
	Slide 40
	Slide 41
	Slide 42
	Slide 43
	Slide 44
	Slide 45

