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PDBML 7 71 IL7ZBEH S

N I i 4 ] P g e 1 U= SECH ARSIV <R

e - i . —— i — B

3 xPsss
PDBJ {5 proten stracture Search Sevice)

Diownicad Fere

s e
+ P DM e b_gosCmogon> 1
e te———_———

XMLy Dall, display @& % > %27V  PDBML iR ZT, B EnR

v 7%5, HZ2%, 78D T+, 279 v 7,
(£ DDB]J CBLLD
(Nebbrid = %
&%, OoPDBML7 71l
“download” X ¥ v ZIIL ¥ 7 vu—FL%xbE, 774 VEHTAS L,
<?xml version="1.0" encoding="UTF-8" 7>
<PDBx:datablock datablockName="1GOF-noatom"
xmlns:PDBx="http://deposit.pdb.org/pdbML/pdbx.xsd"
xmlns:xsi="http://www.w3.org/2001/XMLSchema-instance"
xsi:schemalocation="http://deposit.pdb.org/pdbML/pdbx.xsd pdbx.xsd">
<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>
<PDBx:audit_authorCategory>
<PDBx:audit_author name="Ito, N."></PDBx:audit_author>
<2 o) @ .
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<PDBx:audit_author name="Phillips, S.E.V."></PDBx:audit_author>
<PDBx:audit_author name="Knowles, P.F."></PDBx:audit_author>
</PDBx:audit_authorCategory>
<PDBx:cellCategory>
<PDBx:cell entry_id="1GOF">
<PDBx:length_a>98.000</PDBx:length_a>
<PDBx:length_b>89.400</PDBx:length_b>
<PDBx:length_c>86.700</PDBx:length_c>
<PDBx:angle_alpha>90.00</PDBx:angle_alpha>
<PDBx:angle_beta>117.80</PDBx:angle_beta>
<PDBx:angle_gamma>90.00</PDBx:angle_gamma>
<PDBx:Z_PDB>4</PDBx:Z_PDB>
</PDBx:cell>
</PDBx:cellCategory>
<PDBx:database_PDB_matrixCategory>
<PDBx:database_PDB_matrix entry_id="1GOF">
<PDBx:origx11>1.000000</PDBx:origx11>

(£ DDBJ CBLLD
T:: 1]
[EFEEIE: PDB format
| ATOM 2 CA ALA 1 38.356 -0.999 0.357 1.00 42.26 1GOF 220]|
(£ DDBJ C@BLLD
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[RFEIE: PDBML

<PDBx:atom_site id="2">
<PDBx : group_PDB>ATOM</PDBx : group_PDB>
<PDBx:type_symbol>C</PDBx:type_symbol>
<PDBx:label_atom_id>CA</PDBx:label_atom_id>
<PDBx:label_alt_id xsi:nil="true" />
<PDBx:label_comp_id>ALA</PDBx:label_comp_id>
<PDBx:label_asym_id>A</PDBx:label_asym_id>
<PDBx:label_entity_id>1</PDBx:label_entity_id>
<PDBx:label_seq_id>1</PDBx:label_seq_id>
<PDBx:Cartn_x>38.356</PDBx:Cartn_x>
<PDBx:Cartn_y>-0.999</PDBx:Cartn_y>
<PDBx:Cartn_z>0.357</PDBx:Cartn_z>
<PDBx:occupancy>1.00</PDBx:occupancy>
<PDBx:B_iso_or_equiv>42.26</PDBX:B_iso_or_equiv>
<PDBX:auth_seq_id>1</PDBx:auth_seq_id>
<PDBx:auth_comp_id>ALA</PDBx:auth_comp_id>
<PDBx:auth_asym_id>A</PDBx:auth_asym_id>
<PDBx:auth_atom_id>CA</PDBx:auth_atom_id>
<PDBx : pdbx_PDB_model_num>1</PDBx:pdbx_PDB_model_num>

</PDBx:atom_site>

(£ DDB

DA Dioas Basik of fapas

LT

30

[RFEEfR: PDBML DS AR (extatom)

<PDBx:atom_record id="2"> ATOM 1 A A 1 1 ? . ALA ALA C CA CA 38.356 -0.999 0.357 1.00 42.26
</PDBx:atom_record>

(£ DDB]

DA Dioas Basik of fapas

S
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PDBMLORERWECZ 3 - BEWEZ S

2%  Westbrook et al. Bioinformatics (2005) 21(7):988-992.

RwiZla:

o JWHDWHICED SN TS,

XML Schema: http://pdbml.pdb.org/schema/pdbx.xsd
o JLRMED D 5.
o 7077 LATHRORT WV, (o HEK)

MWk Z A

o [EME ADEEEZTDICIZEL TR,
o 77 ANYAXMWKREL LS,
A¥x—= (7 DEWR) OB (HARE, k) ?2) BN,

(£ DDBJ @BeLS

32
=3
XML DERERGE
<protein pro name="A Peptide"> protein < element name
<chain chid="A"> pro_name-= attribute name
<residue resno="1"> A Peptldes\ attribute
<res_name>ALA </res_name>
</residue>
<residue resno=""> "
<res_name>GLY </res_name>
</residue> chain
<residue resno="3"> chid
<res_name> ILE </res_name> A
</residue>
</chain>
</protein> ﬁk
residue residue residue
resno resno resno
element—-—=. A1 A GLY ILE
XML ICE IZARME (ANFHEE) 2 LT\ 5, 2554 (element) & JE@1E (attribute) 225 7 5,
TIHE 2 R 1Z XML Schema 7z E TERINL TV 5,
(£ DDBJ PR @
A DBk o fepen = S —— 33
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XPath & XQuery

XML OfEEZ Mg UL, FEEICHEI 2R D ATREIC 22 5, PDBj @ XML T —% R— 2 %
MRT2HEZ2HY H 5.

XPath XML XEDOAREEDOIE L/ — T, H35M20M-Tb02ET. BE AHIZ—
2721,
XQuery XPath & [EfR7223, X D EMELRFMECEROREVEZIEETE 5,

¢ DDB) ey

“_ 34

pdbMLplus DEiE

XPath /XQuery % {#i 9 72 ® 121 pdbMLplus D& (R ¥ —) % & HREH > T 2465808

b5,
2%  http://pdbjs3.protein.osaka-u.ac.jp/xPSSS/schema.html

datablock TRTHOILY FYlddatablock THl £ 5,
@datablockName datablock DJ&ME= PDB ID
citation_authorCategory WX DEEZEDA T T
citation_author
@name i XL DFEH %
citationCategory WX DA T Y
citation i X D IEHR
journal_abbrev HEFEDWEFR (J. Biol. Chem. %2 &)
journal_volume HERED Volume Hor
page_first i L DR D R — P s

¢sppB) @D

- 35
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entity_src_natCategory
entity_src_nat
common_name
pdbx_organism_scientific
exptlCategory
exptl
method

(2008.11.27-28)

& R EBRNT- A
Y OEFR (Human)
¥4 (Homo sapiens)
TR T

FEERTFE (NMR, X-ray, etc.)

DBLLS)
COBCLS, .
xml-based Protein Structure Search Service (xPSSS)
@
R=T D FHEBIZ XQuery & XPe;th D7
P .
37
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XPathtRZEDEZR

in  (2008.11.27-28)

/datablock[fREZE M) /AT A 7 &

MRS IZ R THRY,,

LT

38

XPath Ol (1)

TRTHOPDB ID Z2%%7 5.

datablock
@datablockName

=

/datablock/@datablockName

e
Mmm
"
e
&
A
%

(£ DDBJ
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s

DDBJing & KEGGing & PDBjing
PDB;j

XPath Dl (2)

HELRINET D,

datablock
citation_authorCategory
citation_author
@name

=

/datablock/citation_authorCategory/citation_author/@name
TRTOLY P DTRTOXHD TR TOEHEADINEFEI NG,

(_,:'3 DDB]

Dions Basik o fapas.

LT

40

XPath Dl (3)

o HB IV VY (lgof) DEZEHZTRNTINET L, =

/datablock[@datablockName=’1GOF-noatom’]
/citation_authorCategory/citation_author/@name

o FHEHAM Ito, N" ZEL LY N 2HIET L, =

/datablock[
citation_authorCategory/citation_author/@name=’Ito, N.’]
/@datablockName

(£.DDE) LT

Dions Basik o fapas.
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PDB;j

XPath Dl (4)

o ST {EAHY100000 A LDy TR GH Ty MY ZHIET 5.
/datablock[entityCategory/entity/formula_weight >= 100000]/@datablockName
o VBERHEL Loa~Y vy 7 ARGV MY RAIET S,

/datablock[struct_confCategory/struct_conf/pdbx_PDB_helix_length >= 30]
/@datablockName

o I TEAY100000 LA EDIyF2 &R, HO30RIEM EDa~) vy 7 RAZ2GL L Y 2SI
T35,

/datablock[ entityCategory/entity/formula_weight >= 100000
and struct_confCategory/struct_conf/pdbx_PDB_helix_length >= 30]

/@datablockName

(£ DDB]J CBLLD

..DDBJ COBCLS? o
XQuery REDER

“for ... where ... return” D3FEATE.

for $b in input() XPath
where $b Diii7z TR E 5
return
<datablock>
(BT 74741}
(ES 74 7 b2}
UET 74 5 4 3)

</datablock>
whereffiild 7 { TH B\,

(£ DDBJ

CBLLS
R 3
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XQuad: XQuery Advisor for PDBML

il

1. XQuery l3—fD 7w 775307

— I XQuery 7’01 7' F L&A TIz\0»
— XQuad

(£ DDBJ

@

in  (2008.11.27-28)

RBEDT, RAY=FHDIFRETT,

A Data Bask of Japaz e 44
XQuadZ®d 1
PDBj &5 irroen Search Service) Mt
.L\‘::::::im Iy :I.... s T i '—---'_:--:q_’_ ——
I:.:I.”: w:.x.:: ::.. - PDBj PDEMI. XQuery Advisor [XQuad) e
xPSSSDXRX—= 206 XQuad DV v 7
o> < XQuad .

N

<2 pDE) @ .
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PDB;j
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