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About xPSSS

Quick Search
Enter a PDB ID: | Display size per page [16
Enter a keyword : | Display size per page [16
Enter a PDB ID

for Theoretical Model: |

Advanced Search

click here

XPath Search

What is the structure of pdbML?...An explanation is here!

What do categories and items mean?...The mmCIF dictionary is here!
How can you make an XPath?...Samples are here!

About the structure of pdbMLplus...pdbMLplus schema file

xPS55 Soap Service...Example Page
More information.. Update Information

XPath Display size per page|16

[ Serd Duery ][ Reset |[Create XPath |
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Enter a PDB ID

About xPSSS

Quick Search

for Theoretical Model: |

Advanced Search

click here

XPath Search

What is the structure of pdbML?...An explanation is here!
What do categories and items mean?...The mmCIF dictionary is here!

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

About the structure of pdbMLplus...pdbMLplus schema file

xPS55 Soap Service...Example Page
More information.. Update Information

XPath Display size per page|16

[ Serd Duery ][ Resst |[Create XPath




2. PDBIDAFBHDOEDIRE

(B F—T—FTREIT DHEE



Mirror of

SIPIDEB

FROTEIN DATA BANK

JAILEA—F: *

" L.
by "i ,-'-\(

el e

About xPSSS

Quick Search
& and
Enter a PDB ID: |
m Lb,
nter a keyword : [ papain EEOT: %:E)ﬂ. ﬁl:.o
Enter a PFDBE 1D
for Theoretical Model: | [ sesrch |

Advanced Search

click here

XPath Search

What is the structure of pdbML?...An explanation is here!
What do categories and items mean?...The mmCIF dictionary is here!

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

About the structure of pdbMLplus...pdbMLplus schema file

xPS55 Soap Service...Example Page
More information.. Update Information

XPath Display size per page|16

[ Serd Duery ][ Resst |[Create XPath




| ) sed Protein Structure :Se,_a_ Service)
« B - P a ™ - % ‘;.""-:‘N-_- . "'="'~1.‘ o ‘ = &5 ., A
Result Page
(More information appears when each PDB-ID code is clicked.)
65-66 /66
Query
keyword : [papain]
Prey
Return to xPSSS Top )
6PAD
descriptor :PAPAIN (E.C.3.4.22.2)-BENZYLOXYCARBONYL-PHENYLALANYL-METHYLENYLALANYL DERIVATIVE (ZPACK)
title : BINDING OF CHLOROMETHYL KETONE SUBSTRATE ANALOGUES TO CRYSTALLINE PAPAIN
authors : Drenth, J., Kalk, K.H., Swen, H.M.,
exp.method : X-RAY DIFFRACTION
depositiondate :1976-11-01
release date :1984-02-17
9PAP
descriptor :PAPAIN (E.C.3.4.22.2) CYS-25 OXIDIZED
title : STRUCTURE OF PAPAIN REFINED AT 1.65 ANGSTROMS RESOLUTION
authors : Kamphuis, I.G., Kalk, K.H., Swarte, M.B., Drenth, J.,

exp.method : X-RAY DIFFRACTION
deposition date :1986-03-31
release date :2003-04-01

Prey I

Return to xPSSS Top)




. o g ». xPSng(’gmlaﬂ)ased Protein Structure SearqESewﬂé) £ “'LJE
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Summary Page

(Structural Details)(Experimental Details)(Functional Details)( Sequence Neighbor |[Download/Display)

PDE 1D : 9PAP

Descriptor :PAPAIN (E.C.3.4.22.2) CYS5-25 OXIDIZED

Title : STRUCTURE OF PAPAIN REFINED AT 1.65 ANGSTROMS RESOLUTION
Functional Keywords :HYDROLASE (SULFHYDRYL PROTEINASE)

Biological source : [SWS - PAPA_CARPA] Carica papaya (Papaya)

Total number of units - 31
Total molecular weight: 24435.6

Authors and References

Kamphuis, I.G. and Kalk, K.H. and Swarte, M.B. and Drenth, J. ( deposition date: 1986-03-31,refease date: 1986-10-24)
Structure of papain refined at 1.65 A resolution, /. Mo/l Biol., 179:233 -256, 1984. (PubMed : 6502713)

Structul'ilzl'jﬂges _ *ﬁ E1 ﬁ) AN ‘i*ﬁ 2T
@ po Jv3o>h§i*§ §ET B, %’;ﬁ

_ rotated about x by  rotated abouty by .
normal position 90° 90° viewer

250X250 500X500 250X250 500X500 250X250 500X500 PDBjViewer |V version3

PDBjViewer and jV version3 is used with Java(TM)Plug-
in1.4 and Java3D 1.3(PDBjViewer) or JOGL library 1.0
(jVv version3).

Back][Top
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PDEBjViewer

Visnalization of structure and swrface of rolecules iz performed by a Java applet prograta called 'PDBjWiewer'. The prograte PDE{Viewer' has been
desveloped by Elengo Finoshata (Graduate School of Integrated Science, Vokohara City Unsrersity) and Harala Nakaranra (Institute for Protein Besearch,
Dizaka Unveristy), as one of the actmvities of Protein Data Bank Japan (PDB}), supported by grant-in-aid from Institute for Bioirdormatics Research and
Development, Japan Science and TechnologyCorporation (BIRD-JST). The PDBjViewer Yersion 1.0 i freely distributed from this Web page.

Towo irnage windows are opened. The stroctare of the moleculs is shown in the left window and the moleolar swface is displayred i the right window,
The mouse control is as follows.

action Windows
rotate x, v left

EO0L &+ left
translate x, v right

In order to use PDBjViewer, Java Plus-in and Java 3D APT mst be installed on wour corguter. The version requirernents are as follows.
JRE {includes Javva Plug-ing 1 4.1 or later (recormrmend 1.4.2)
Tarwa 3D APT (OpenGLy 1.2.1 or later (recorenend 1.2.1_04)

[rnportant notes

« ¥om can select two kinds of raplernentation of Java 30, Open3L wersion and Divects versioz. But, PDBjViewer orly work with Open3L version

at present.
« PDBjViewer does not work with JRE from 141 03to 1.4.1 08,

FDBViewer can be used as a stand-alone progratn as well as an applet with the satne requirernents as abosee. Inaddition to rouse cortrols, 4 corumand
live interface is provided.

j¥ vexsion 2

1V wersion 2 iz an advaneed version of PDEjViewer, which canbe used only as a stand-alone prograrn. It enables to display more than one moleeule irnages
at the same tirne and their display rmodels and transforrms canbe operated separately. An ardtnation of molecules can be also performed. V¥ wersion 2 nins
with HET frarnewaork 1.1 on the Windows platform. Therefore the NET framework rmust be installed on wor corgoter.

j¥ vexsion 3
J¥ wersion 3 runs on Java Foantime Erviroranent (TRE). It iz now uged to display molecules and their swrfaces as a Java applet prograr. It requires the
following softwares.

JREE 142 0orlater  (recorenend 1.4.2 05)
JoOGL10
JOGL (Tava bindings for OpenGL) lbrary version 1.0 is available here [ Windows, hdac O5 5, Linnx].

Download jV & PDBjViewer [bitary, soures code ]




[9PAP] Structural Details Page

r R i e
sed Protein Structure Sear

of

[Sumary][Experimental I]etails][FunctinnaI DetaiIs][Duwnload;’Display][ LinI-r.J

Entity

Entity ID| DB Name DB Accession

Type Description

| Formula weight| Number of molecules| Descriptive key words

SWS

PO0784

polymer PAPAIN

23459.6

PAPAIN

PAPAIN PRECURSOR
EC3.4.22.2

PAPAYA PROTEINASE
PPI

Hydrolase

Thiol protease
Zymogen

Signal

3D-structure

| 2

Inon-polymer |OXYGENS BOUND TO CYS SG||

48

E

Inon-polymer METHANOL |

32

| 4

|water |water |

18

Composition and molecular weights

\Polymer number of chains 1
\Polymer molecular weight  [23459.6
\Non-polymer number of chains | 30
\Non-polymer molecular weight| 976
Total number of units 31
|

| Total molecular weight 24435.6




[9PAP] Experimental Deitals Page (X-RAY Details)

(Summary | [ Structural Details|(Functional Details|[Download/Display)[ Link |

Unit Cell / Resolution

*(znnz-na-nsj\

R_factor
(Number of Observation)

work

0.1
(243

*(2003-03-03)

Cell axes [A] 45.200 104.640 50.880
Cell angles 90.00 90.00 90.00
Spacegroup P212121
Experimental method X-RAY DIFERACTION

Resolution limits [A] 10_@'(2D03-D3-03}D 1.65
Overall isotropic B
* annotated at PDBj (date)

Back][Top



[9PAP] Functional Details Page ( 8 -version)

about Functional Details Page

(Summary] [ Structural Details)(Experimental Details)(Download/Display)( Link |

Functional Information from G(Q Data

| GOid | Aspect | contents
10006508 |biological process |proteolysis and peptidolysis
|{}D‘| 6787 |mo|ecu|ar function |hydmlase activity

10008234 imolecular function |cysteine-type peptidase activity
10004197 |molecular function |cysteine-type endopeptidase activity

Functional Information from eF-site

site_id: PS00139

\type prosite
|an&arafﬁes'mms|‘l 2
|DetalIs |Eukaryotic thiol (cysteine) proteases cysteine active site. Q-x(3)-[GE]-x-C-[YW]-x(2)-[STAGC]-[STAGCV]

| A |GLN19-ALA30|

site_id: PS00640

\type prosite

Number of 20

Residues

Details Eukaryotic thiol (cysteine) proteases asparagine active site. [FYCH]-[WI]-[LIVT]-x-[KRQAG]-N-[ST]-W-x(3 )-[FYW]-G-x{
M EYWI-TI WVMEYGT-w=T1 IVMF




Functional Information from Swiss-Prot

site_id: SWS_FT_FI1
type lenzyme active site(ACT_SITE)
|Number of Residues |3
|Details |
|Chain| Residue
| A | CYS25
| A |HIS159
| A |ASN175

Catalytic Information from CATRES

site_id: CATRES1

\type catalytic site

\Number of Residues 4

|Detm1's |a catalytic site defined by CATRES, Medline 95004050, 95147708,97377017
|Chain| Residue | Details

| A |ASN175 activates water, cofactor or residue. primes H159

| A | CYS25 |nucleophile. attacks carbonyl carbon of scissile peptide bond

| A | GLN19 |transition-state stabilisation. stabilises oxyanion hole

| A | HIS159 |acid.r’base, activates water, cofactor or residue. primes C25 and then activates water for hydrolysis of intermediate

site_id: extCATRES1

type catalytic site

Number of 3

Residues

Details Mapped from 8pch to 9pap using BLAST. All catalytic residues present. Original details record follows: a catalytic site dt
by CATRES, Medline 98154318

|Chain| Residue| Details

| CYS25 |nuc|eophi|e. attacks carbonyl carbon of substrate

A
| A | GLN19 |activates water, cofactor or residue. primes H159

- | Pl . B an N - -




(Sunmmary | [ Structural Details||Experimental Details|(Functional Details|| Link |

file format file name | Display |Download

POB format. all pdb9pap.ent.Z(58k) |[ display || download |
header only pdb9pap.ent.Z(3k) |[ display ([ download |

mmCIF 9pap.cif.Z(70k) |[ display || download |
all 9pap.xml.gz(77k) |[ display | |["download |

XML no-atom |9pap-noatom.xml.gz(13k) |[ diselay ||[ download |
ext-atom (9pap-extatom.xml.gz(43k) |[ display ||[ download |




f:xPSSSh_(xml-based Protein Structure Sear___c_:h- Semce]

Links Page

[Sumary]fﬂtructural Detailgj[Experimental Details: fFunctinnaI DetaiIs}[ﬂnwnlnadmisplaﬂ

<9PAP>

PDB(Protein Data Bank RCSB mirror)

CATH(Class, Architecture, Topology and Homologous superfamily)
CE(Combinatorial Extension of the optimal path)

eF-site(electrostatic surface of Functional-site)

FSSP(Fold classification based on Structure-Structure alignment of Proteins)
SCOP(Structural Classification Of Proteins)

SWISSPROT(Swiss-Prot Protein Knowledgebase)

VAST(Vector Alignment Search Tool)

GenBank/DDB.J/EMBL (Direct link to DDB.) (SWS - PO0O784)

Go H 2h R e =D

Back][Top
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Summary Page

—
(Structural Details)(Experimental Details)(Functional Detai I@nce Neighbor ] (Doynload/Display)( Link |

PDE 1D : 9PAP

Descriptor :PAPAIN (E.C.3.4.22.2) CYS5-25 OXIDIZED

Title : STRUCTURE OF PAPAIN REFINED AT 1.65 ANGSTROMS RESOLUTION
Functional Keywords :HYDROLASE (SULFHYDRYL PROTEINASE)

Biological source : [SWS - PAPA_CARPA] Carica papaya (Papaya)

Total number of units - 31
Total molecular weight: 24435.6

Authors and References

Kamphuis, I.G. and Kalk, K.H. and Swarte, M.B. and Drenth, J. ( deposition date: 1986-03-31,refease date: 1986-10-24)
Structure of papain refined at 1.65 A resolution, /. Mo/l Biol., 179:233 -256, 1984. (PubMed : 6502713)

Structure Images

Ol L ' "dl'c,: L -7
rotated about x by  rotated about y by viewer
90° 90°
250X250 500X500 250X250 500X500 250X250 500X500 PDBjViewer jV version3

PDBjViewer and jV version3 is used with Java(TM)Plug-
in1.4 and Java3D 1.3(PDBjViewer) or JOGL library 1.0
(jVv version3).

normal position

Back][Top
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[9PAP| Sequence Neighbor Page

Sequence Neighbor Page shows the Sequence Navigator Results

Query ID: [OPAP]

Default Clustering Option: [E-value <= 1]
Comment: 9PAP Represented by ICVZA
One Cluster (42 chains)

1CVEZAR Exact Matches: 1BP4 1BQI 1FIPA 1PFPF 1POPA 1STFE 1PE& SPAF 1PPFD 4PAD
2PAD 1PAD &6PAD S5PAD

Seq. Identity: 98% Seq. Positives: 100% E-value: &-127 Scere: 449 Coempound: PAPAIN PEPTIDIC INHIBITOR
New Search [IKHQA]| Structural Superpesition

1CVZA 1 (212) IPEYVDWROKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGHNLNQYSEQELLDCDRRSYGCNGGY PWSALOLVAQYGIHYRNTY PYEGVORYCRSREKGPYARKTDGVROVE
1EHOA 1 (212) IPEYVDWRQKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGHNLNEYSEQELLDCDRRSYGCNGGY PWSALOLVAQYGIHYRNTY PYEGVQRYCRSREKGPYARKTDGVROV

1KHQR Exact Matches: 1EHFA 1FPPN

Seq. Identity: 67% Seq. Positives: 79% E-value: 9%9&-84 Scere: 304 Compound: PROTEASE OMEGA(E.C.3.4.22.30) (CYS 25 WITH BOUND MERCURY)
MNew Sfﬂffh[lpmll Structural Superposition

1CVEA 1 (216) IPEYVDWRQKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGNLNQYSEQELLDCDRRSYGCNGGY PWSALQLVAQYGIHYRNTY PYEGVQRYCRSREKGPYARKTDGVROV]
1EPO 1 {216) LPENVDWREKKGAVTPVRHOGSCGSCWAFSAVATVEGINKIRTGELVELSEQELVDCERRSHGCKGGY PPYALEYVAKNGIHLRSKY PYKAKQGTCRAKQVGGPIVETSGVGRY

Seq. Identity: 66% Seq. Positives: 79% E-value: 3e-83 Score: 302 Compound: CARICRIN
MNew Search[]MEG]] Structural Superposition

1CVEA 1 (216) IPEYVDWRQKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGNLNQYSEQELLDCDRRSYGCHGGY PWSALDLVAQYGIHYRNTYPYEGVORYCRSREKGPYARKTDGVROV(
1MEG 1 (216) LPENVDWRKKGAVTPVRHQGSCGSCWAFSAVATVEGINKIRTGKLVELSEQELVDCERRSHGCKGGY PPYALEYVAKNGIHLRSKY PYKAKQGTCRAKQVGGPIVETSGVGRV]

Seqg. Identity: 66% Seg. Positives: 78% E-value: le-82 Score: 300 Compound: PROCARICAIN
MNew S’EﬁiT‘Eh[]F"CIB]] Structural Superposition

1CVEA 1 {216) IPEYVDWROKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGHLNQYSEQELLDCDRRSYGCNGGY PWSALOLVAQYGIHYRNTY PYEGVORYCRSREEGPYARKTDGVROV
1ECIB 96 (216) LPENVDWREKKGAVTPVRHOGSCGSCWAFSAVATVEGINKIRTGELVELSEQELVDCERRSHGCKGGY P PPYALEYVAKNGIHLRSKY PYKAKQGTCRAKQVGGPIVETSGVGRV]

1PCIEB Exact Matches: 1PCIC 1PCIA



Seq. Identity: 41% Seq. Positives: 55% E-value: 4e-27 Score: 116 Compound: CATHEPSIN L4-BIFHENYLACETYL-CYS5- (D) ARG-
New Search []MHWB]] Structural Superposition

1CVZA 2 (172) PEYVDWROQEGAVTPVENQGSCGSCWAFSAVVTIEGIIEKIRTGHNLNQY SEQELLDCD--RRSYGCHGGY PWSALQLVAQY -GIHYRNTYPYEGVQR
1MHWE 2 (172) PRSVDWREEGYVTPVENQGQCGS-WAFSATGALEGOMFRETGRLISLSEQNLVDCSGPQGNEGCHGGLMD Y AFQYVODNGGLDSEESYPYEATEE

1IMHWE Exact Matches: 1MHWA

Seq. Identity: 3 : e E-value: 4e-26 Score: 112 Compound: DIPEPTIDYL PEPTIDASE I
New Search [1J@A]| structural Superposition

1CVZA 1l (220) IPEYVDWROEGA---VTPVENQGSCGSCWAFSAVVTIEGIIKIRTGNLN--YSEQELLDCDRRSYGCNGGY PWSALQLVAQ-YGIHYRNTYPYE
1J0FPA 121 (220) LPESWDWRNVRGINFVSPVRNQESCGSCYSFASLGMLEARIRILTNNSOTPILSPOEVVSCSPYRAQGCDGGFPYLIAGEYAQDFGVVEENCFPYT

Seq. Identity: 28% Seq. Positives: 43% E-value: 5e-19 Score: 8% Compound: CATHEPSIN B
New Search [1ITOA]| structural Superpesition

1CVEZA 1l (£244) IPEYVDWROEGAVITP----VENQGSCGSCHWAFSAVVTIEGIIKIRTGNLNQY SEQELLDC--DRRSYGCHNGGY PWSALQLVAQYGIHYRNTY ---
1ITOA 1l (£244) LPESFDAREQWPNCPTIEEIRDOGSCGSCHAFGAVEAISDRICIHSHNVNVEVSAEDMLTCCGGECGDGCHNGGF PSGANNFWTEEGLYVSGGLYNSH

Seq. Identity: 28% Seq. Positives: 42% E-value: Z2e-18 Score: 88 Compound: CATHEPSIN B
New Search [IDDQM] Structural Suparposition

1CVZA 1l (£244) IPEYVDWROEGAVTP----VENQGSCGSCHWAFSAVVTIEGIIKIRTGNLNQY SEQELLDC--DRRSYGCHNGGY PNSALQLVAQYGIHYRNTY ---
1Q0D0OA 1l (£244) LPESFDAREQWPNCPTIEEIRDQGSCGSCHWAFGAVEAISDRICIHSHNVNVEVSAEDMLTCCGGECGDGCNGGEPSGANNFWTEEGLVSGGLYNSH

Seq. Identity: 29% Seqg. Positives: 41% E-value: Z2e-18 Score: 88 Compound: CATHEPSIN B
New Search [IGMYC]| structural Superpositien

1CVZA 7 (£36) WROQEGAVIPVENQGSCGSCWAFSAVVITIEGIIEIRTGHN--LNQYSEQELLDC--DRRSYGCHGGY PHSALQLVAQYGIHYRNTY - ------ PY--
1GMYC 12 (£36) WPQCPTIEEIRDQGSCGSCWAFGAVEAISDRICIHTHNAHVSVEVSAEDLLTCCGSMCGDGCHGGY PAEAWNFNTREGLYVSGGLYESHVGCRPYSI

1GMYC Exact Matcheas: 1GMYA 1GMYE 3PEH 1CSBED 1CSBA 1HUCA 1HUCC 1FEH 2PEH

Seq. Identity: 28% Seq. Positives: 43% E-value: Z2e-17 Score: 84 Compound: CATHEPSIN B
Mew Search []THEA]] Structural Superposition

- EE R W - =) B e —— T L R — P I T I T T T T " YT Y T T T T T I T T I T T .
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Close
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xPSSS (xml-based Protein Structure Search Service)

[MAKT) Experimenial Deitals Page (X-RAY Details)

[Sumary:lfﬂtructural Detailsj[Functinnal Detai Is:fSEquenae hIEigthr‘j[lﬂﬁwnlnadfﬂisplay:

Tmit Cell / Resolution

Cell axes JA] 50 062 62 451 30.517
Call angles 00,00 00,00 00,00
Frmaos P 212121 R factor TR EI?EEE?)
Experimental method Z-RAY DIFFRACTION (Number of Gbservation) —
Resolution uits [A] 10.0 15
Chverall isotropic B

Ihffraction

Diffraction id | DiffracHon source Diffraction type wave lengih
1 ROTATING ANODE |[RIGAKTLTAC RU-H2ZE 1.541%

Crystallization Conditions

crypstal id |crystal growilh method crystal growth pH crystal growil temp
1 445




= et |

Electron Density Map (EDM) Create
Option Page

F pin i
VA contour map _)izo sutface

() center of the whole map

Chain Residue Litorn
O Atom ID: I I
O coordinates: [ i I I
map size: 10 A
[ contour level: |1 T
colof: rO.0 1.0 g/1.0

isosutface tranceparency level: [0.5

[ submit Hreset]

1V o
Atom: O0EZ 277 EReszidue: GLU 35 File: 1
V=
atom: NEL 502 FResidue: TRP 63 File: 1
V=
-

[ create option ]
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Mirror of

SIPIDEB

FROTEIN DATA BANK

About xPSSS

Quick Search
Enter a PDB ID: | Display size per page [16
Enter a keyword : | Display size per page [16
Enter a PDB ID

for Theoretical Model: |

Advanced Search

click here

XPath Search

What is the structure of pdbML?...An explanation is here!

What do categories and items mean?...The mmCIF dictionary is here!
How can you make an XPath?...Samples are here!

About the structure of pdbMLplus...pdbMLplus schema file

xPS55 Soap Service...Example Page
More information.. Update Information

XPath Display size per page|16

[ Serd Duery ][ Reset |[Create XPath |




—
__Perform an exact word match

U Authors of primary citation only!

PDB ID: [
month day  wear
after = ¥
Release Date: month day  wvear
hefore ¥ ¥
1] and
and
Citation Author: ‘: : an
e.z.: Nakamura, H.
Title |
Journal: ER g
Year |
Volume |
Contains Chain Type: Yes No ignore
O O ®  polypeptide(L)
O O ®  polypeptide(D)
O0@® polydeoxyribonucleotide
O0@® polyribonucleotide
O0@® polysaccharide
Compound Information: [
Title: [
EC Number: |
Ligands and Prosthetic groups: [
Number Length
Number of Chains and Chain length: | - | -
min max min max

Experimental Technique: [

Resolution:

smaller than or equal to I A
larger than or equal lol A

Source: [

Host Species: [

Display size per page[16
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About xPSSS

Quick Search
Enter a PDB ID: | Display size per page [16
Enter a keyword : | Display size per page [16
Enter a PDB ID

for Theoretical Model: |

Advanced Search

click here

~ Y|
\XPath Search >

What is the structure of pdbML?...An explanation is here!

What do categories and items mean?...The mmCIF dictionary is here!
How can you make an XPath?...Samples are here!

About the structure of pdbMLplus...pdbMLplus schema file

xPS55 Soap Service...Example Page
More information.. Update Information

XPath Display size per page|16

[ Serd Duery ][ Reset |[Create XPath |




R EITR R X
/datablock[#&ZEEH] /8 H714T L

\ ETHDI7AILH <PDBx:datablock> &LV5445
TIRFEH-TLVST=8,

AT DELDFBREEDFEBREE AL

/datablock][

entityCategory/entity/pdbx_description = "MYOGLOBIN®]
/refineCategory/refine/ls d res high

LS

<xql:result>
<Is_d res_high ino:id#"3"
instance'>2.07</1s_d _res _high
<Is_d res_high ino:i1d#"6"
instance'>1.84</1s_d _res_high:
<Is_d res _high ino:id#"9"

instance'>2.07</Is_d res_

xmIns:xsi=""http://www.w3.0rg/2001/XMLSchema-
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-

xmlns:xsi1=""http://www.w3.0rg/2001/XMLSchema-



@ILJE & (attribute) 27~ 9

NET77MILESHI8087 IDPDBI—F%RT
/datablock(:)no:id = "107"] (:§atablockName

wm \ \

<xgl:result>

<datablock| datablockName3"104D-noatom| ino:id:110"
XmlnS:XSi:"LttpT77WWWTW3TOrg/2001/XMLS =

instance''>
</datablock>
</xgl:result>

ino-id % datablockName ¥, <datablock> D& T4H



and %2 or ZFHHULM =R

fEmaR (EME) A P1 TERFEBWMWIR)THEMIIEE
/datablock[
(refineCategory/refine/pdbx_method to determine_ struct
= "MIR") and
(symmetryCategory/symmetry/space_group name_ H-M
= "P 19)]}
/@datablockName

—30TH800A LI LD KEL BB FDREE

/datablock[ (cellCategory/cell/length a > 800.0) or
(cellCategory/cell/length b > 800.0) or
(cellCategory/cell/length c > 800.0)]

/@datablockName

EEIRGAL &

or —_ and —_ — 1= —_ <= < >= >

HEOTCOBEIZOLELTEHOK



HEEXF T

RIRDHIT

/datablock[

(cellCategory/cell/length _a >|800.0)| or
(cellCategory/cell/length b >|800.0)| or

(cellCategory/cell/length c >|800.0)(]

/0datablockName

ol #ETDTEIFE

FHEEDIELY,

['800.0’ Jt‘d’étlf)'(—??ll DeERIZZ>TLE
Ly, ELWMEENFoNALY,




EREREDIEE
E/R—DHRFEN10OF LU LD FA

@ /datablock[
entityCategory/entity/formula weight > 100000 ]

/ entityCategory/entity/pdbx_description

L9 BE. BT BdatablockIDETH (DFEYHE
D) pdbx_descriptionBERKENS,

@ /datablock/entityCategory/entity
[ formula weight > 100000 |}
/ pdbx _description

ETHDHKLY,




\

datablock ‘:>

A \/
| /[ 1\ o
eng/tyCateéery

\

\

entitQ\ entity
\

//'_\\
pdbx__

\descr ipti on/>

formula <
_weight

QnEBE



[EEZEADIXHEEATRE

RIR—2 DI DL R
/datablock/entityCategory/entity|

ormeda weight > 100000]
Wn atablockName

BEEZ2DEIHADIZ-TEHEZRT




XPath Search@® (1)

£PDB IDD')A+EH 5,

/datablock/@datablockName

XikE & EL T Nakagawa, A” 28 FET 5,

/datablock[citation_authorCategory/
citation_author/@name=‘“Nakagawa, A']
/@datablockName

10ELYUEWN o —ANYYIRERET D,

/datablock[struct _confCategory/struct _conf/
pdbx PDB helix_length>=*“11"]/@datablockName




XPath Search® 5 (2)
DNALE S AREZHELTWVADNAKK S EREERET D,

| Xpath Query]

/datablock[struct_keywordsCategory/struct_keywo
rds/pdbx_keywords="DNA BINDING PROTEIN" and
entity polyCategory/entity poly/type="polyd
eoxyribonucleotide” ]/@datablockName



. Mirro

About xPSSS

Quick Search

Enter a PDB ID: | Display size per page |1"-‘i
Enter a keyword : | Display size per page [16

rof

SIPDB

FREOTEIN DATA BANEK

Advanced Search

click here

SHHx

FOHD D

ECE&E= '1.1.1.1°%1

XPath Search

}1(}.

What is the structure of PDB-XML?...An explanation is here!

What do categories and items mean?... The mmCIF dictionary is here!
How can you make an XPath?...Samples are here!

About the structure of PDB-XMLplus...PDB-XMLplus schema file
xPSS8S Soap Service...Example Page
More information.. Update Information

XPath Display size per ]}agelm

idatablocklentityCategorylentity/pdbx_ec="1.1.1.1)@datablockMame

Send Query ) [ Resst | [Greate XPath |




Result Page 1 - 16 / 67

[/datablock[entityCategory/entity/pdbx_ec="1.1.1.1"]/@datablockName]

Return to Quick Search Top

<ino:response xmlns:xql="http://metalab.unc.edu/xgl/ ">
<xql :query>/daotablock[entityCategory/entity/pdbx_ec="1.1.1.1"]/8datablockNome</xql : query>
<ino:messoge ino:returnvalue="0">
<ino:messageline>fetching cursor</ino:messogeline>
</ino:message>

<xgl:result>
<datablock
<dotablock
<datablock
<dotablock
<datablock
<dotablock
<datablock
<dotablock
<datablock
<dotablock
<dotablock
<dotablock
<dotablock
<dotablock
<datablock
<datablock

«/xgl:result>=

dotoblockMom
daotablockMom
dotoblockMom
daotablockMom
dotoblockMom
daotablockMom
dotoblockMom
daotablockMom
dotoblockMom
dotablockMom
dotoblockMom
dotablockMom
dotoblockMom
dotablockMom
dotablockMom
dotablockMom

1A4U-noatom
1A71-noatom
1A7Z-noatom
1ADE-noatom
1ADC-noatom
1ADF-noatom
1ADG-noatom
1AGN-noatom
1AXE-noatom
1AXG-noatom
1B14-noatom
1B15-noatom
1B16-noatom
1BZL-noatom
1ETO-noatom
1CD0-noatom

ino:id="399"
ino:id="468"
ino:id="469"
ino:id="655"
ino:id="656"
ino:id="659"
ino:id="660"
ino:id="764"
ino:id="1387"
ino:id="1389"
ino:id="1435"
ino:id="14356"
ino:id="1437"
ino:id="1474"
ino:id="2367"
ino:id="3016"

<ilno:cursor ino:count="67" ino:haondle="1"=
<ino:current ino:position="1" ino:quantity="16"></ino:current>

<ino:next ino:position="17"></ino:next>
</1n0: Cursors

<ino:message ino:returnvalue="@">
<ino:messageline>cursor fetched</ino:messogelines
</ino:message>

</ino:responses>

xmlns :xsi="http:/ /wew.w3. org/2001/XMLS5chema-instance®></datablock>
xmlns:xsi="http://wew.w3. org/2001/XMLS5chema-instance®></datablock>
xmlns :xsi="http:/ /wew.w3. org/2001/XMLS5chema-instance®></datablock>
xalns:xsi="http://www.w3.org/2001/XMLS chema-instance"></datablock>
xmlns:xsi="http://www.w3.org/2001/XMLS chema-instance"></datablock>
xalns:xsi="http://www.w3.org/2001/XMLS chema-instance " ></datablock>
xmlns:xsi="http://www.w3.org/2001/XMLS chema-instance"></datablock>
xalns:xsi="http://www.w3.org/2001/XMLS chema-instance " ></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance"></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance " ></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance"></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance " ></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance"></datablock>
xmlns:xsi="http://www.nw3.org/2001/XMLS chema-instance " ></datablock>
xmlns:xsi="http://www.w3.org/2001/XMLS chema-instance"></datablock>
xmlns:xsi="http://www.w3.org/2001/XMLS chema-instance></datablock>
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for Theoretical Model: |

Advanced Search

click here

XPath Search

What is the structure of pdbML?...An explanation is here!
What do categories anditenr T jctionary is here!
How can you make{gn XPath?...Samples are here!
About the structure of p
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Tma file

XPath Display size per page|16

[ Serd Duery ][ Reset |[Create XPath |
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L 2

xPSSS {xMI-based.-Pﬁiéin‘Etfﬁﬁure Search Servié&}:._:,'..'_ "

Aot xPS5S
Quick Search

Enter a PDB ID; [ search ]Displaﬁ; size per page [18
Enter a keyward Display size per page 16

Entera PDB ID r—'—h\
for Theoretical Model: |  TEEMENS

Mirror of
-
_I-"I-.

FPEOTEIN

-

_—

DAT

',

X

-

B

Advanced Search
click here

XPath Search

What Is the structure of pdbldlL 7 An explanation is herel
What ofo categories and fems mean?. The mmCIF dictionarny is herel
How can ol make an XPath?. Bamples are herel

About the strchirs of Ao pdbMLplus schema file

HPERE Soapn Senice. Example Page
S ETE] S LDownload Page

More information. Update Infarmation
XPath

Display size per pagelis



XPSSS (xrhl-bas‘ed Protein Structure Search :Servié_é)'

- Soap Service -

« PDE|SOARPService fwad))
| Soap method |sample client programs for java sample client programs for perl
getapiversion | |

getserverapiversion |
getserveryersion

getserverecho
%estéiggﬁge Clientd java samplel pl
getcollectionnames
getschemanames
getdoctypenames
getschemsa . _
}uensasstring Ol i m@p__l
HOLeny sample? pl
The libraries required to access.(for Java) The libraries required to access.(for Perl)
1. soap jar (Apache SOARP 2.3.1) Ferl Modules
2. malil jar 1. SOAP: Lite
3. activation jar 2. MiME:Lite
4. werceslmpl jar 3. MiME: Parser
5. xmlParserAPls jar A O stringy
2. Mail Field
6. Mall Header ..



SOAP (Simple Object Access Protocol) example

% ./samplel.pl "/datablock[@datablockName=""12AS-noatom']/struct _site genCategory/
struct_site gen[@info_subtype="catalytic"]" 50
<struct_site _gen auth_validate="N" info_subtype="catalytic™ info_type="CATRES"
Ino:i1d="71" nid=""1" site_i1d=""CATRES1" update_id=""1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance'">

<label comp_ id>ARG</label comp_ id>

<label asym_ i1d>A<label _asym id></label_asym_ id>

<label _seq_1d>100<label _seq_i1d></label_seq_i1d>

<details>transition-state stabilisation. stabilise negatively charged
tetrahedral intermediate</details>
</struct_site _gen>
<struct_site _gen auth_validate="N" Info_subtype="catalytic" info_type="CATRES"
Ino:1d="71" nid=""2" site_i1d=""CATRES1" update_i1d="1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance'">

<label_comp_1d>ASP</label_comp_i1d>

<label _asym_id>A<label _asym _i1d></label_asym i1d>

<label _seq_i1d>46<label_seq_i1d></label _seq_i1d>

<details>acid/base, transition-state stabilisation. stabilises positively
charged NH3+ part of iIntermediate, then as a base removes proton from this, leading
to collapse and formation of asn</details>
</struct_site _gen>
<struct_site _gen auth_validate="N" info_subtype="catalytic™ info_type="CATRES"
Ino:i1d="71" nid=""3" site_i1d=""CATRES1" update_id=""1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance'">

<label _comp_i1d>GLN</label comp id>

<label _asym_id>A<label _asym_id></label_asym i1d>

<label_seq_i1d>116<label _seq_i1d></label_seq_i1d>

<details>transition-state stabilisation. stabilise negatively charged
tetrahedral intermediate</details>
</struct_site_gen>
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PDBj Sequence Navigator ' (beta—version) PDBj

About PDB] Sequence Mavigator

To Enter Mavigator. Input a PDB ID and {optional) Ghain ID

OR Input an AfA Sequence

ENMlTHD'.'u'FL"."II!I'u'IL.'iuN\"NII]'?'EGFH"IF'EE‘T'HDHHVEFFHNFI}PHEHII!".""."DDTH‘r'HE‘r'II!IZ!"."
GIL

| Find All Homaloes

[ Clear Form

Clustering Options
Seq. Identity >= 20X O >= 50% O >= g0x O
Seq. Positives >= 20X O >= 508 O »>= 30X O
E-value <= Exp(-1) & <= Exp(-8) O <= Exp(-12) O
Score >= 10 O >»>= 100 O >= 200 O

0y

Mo Clustering



PDBj Sequence Navigator PDBj

Back to PDB) Hawvigator Top Page

Query Beguence: [CHMTEDWEFLVOLLANYNIGYQGFYIPESYEDRM YAFFENFOPMERQY VDD TEYEEYQOVGIL]
Clustering Option: [E-value <=1]
Cine Cluster (7 chaing)

Cluster 0

Cluster{)

Seq. Identity: 100% Seq. Positiveszs: 100% E-value: le-33 Score: 135 Compound: HEX0OH PROTEIH
Mew Search [1P2ZA]

Query 1 (62) CHMTEDWHFLV(MLANYHIGY QGFYTPESYEDRMY SFFRHAF (PMSROVVDD TEYEETQVGIL

1P2iLA 699 (62) CHMTEDWFLV(MLANYHIGY QGFYTPESYEDRMY SFFRHAF QPFMSROVVDD TEYKETQQVYGEIL

Seq. Identity: 98% Seq. Positives: 100% E-value: 3e-33 Score: 134 Compound: HEXOH PROTEIH
Mew Search [1P30A]

Query 1 (62) CHMTEDWFLV(MLANYHIGY QGFYTPESYEDRMY SFFRHAF QPFMSROVVDD TEYKETQQVYGEIL

1P304& 703 (62) CHMTEDHFLV(MLARYHIGYQGFYTPESYEDRMYSFFRHF JPMSEQVVDD TEYED Y QY EIL



PDB;j Structure Navigator Eooq R

About PDBj Structure Navigator

To Enter Navigator, Input a PDB ID (i1 | and (optional) Chain ID:

@Wsulute} or ~|>=[7 |(relative)
NER: Number of Equivalent Residues

Standley, Toh, Nakamura (2004) PROTEINS 57, 381-391

[ Start Structure Mavigator ]

[ Clear Form ]

Eackto FDE| Top Page



PDBj Structure

Eack to Maviaator Results

Superposition betwe

Mumber of Aligned Residues = 201

RMSD Superposition:

CARMSD = 5424 [FDE File] [FD

1C0ba
1C0ba
19D0a
19D0a
HER Similarity
1C0ba
1C0ba
19D0a
19D0a
HER Similarity
1C0Da
1C0Da
19D0a
19D0a
HER Similarity
1C0Da

LPD-5TIDWE

cCcCc CCCcCC '
-LPESFDAREQWPH
CCCCEEHHHHHCC
05806787760640
D ——HHGCRIF
H CCHHHC
T ECGDGCHE
H HHCHHHHH
56666003556676
HETVW

CcC CCCC
CTGEGDT SETC
CCCCCCC CCCC
00000156665547
GRDFQLYRSGIFTG

=hle: @ Cartoon

O Backbone
@ Query (Blug)WTemplate (Red) O atom

O 100%

Wireframe
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