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Enter a PDB ID:
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Quick Search

nter a keyword : papain
Enter a PDB 1D

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

xPSSS Soap Service.. Example Page

More information.. Update Information

XPath Display size per page|16

Send Ouery ] [ Reset | (Create XPath ]

Result Page

(More information appears when each PDB-ID code is clicked.)

65-66 /66
Query
eyword : [papain]
prev
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
deposition date :1976-11-01
release date :1984-02-17
lapap
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
refease date :2003-04-01

Return to xPSSS Top
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[Structural Details)(Experimental Details)(Functional Details)[ Seauence Neighbor ) (Download/Display) [ Link ]

PDBID : 9PAP
Descriptor < PAPAIN (E.C.3.4.22.2) CYS-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, 1.G. and Kalk, K-H. and Swarte, M.B. and Drenth, J. ( deposition date: 1986-03-31,release date: 1986-10-24)
Structure of papain refined at 1.65 A resolution, J Mol. Biol,, 179:233 - 256, 1984. (PubMed : 6502713)
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PDBjViewer and |V version3 is used with Java(TM)Plug-
in1.4 and Java3D 1.3(PDBjViewer) or JOGL library 1.0
(jV version3).
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PDEjViewer

Visnalization of structure and surface of molecules is performed by a Java applst progrmm callsd 'POBjViewer' The program PDB{Viewer has been
developed by Kengo Kinoshita (Graduate School of Integrated Science, Yokohama City University) and Harubi Nakarora (Institute for Protein Research,
Osaka Univeristy), a one of the activities of Protein Data Bank Japan (PDB]), supported by grant-in-aid from Institute for Bisinformatics Research and
Developtaent, Japan Seience and TechnologyCorporation (BIRD-IST). The PDBjViewer Version 1.0 is freely distributed frow this Web page

Twuo image windows are opened. The structure of the molecule is shown in the left window and the molecular surface is displayed in the right window,
The maouse control is as follows.

action Windows
rotate 1 ¥ eft

zoom Alt+1eft
translate 3, 7 right

In order to use PDBjViewer, Java Plug-in and Java 30 APT wust be installed on yonr coraputer. The version reguirerients are as follows
JRE (includes Java Plug-in) 1.4.1 or later (recoramend 1.4.2)
Java 3D API (Open3L) 1.2.1 or later {recoramend 1.2.1_0d)

Important notes

«  Voucan select two kinds of irpleraentation of Java 30, OpenGL version and Ditect? version. But, PDB{Wiewer only work with OpenGL version
at present.
. PDEjViewer does not work with JEE from 1.4.1 0310 1.4.1_06.

PDEjViewer can be used as a stand-alone prograr as well as an applet with the sate requirements as shove. In addition to mouse controls, a comreand
line interface is provided.

jV¥version 2

TV wersion 2 is an advanced version of PDBjViewer, which canbe used only as a stand-alome prograre. It ensbles to display more than one rmolecule irmages
at the same time and their display models and transforres canbe operated separately. An animation of molecules can'be also performed. jV version 2 rins
with NET framework 1.1 on the Windows platform. Therefore the NET framework rust be installed on yrour cormprter.

jVversion 3
! ¥ version 3 nuns om Java Runtime Enviromment (TRE). It is now used ta display moleeules and their snrfaces as a Java applet progrm. It requires the
following softwares.
JEE14Zorlater  (recorumend 1.4.2 05)
IOGL1D
JOGL {Tavea hindings for OpenGL) lbrary version 1.0 is available here [ Windows, hac O3 X, Lin]

Download jV & PDBjViewer [ hinary, source code]

V3D $51z
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%xPSSS (xml-based Protein Structure Search Service) ' -

[9PAP] Structural Details Page

[Sumarv][Expevimental Details: Functicnal Details [Download/l)isnlay:

Entity
Entity ID DB Name| DB Accession Type Description Formula weight|Number of molecules| Descriptive key word’s|
=« PAPAIN
» PAPAIN PRECURSOR
« EC3.4.22.2
= PAPAYA PROTEINASE
= PPI
1 SWS PO0784 polymer PAPAIN 23459.6 1 s Hydrolase
s Thiol protease
= Zymogen
« Signal
« 3D-structure
2 non-polymer |OXYGENS BOUND TO CYS SG 48 1
3 non-polymer METHANOL 32 29
4 water water 18 1

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 1
Total molecular weight 24435.6




[summary) (Struetural Details)(Functional Details)(Download/Display)( Link

Unit Cell / Resolution

Cell axes [A] 45.200 104.640 50.880

Cell angles 29(;0(; 90.00 90.00 07 g (200305.0%)
Spacegroup P212121 R_factor - work - 4350y *(2003-03-03)|
Experimental method | X-RAY DIF CTION (Number of Observation) —

Resolution limits [A] 10_@t2003~03~03ﬂ) 1.65

Overall isotropic B

* annotated at PDBj (date)
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[9PAP] Functional Details Page ( 8 -version)

about Functional Details Page

[Sumary][struotura\ Details][ﬂperimental I]etaiIs][Downlaadeisplay]

Functional Information from GO Data

GOid Aspect contents
0006508 |biological process |proteolysis and peptidolysis
0016787 |molecular function hydrolase activity

0008234 |molecular function [cysteine-type peptidase activity
0004197 |molecular function [cysteine-type endopeptidase activity,

Functional Information from eF-site

site_id: PS00139

type prosite
of Residues|12
Details Eukaryotic thiol (cysteine) proteases cysteine active site. Q-x(3)-[GE]-x-C-[YW]-x(2)-[STAGC]-[STAGCV]

Chai|  Residue |ligand
A |GLN19-ALA30

site_id: PS00640

type prosite
Number of 50
Residues

Details Eukaryotic thiol (cysteine) proteases asparagine active site. [FYCH]-[WI]-[LIVT]-x-[KRQAG]-N-[ST]-W-x(3 )-[FYW]-G-x
LLEYWI L IVMEY Gy TLIVME]




Functional Information from Swiss-Prot

site_id: SWS_FT_FI1

type enzyme 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

Details 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

A

GLN19 transition-state stabilisation. stabilises oxyanion hole
HIS159 |acid/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 d
by CATRES, Medline 98154318
Chain Residue Details
A ||CYS25 |nucleophile. attacks carbonyl carbon of substrate
A |GLN19 |activates water, cofactor or residue. primes H159

& . E

[9PAP] Download Page

[Summary] (Structural Details(Experimental Details)(Functional Details)( Link |

file format file name Display |Download
all pdb9pap.ent.Z(58k) diselay J|["downlosd |
header only pdb9pap.ent.Z(3k) [ display ]|["downlcad |
mmCIF 9pap.cif.Z(70k) [ diselay | |[ download |
all 9pap.xml.gz(77k) [_display J|[ download )
XML no-atom  9pap-noatom.xml.gz(13k) |[_diselay J|["domnioad |
ext-atom | 9pap-extatom.xml.gz(43k}|[_display J|["download |

PDB format




Links Page

(Sunmary] (Struetural Details)(Experimental Details)(Functional Detalls)(Download/Display)

<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/DDBJ/EMBL (Direct link to DDBJ) (SWS - PO0784)

N S

Back][Top

Summary Page

(Structural Details) (Experimental Details)(Functional Detail§) [ Sequence Neighbor )(Dojnload/Display]( Link
\_/

PDE ID : 9PAP

Descriptor < PAPAIN (E.C.3.4.22.2) CYS-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, 1.G. and Kalk, K-H. and Swarte, M.B. and Drenth, J. ( deposition date: 1986-03-31,release date: 1986-10-24)
Structure of papain refined at 1.65 A resolution, /. Mo/, Biol., 179:233 - 256, 1984. (PubMed : 6502713

Structure Images

A
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rotated about x by  rotated about y by
90° 90°

normal position 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
(jV version3).
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Structure Search Service)

- [ (2

[9PAP| Sequence Neighbor Page

Sequence Neighbor Page shows the Sequence Navigator Results

Query ID: [9PAP]

[Default Clustering Option: [E-value
(Comment: 9PAP Represented by 1CVZ/
[One Cluster (42 chains)

[LCVZA Exact Matches: 1BP4 1BQOI 1PIPA 1PPP 1POPA 1STFE 1PE6 9PAP 1PPD 4PAD

2PAD 1PAD 6PAD SPAD

[Seq. Tdentity: 98% Seq. Positives: 100% E-value: e-127 Score: 449 Compound: PAPAIN PEPTIDIC INHIBITOR
New Search [1KHQA] 1 tion

i1cvzAa 1 (212) IPEYV IEGITKI ¥ HYRNTYPYEGV G
1KHOR 1  (212) IPEYVI TP GSC TEGIIKT LDCDRRSYGCNGGYPWSALQLVAQYGT HYRNTY PYEGVORYCRSREKGPYARKTDGVROVE

1KHQA Exact Matches: 1KHPA 1PEN

Seq. Identity: €7% Seq. Positives: 79% E-value: %e-84 Score: 304 Compound: PROTEASE OMEGA(E.C.3.4.22.30) (CYS 25 WITH BOUND MERCURY}

New Search [1PPO]| structural tion
1cvzA 1 (216) IPEYVI GSCWAFSAVVTIEGIIKI DRRSYGCNGGY HYRNTYPYEGVQRYC
1pFO 1 (216) LPENV T SAVATVEGINKIR VELSEQEL YPPYALEYVAKNGIHLRSKYPY IVKTSGVGRV,

[Seq. Identity: 66% Seq. Positives: 79% E-value: 3e-83 Score: 302 Compound: CARICAIN

New Search [IMEG] 1 tion
1cvzA 1 (216) IPEYV IEGITKI ¥ HYRNTYPYEGV G
1MEG 1 (216) LPENVI G5 INKIRTGKLVELSEQELVDCERRSHGCKGGYPPYALEYVAKNGI HLRSKYPYKAKOGTC T

Seq. Identity: 66% Seq. Positives: 78% E-value: le-82 Score: 300 Compound: PROCARICAIN

New Search [1PCIB]] structural tion
1cvzA 1 (216) IBEYV T SAVVTIEGITKIRTGNLNQY YGCNGGY HYRNTYPYEGVQR! YARKTDGVRQVS
1PCIB 96  (216) LPENV INKI VELSEQEL ¥ HLRSKYPY T G

1PCIB Exact Matches: 1PCIC 1PCIA

Seq. Identity: 41% Seq. Positives: 55% E-value: 4e-27 Scora: 116 Compound: CATHEPSIN L4-BIPHENYLACETYL-CYS- (D)ARG
arch [IMHWB]| structural Superposition

1CVZA 2 (172) PEYVDWROKGAVTPVENQGSCGSCWAFSAVVTIEGIIKIRTGNLNQYSEQELLDCD--RRSYGCNGGYPWSALOLVAQY -GIHYRNTYPYEGVQH
1MHWE 2z (172) PRSVDWREKGYVIPVENQGQCGS-WAFSATGALEGOMFRKTGRLISLSEQNLVDCSGPQGNEGCNGGLMDYAFQYVQDNGGLDSEESYFYEATEH

IMHWE Exact Matches: 1MHWA

Seq. Tdentity:
New Search [1J

E-value: 4e-26 Score: 112 Compound: DIPEPTIDYL PEPTIDASE I
Structural Suparpositien

1CVZA 1 (220) IPEYVDWRQKGA---VTPVENQGSCGSCWAFSAVVTIEGITKIRTGNLNQ--YSEQELLDCDRRSYGCNGGY PWSALQLVAQ-YGIHYRNTYPYH
1J0PA 121 (220) LPESWDWRNVRGINFVSPVRNQESCGSCYSFASLGMLEARIRILTNNSQTPILSPQEVVSCSPYAQGCDGGFPYLIAGKYAQDFGVVEENCEPYT]

Seq. Identity: 28% Seq. Positives: 43% E-value: 5e-19 Score: 89 Compound: CATHEPSIN B
New Search [1ITOA]| structural Superposition

iCvaa 1 (244) IPEYVDWRQKGAVTP----VENQGSCGSCWAFSAVVIIEGIIKIRTGNLNQYSEQELLDC--DRRSYGCNGGYPWSALQLVAQYGIHYRNTY -
1ITOA 1 (244) LPESFDAREQWPNCPTIKEIRDQGSCGSCWAFGAVEAISDRICIHSNVNVEVSAEDMLTCCGGECGDGCNGGFPSGAWNFWTEEKGLVSGGLYNSH

Saqg. Identity: 28% Seq. Positives: 42% E-value: 2e-18 Scora: 88 Compound: CATHEPSIN B

New Search [10DQA]| struetural Suparpesition

1CVZA 1 (244) IPEYVDWRQKGAVTP----VENQGSCGSCWAFSAVVTIEGIIKIRTGNLNQYSEQELLDC--DRRSYGCNGGYPWSALOLVAQYGIHYRNTY -
10DOA 1 (244) LPESFDAREQWPNCPTIKEIRDQGSCGSCWAFGAVEAISDRICIHSNVNVEVSAEDMLTCCGGECGDGCNGGEPSGAWNFWTKKGLVSGGLYNSH

Seq. Identity: 29% Seq. Positives: 41% E-value: 2e-18 Score: 88 Compound: CATHEPSIN B
New Search [IGMYC]| Structural Superposition

1CVZA 7 (2368) WRQKGAVTPVKNQGSCGSCWAFSAVVTIEGIIKIRTGN--LNQYSEQELLDC--DRRSYGCNGGYPWSALQLVAQYGIHYRNTY- =PY-
1GMYC 12 (236) WPQCPTIKEIRDQGSCGSCWAFGAVEATISDRICIHTNAHVSVEVSAEDLLTCCGSMCGDGCNGGY PAEAWNFWTREKGLVSGGLYESHVGCRPYST

1GMYC Exact Matches: 1GMYA 1GMYB 3PBH 1CSBD 1CSBA 1HUCA 1HUCC 1PBH 2PBH

Seq. Identity: 28% Seq. Positives: 43% E-value: 2e-17 Score: 84 Compound: CATHEPSIN B
New Search [ITHEA]| structural Superposition
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Cloze
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xPSSS (xaml-based Protein Strncture Search Service)

[LAKT] Experinmentai Deitals Page (X-RAY Details)

[Sumary](&tructural Details fFunctionaI Details [Sequence Neighbor [Download;’Display:

Unit Cell / Resolution

Call axes [4] 59.062 68451 30.517
Call augles 90,00 90.00 90.00
Spacegroup Pa1z121 R factor work 3?3%7)
Experimental method [X-RAY DIFFRACTION (Rawmber of Observation) e
Resolution limits [A] 100 15
Overail isotropic B

Diffraction

Diffraction id | Diffraction source Diffraction type wave lengih
1 ROTATING ANODE RIGAKU/MIC RU-HIR 15418

Crystalization Conditions

crystal id |crystal growth method crystal growtk pH |crystal growtlh temp
1 448

éch\m Densi% % E%%E )
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Eleciran Density Map (EDM) Create
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@ contour map Oiso surface

@ center of the whole map
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O eoordinates: ( N g ]
map size: 10 A
contourlevel: |1 &
color: r0.0 1.0 pl0
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B kR Y e ) LL R i Mirror of
Mmructuke s_earégge%;ﬁ;«_ S oPDBR
: R A s Y h J S PROTEIN DATA BANK

S L K AT
About xPSSS
Quick Search
Entera PDB ID: Display size per page |16
Enter a keyword : Display size per page |16

Entera PDB ID
for Theoretical Model:

vanced 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

xPSSS Soap Service.. Example Page

More information.. Update Information

XPath Display size per page|16

Send Ouery ] [ Reset | (Create XPath ]




4. IHIZEELKRE
- XPath [Z2&AEE,
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14 PR ) L & T PROTEIN DATA RANK

About xPSSS

Quick Search

Entera PDB ID:
Enter a keyword : |

Entera PDB ID
for Theoretical Model: -

Display size per page |16
Display size per page |16

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

xPSSS Soap Service.. Example Page

More information.. Update Information

XPath Display size per page|16

Send Ouery ] [ Reset | (Create XPath ]




BT R R X
/datablock[#&#&EH] /HAT7ATL

\ 2THI74ILH <PDBx:datablock> &LVH544
THRE-TLS=0,

SATDEL OFERBEDREEEY X

/datablock[
entityCategory/entity/pdbx_description = "MYOGLOBIN™]
/refineCategory/refine/ls_d_res_high

LEES

<xgl:result>
<Is_d_res_high ino:id$"3" [xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-
instance>2.07</1s_d_res_ljigh
<lIs_d_res_high ino:id§"6" |[xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-
instance'>1.84</1s_d_res_ljigh
<Is_d_res_high ino:id$"9" [xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-
instance'>2_07</1s_d_res_ITigre

@B (attribute) 779

NE 774 ILEESHI8087 IOPDBO—KR%ETRY
/datablock(:)no:id = "10"] (:gatablockName

e \ \

<xqgl:result>
<datablock|l datablockNames"104D-noatom| ino:id=110"

xmlns:xsi="http-77www-w3-0rg/2001/XMLSchema=
instance’>

</datablock>
</xql:result>

ino:id t datablockName ¥ <datablock> DEM




and X5 or ZFHLV=HR R

RRR(ZME N P1 TERFRABEREWMIR) THEHIN-EE
/datablock[
(refineCategory/refine/pdbx_method_to_determine_struct
= "MIR") and
(symmetryCategory/symmetry/space_group_name_H-M
= "P 17)]
/@datablockName

—i0THL800A LI EDKELEAEFDIEE

/datablock[(cellCategory/cell/length_a > 800.0) or
(cellCategory/cell/length_b > 800.0) or
(cellCategory/cell/length_c > 800.0)]

/@datablockName

BEIRGLIE

or » and —» = I= - <= < >= >

BOTINFEFOQHELTEHOK

HIE &R
AR OHIT

/datablock[
(cellCategory/cell/length_a >|800.0)| or
(cellCategory/cell/length_b >|800.0)| or
(cellCategory/cell/length_c >(800.0)(]

/@datablockName

ClIE . BUEL DO TSI AFIXEDLLY,
['800.0' 1T HEXFHIDLENIZHE>TLE
Ly, ELWMERNTLONALLY,




[ERBEDEE
E/I—DHFE10FELDH TR

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

LT 5L AHT Hdatablock D ETH (DFYE
D) pdbx_descriptionhERrEhb,

@ /datablock/entityCategory/entity
[ formula_weight > 100000 ]
/ pdbx_description

ETBDHELY,

datablock

\

B 7T T

b/ensftyCateéery

/ ] \
\

entity entitQ\ entity
By N

N

//’;=+=§\\ | 1

pdbx_ <\> formula |/ pdbx_

\yescrlptloql _weight \gescrlptloq/
\=/

ODi5E QnEHE




[EEZIADIZHIEEAEE

HIR—2 DB DYLER
/datablock/entityCategory/entity[

orfitdla_weight > 100000]
w- atablockName

[EREZ2OEADIF-TREEZRT

XPath Search® 5] (1)

e Z%PDBIDDY)AR+EHD,

/datablock/@datablockName

o  NakEHELELT“Nakagawa, A” ZHRFET 5,

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

o T0EELYRWL G —ANYIVIRERERT S,
/datablock[struct_confCategory/struct_conf/
pdbx_PDB_helix_length>="11"7]/@datablockName




XPath Search® ] (2)
DNALEESRZEZHBELTWWADNAKE S ERBEZRET S,

[Xpath Query]

/datablock[struct_keywordsCategory/struct_keywo
rds/pdbx_keywords="DNA BINDING PROTEIN® and
entity_ polyCategory/entity_poly/type="polyd
eoxyribonucleotide™]/@datablockName

Mirror of
v

I PROTEIN DATA BANK

Abowt xPSSS

Quick Search

EnteraPDBID: | Display size per page |16
Enter a keyword : | Display size per page |16

Advanced Search

click here
ECEE 111TZHE2>LODHEE | |

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

What de categaries and items mean?... The mmCIF dictionary is here!

Haw can you make an XPath?_..Samples are here!
About the structure of PDB-XMLplus.. PDB-XMLplus schema file

xPSSS Soap Service...Example Page

More information...Update Information

XPath
/datablock[entityCategorylentity/pdbx_ec="1.1.1.1V@datablockName

Display size per page|16

Send Ouery | Reset | [Create XPath )




Result Page 1-16 / 67

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

Return to Quick Search Top

lcino:response xmlns:xql="http://metalab.unc.edu/xql/">

<xq1 qu:rpldatahlo:k[entlty(ategorylentltylpdbL:c-'1 1.1.1"]/@datablockNome</xql: query>

<ino:message ino:returnvalue="8">
<ino:messageline>fetching cursor</ino:messageline>

</ino:message>

«<xgl:result>
<datablock datablockNam
<datablock datablockNom
<datablock datablockNam
<datablock datablockNom
<datablock datablockNam
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom
<datablock datablockNom:
<datablock datablockNom
<datablock datablockNom:
<datablock datablockNom

</xql:result>

<ino:cursor ino:count="67" ino:handle="1">
<ino:current ino:position="1" ino:guantity="16"></ino: current>
<il next ino:position="17"></ino:next>

</ino: cursor>

<ino:message ino:returnvalue="0">
<ino:messageline>cursor fetched</ino:messageline>

</ino:message>

l/1ino:response>

xmlns:
™ xmlns:
" xmlns:
xmlns:
xmlns:xsi="htt,

2/ /wven.w3 . org/2081/XML Schema-instance"></datablock>
'fwww. w3 .org/ 2001/ XML Schema-instance"></datablock>
'fvewoni . w3 . org/ 2081/ XML Schema- instance > </datablock>
'fwww. w3 .org/ 2001/ XML Schema-instance"></datablock>
'fvewoni . w3 . org/ 2081/ XML Schema- instance > </datablock>
xmlns:xsi="http://wew.n3.org/2001/XMLSchema-instance”></datablock>
xmlns:xsi="http:/ /wew.w3.org/2001/XMLSchema-instance™></datablock>
" xmlns:xsi="http://wew.w3.org/2001/XMLSchema-instance™ >ddatahlo:k>
xmlns:xsi="http://www_w3.org/2081/XMLSchema
xmlns:xsi="http://www_w3.org/2001/XMLSchema-instance”></datablock>
xmlns:xsi="http://www._w3.org/2081/XMLSchema-instance™></datablock>
xmlns:xsi="http://www_w3.org/2001/XMLSchema-instance”></datablock>
xmlns:xsi="http://www_w3.org/2081/XMLSchema-instance™></datablock>
" xmlns:xsi="http://www._w3.org/2001/XMLSchema-instance”></datablock>
xmlns:xsi="http://www_w3.org/2081/XMLSchema-instance™></datablock>
ino:id="3016" xmlns:xsi="http://www.w3.0rg/2001/XMLSchema-instance™></datablock>

Ksl-'htt

\hé’\‘ @,\(- T w&m : ;_\um.rm‘

PROTEIN DATA BANK

About xPSSS

Quick Search
Entera 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 angd

How can you ma
About the structure of pa
xPSSS Soap Service.. Ewmgle I’Jg
More information.. Update Information

is here!

ema file

XPath Display size per page|16

Send Ouery ] [ Reset | (Create XPath ]




5. XPath IZ& 5 EZ SOAP
'U'—t\\;(l:f'ﬁ':)o

HESHDAWIIHEBLIDEHR T,
BRESRTEETTO>TUHIDERETS
&

'XPSSS (xml-hased Protein Structure Search Service) < 1 1L ] =4
. : | . 1 : M PROTEIN
About xPESS
Quick Search

Entera PDB ID: Displayswze per page [16
: Display size per page 16

=earch

Enter a keywiord :

Entera PDB D
for Theoretical Model:

DATA B

Advanced Search
click here

XPath Search

What is the structure of podbML?. An explanation is here!
What do categories and tems mean?. The mmCIF dictionary is herel
How can you malke an XF'a!h? Bamgles are herel

¥ MLplus schemna file

f Ciownload PSJE
Mare mrormanon Update [nformation

XPath Display size perpage:yé




E Tk ey J R e &L T o 7 ok ey B R o
Pl ;gpg-s%gﬁmj“;gj‘ sed Protein Structure Seéarch Ser
: L N W W W T il W B PR S

- Soap Service -

« PDEISOARService fwadl)

Soap method |sample client programs for java sample client programs for perl
getapiversion
getserverapiversion
getserverversion
getserveracho
gotsevertine  |ClientOjava sarnple0.ol
getcollectionnames
getschemanames
getdoctypenames
getschema
w Client java sanple
Uy sample? pl
The libraries required to access.{for Java) The libraries required to access.({for Perl)
1. soap jar (Apache SOAP 231 Ferl Modules
2. mail jar 1. SOAP:Lite
3. activation jar 2. MIME: Lite
4. werceslmpl jar 3. MIME Farser
5. xmiParserAPls jar 410 stringy
5 Mail Field
5 Mall Header

SOAP (Simple Object Access Protocol) example
% java Client '"/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:id="71" nid="1" site_id="CATRES1" update_id="1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance"'>
<label_comp_id>ARG</label_comp_id>
<label_asym_id>A<label_asym_id></label_asym_id>
<label_seq_id>100<label_seq_id></label_seq_id>
<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:id="71" nid="2" site_id="CATRES1" update_id="1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance'>
<label_comp_id>ASP</label_comp_id>
<label_asym_id>A<label_asym_id></label_asym_id>
<label_seq_id>46<label_seq_id></label_seq_id>
<details>acid/base, transition-state stabilisation. stabilises positively
charged NH3+ part of intermediate, 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:id="71" nid="3" site_id="CATRES1" update_id="1"
xmIns:xsi="http://www.w3.0rg/2001/XMLSchema-instance'>
<label_comp_id>GLN</label_comp_id>
<label_asym_id>A<label_asym id></label_asym_id>
<label_seq_id>116<label_seq_id></label_seq_id>
<details>transition-state stabilisation. stabilise negatively charged
tetrahedral intermediate</details>
</struct_site_gen>




6. Sequence Navigator/Structure
Navigator[Z k4. HHREIEC 5% +F
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Protein Data Bank Japan
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PDBj Sequence Navigator (beta-version) PDBj

About PDBj Sequence Navigator

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

OR Input an AA Sequence

CNMlTKDWFLVQMLANYNIGYQGFYIPESYKDRMYSFFRNFQPMSRQVVDDTK‘(KEYQQV
GIL

Find All Homoloes

Clustering Options

Seq. Identity >= 20% O >= 508 O >= 303 O

Sea. Positives >= 208 O >»= 50X O >= s0x O
E-value <= Exp(-1) ® <= Exp(-8) O <= Exp{-12) O
Score >= 10 O »= 100 O >= 200 O

No Clustering O

PDBj Sequence Navigator PDB;j

EBack to PDE] Navigator Top Page

Query Sequence: [CNMTEKDWFLVOMLANYNIGYOGFYTPESYKDRM VY SFFRNFOPMSROVVDDTKYKEYOQVGIL]
Chastering Option: [E-value <=1]

One Clustet (7 chaing)

Cluster 0

Clusterl

Seqg. Identity: 100% Seq. Positives: 100% E-value: 1e-33 Score: 135 Compound: HEXOH PROTEIH
New Search [1P224] |

Query 1 (62) CHMTKDWFLVQMLAHYHIGY(QGFYIPESYKDRMYSFFRNF QPMSRQVVDD TKYKEYQQVGIL

1P27h 699 {62) CHMTEDWFLY(MLANYHIGY(QGFYIPESYEKDRMYSFFRNF QFHSRQVVDD TEYKEYQQVGIL

Seyg. TIdentity: 98% Seg. Positives: 100% E-value: 3e-33 Score: 134 Compound: HEX0ON PROTEIN
Mew Search [1F30A]

Query 1 (62) CHMTKDWFLV(MLANYHIGY(QGFYIPESYKDRMYSFFRHF QPMSROVVDD TKYKEYQQVGIL

ipP30a 703 {62) CHMTEKDWFLV(MLANYHIGY(QGFYIPESYKDRMYSFFRNF QPHSROVVDD TEYKDYQQVGIL




PDBj Structure Navigator

About PDB]j Structure Navigator

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

@ utoff >=[z0 | (absolute) or +|>= 75 |(relative)

NER: Number of Equivalent Residues
Standley, Toh, Nakamura (2004) PROTEINS 57, 381-391

[ Start Structure Navigator ]

Clear Form

Backto PDBj Top Page

PDBj Structure

Back to MNavigator Results

Superposition betwe:

Mumber of Aligned Residues = 201

RMSD Superposition:

CARMSD =542A [FOE File] [PD

1CQDA LPD-SIDWRE-HG—
1CQDA CCC CCCCC C
1QDQA -LPESFDAREQWEPH
1QDQA CCCCEEHHHHHCC.
HER Similarity 05806737760640
1CQDA i) —-HHGCRG!
1CQDA H CCHHHC
1QDQA T ECGDGCHG
1QDQA H HHCHHHHH
HER Similarity 56666003536676
1CcQpA 0 ————= QDGICHSTV
1CQDA cC CCCC
10DQA CTGEGDTEECSKTC Stlel @ Cartoon OBackbone OWireframe
1QDQA CCCCCCC CCCC

HER Similarity
1CQDA

00000156665547
GRDFQLYRSGIFTG

Color: Ogroup
Zoom: O75%

@ Query (Blue)Template (Red) O atom

O 100%

O180%




