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Bioinformatics

- Date base and Application Execution Web System -
Hideo KIMURA and Tomo SAKAI*

Center for Promotion of Computational Science and Engineering
(Kansai Site)
Japan Atomic Energy Research Institute
Kizu-cho,Souraku-gun,Kyoto-fu

(Received January 27, 2004)

Research for the biological systems has reached to the stage that clarifies an organism
as a whole from genome, a set of genes. To accomplish the researches, one needs to face
a lot of data retrieved from genome sequences. Conventional methods, namely
experiments in wet-labs, are, however not designed for dealing with genome scale data.
For those data analyses, computer based researches, such as data mining and
simulation, are suitable. As a result, bioinformatics, a new discipline combining
expertise of biology and information science, is emerging. Here, we report a
development of a data base and a web based system for application execution
( Execution of Application on web system ). Those are one of the efforts to support

bioinformatics research by Office of ITBL Promotion.

Keywords: Bioinformatics, Genome

* Research Organization for Information Science & Technology
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2.3 . MH:T—HF N~
2.3.1.GenBank

GenBank (37 2 U 7 ®» NCBI(National Center for Biotechnology Information)7s % #
LTW%, GenBank (2%, &HROPFREEBERIZ K > THRE LA DNA, KO cDNA
DERERFIT— 7 PEHSN D, 2002 £ 8 A E TILBEINZT — ¥ KiIH
18,197,000 entries TH Y, FTP A TH v a—RFT5Z L RAEETH D,

723, GenBank X [GenBank/DDBJ/EMBL/ EFREEESIT — % ~N—2*] ZHEEL

TWB ZKEEE DNA F—F R0 7 D0EDTHD,

[#% URL1] NCBI HOME : http://www.ncbi.nlm.nih.gov/

MAD_BEO BTG BRA 9-AD AN -
*BE**‘@}]Q_ be i E BT T ) '@"7’4?3-;;»_‘;'93'?_’—‘] .
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[£% URL2] GenBank FTP SITE : ftp:/ftp.ncbinibh.gov/genbank/

728, GenBank DY FNF— 2 R RENK 2277,
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Locus CA997680 755bp mRNA linear EST 07-JAN-2003

TRQITYSE ;, mRNA sequence.
ACCESSION CA997680
VERSION  CA997680.1 GL:27542551
KEYWORDS EST.
SOURCE Meloidogyne hapla
ORGANISM Meioidogyne hapla
Eukaryota; Metazoa; Nematoda; Chromadorea; Tylenchida; Tylenchina;
Tylenchoidea; Heteroderidae; Meloidogyninae; Meloidogyne.
REFERENCE 1 (bases 1 to 755)
AUTHORS McCarter.J., Clifton,S., ChiapelliB., Pape.D., Martin,J., WylieT.
. Dante,M., Marra,M., Hillier,L., Kucaba,T., Theising,B., Bowers.Y.
. Gibbons M., Ritter,E., Bennett.J., Franklin,C., Tsagareishvili,R.
. Ronkol, Kennedy,S., Maguire L, Beck,C., UnderwoodK, Steptoe
M., Alien,M., Person,B., Swaller,T., Harvey,N., Schurk,R,, Kohn,S.
, Shin,T., Jackson,Y., Cardenas M., McCann,R., Waterston,R. and
Wilson,R. '
TITLE  The Washington Univ. Nematode EST Project, 1999
JOURNAL  Unpublished (1999)
COMMENT  Contact: McCarter JP
The Washington Univ. Nematode EST Project, 1999
Washington University School of Medicine
4444 Forest Park Parkway, Box 8501, St. Louis, MO 63108, USA
Tel: 314 286 1800
Fax: 314 286 1810
Email: est@watson.wustl.edu
The library was constructed by Claire Murphy and Dr. James McCarter
at Washington University, St. Louis. J2 were provided by Dr.
Valerie Williamson of the University of California at Davis
(vmwilliamson@ucdavis.edu).
Seq primer: ~40RP from Gibco
High quality sequence stop: 420,
FEATURES Location/Qualifiers
source 1..785
/organism="Meloidogyne hapla”
/db_xref="taxon:6305"
/clone_lib="Meloidogyne hapla J2 pAMP1 v1~
/dev_stage="J2"
/lab_host="DH108"
/note="Vector. pAMP1 (Gibco); Site_1: Notl; Site_2: Sall;
The library was constructed by Claire Murphy and Dr. James
McCarter at Washington University, St. Louis. The cDNA was
made by using Dynabead oligo-dT priming (Dynal). PCR based
library using a modified protocol from the SMART PCR cDNA
Synthesis Kit from Clontech. Directionally cloned into the
UDG sites of pAMP1. J2 were provided by Dr. Valerie
Williamson of the University of California at Davis
(vmwilliamson@ucdavis.edu).”
BASE COUNT  258a 139c 164g 194t

ORIGIN
1 cttataagga atgaccagct tcggtaccaa ccgtegtgaa acaacaaaaa tgttggatac
61 agctcacccg gaatattcte g catcgat: ttc cat t

121 gggatcaaac cgttatgctt cacaaaaggg aatgacttgt tttggacage cacgttggga
181 ggtgcttgac ccaagtatta gctaccagaa ccgtaaatca caaggaatgg tocgtcteca
241 atctggtaca aaccggticg cctctcaage aggcatgaca ggtttcggaa ctccaaggaa
301 cactacatac gaggcagagt ctggcgaact tccatatgaa gatatgaaga gtcagaaacg
361 attatcccat gacaggetegg ttggaataag ggagactctc aaaagttgat gactggattt
42| ggtactcctc gtgacgtgaa aggcaaacat ttgaagegta tttgggagtt ggaatatcca
481 gaggaggctg aaatctcttt ggatcgactt taaagaattt tggagagata agaaggagga
541 aagaaataaa tagtggaaag gaaggcaacg acattttgac asaattttgg cacacatttt
601 ctictcattt aaatacattt ttggcaaaaa aataattttt ttggcttttt tggctceatt

661 attctctccc tattctctca tttggacaaa catttggaca aaatttaact tggatgctta
721 aataasagaa aaggatgaga gaaaastasa ataaa

//

M 2 GenBank ¥ A5 — 4

DEFINITION rf39h12.y1 Meloidogyne hapla J2 pAMP1 v1 Meloidogyne hapla cDNA 5
similar to SW:UN87_CAEEL P37806 UNC-87 PROTEIN. [3] SW:UN87_CAEEL
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2.3.2.Swiss Prot
Swiss-Prot 1% 2 A4 X ® SIB(Swiss Institute for Bioinformatics) & 4 ¥ U A ®
EBI(European Bioinformatics Institute) 23 3£ [F TEH LTV 5, Swiss-Prot (2%, 4t
ROV REDEBRIC L > TRELEZ RV EDOT— 2 BREME NS, 2002/12 ¥ TIZH
XN F—#H 120,606 entries Th 5, ’

[£# URL1] Swiss-Prot : http://www.ebi.ac.uk/swissprot/

- nlB X

SRS+ QB A Aus wswho Y5 9 DB
A &) o et s siiect) -

Ty SMISS-PROT Protein Knowdedyebase is an
annotated profein ssquence database estavhished in
1986

s

amcess " The SWISS-PROT Protein sa
- . cwated protein sequence database that provides a
kigh level of annotation, a minimai leve! of rsedundancy and Righ ievel of

+ Tools ' integration with other databuses
LA © Ris maintained collsbarsibly by the Susnzue for Bonmencs (G8)
~ Peaple : and the European Bioinformatics institite (EBS
i Pregects e The SYASS-PROT group 15 headed by: Rof Aomesar.
- Publieetions Pty -
o The cutrent SMSS PROT Release 18 version 4035 a5 of 130802002, ang  orvooee end s pruten
Cocumente somrces exrarias tom
g containg 120606 entnes .. morxsles Tho Bereture o Budmitd
rCm . DEAESIROT, which .
S siclss B SIS VRO Databacs ""‘! "','u',"'ff"'?,
SRS is the sasiest and simplest mathod available te . )
quickly access the SWISS-PROT sequence database.
©sFaRY .

X 3 Swiss-Prot

[£% URL2] Swiss-Prot FTP SITE : ftp:/ftp.ebi.ac.uk/pub/databases/swissprot/

723, Swiss-Prot DY FNNF— 2 FKREM 41777,
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1281 ARATH  STANDARD: PRT, 472 AA

P15455; Q9FFH7.

01-APR-1990 (Rel 14, Created)

15-JUN-2002 (Rel. 41, Last sequence update)

15-JUN-2002 (Rel 41, Last annotation update)

128 seed storage protein precursor

CRA1 OR AT5G44120 OR MLN1 4

Arabidopsis thaliana (Mouse-ear cress)

Eukaryota, Viridiplantae: Streptophyta; Embryophyta, Tracheophyta,

Sp: hyta, M liophyta, sudicotyledons, core sudicots. Rosidae.

eurosids If; Brassicales, B . Arabidopsi

NCBI TaxiD=3702;

[

SEQUENCE FROM NA

STRAIN=CV LANDSBERG ERECTA,

Pang P P, Pruitt RE.. MeyerowitzEM.,

“Molecular cloning genome organization. expression and evolution of

12S seed storage protein genes of Arabidopsis thaliana *.

Plant Mol Biol 11805-820(1988).

[2)

SEQUENCE FROM NA

STRAIN=CV. COLUMBIA.

MEDLINE=97471969; PubMed=9330910;

Sato S.. Kotani H. Nakamura Y . Kaneko T Asamizu E . Fukami M.

Miyajima N Tabata S .

"Structural analysis of Arabi is thaliana chr 518

features of the 1 6 Mb regions covered by twenty physically assigned

P1 clones .

ONA Res 4215-230(1997)

{3)

SEQUENGCE FROM NA

STRAIN=CV COLUMBIA,

Shinozaki K, Davis RW. Ecker JR. Theologis A

"RIKEN Arabidopsis full length cDNA clones (RAFLs) sequenced by the

SSP consortium (Sak/Stanford/PGEC) "

Submitted (DEC-2001) to the EMBL/GenBank/DDB.J databases

[4)

SEQUENCE OF 420-472 FROM NA

STRAIN=CV COLUMBIA:

Raynal M., Greket F.. Laudie M.. Meysr Y., Cooke R, Delseny M

Submitted (OCT~1992) to the EMBL/GenBank/DDBJ databases

~!- FUNCTION. THIS IS A SEED STORAGE PROTEIN

== SUBUNIT HEXAMER: EACH SUBUNIT IS COMPOSED OF AN ACIDIC AND A
BASIC CHAIN DERIVED FROM A SINGLE PRECURSOR AND LINKED BY A
DISULFIDE BOND

~!~ SIMILARITY: BELONGS TO THE 11S SEED STORAGE PROTEIN (GLOBULINS)
FAMILY

This SWISS-PROT entry is copyright. It is produced through a collaboration
betwsen the Swiss Institute of Bioinformatics and the EMBL outstation —
the European Bioinformatics Institute There are no restrictions on its
use by non-profit institutions as long as its content is in no way
modified and this statement is not removed. Usage by and for commercial
antities requires a license agresment (Ses http.//www.isb-sib.ch/announce/
or send an email to license@isb-sib.ch)

EMBL. M37247. AAA32777.1; -

EMBL, X14312, CAA32493.1. -

EMBL. AB005239. BAB10979.1. -

EMBL, AY070730. AAL50071.1, -

EMBL. Z17580. CAA78005.1; -

PIR, 508509, S08509

InterPro. IPRO00459: Seedstore_11s.

Pfam, PFO0190; Seedstore_ 11s. 1

PRINTS; PR00439; 11SGLOBULIN.

PROSITE; PS00305; 11S_SEED_STORAGE. 1

Seed storage protein; Multigene family, Signal

SIGNAL 1 24 POTENTIAL

CHAIN 25 282 ACIDIC CHAIN (BY SIMILARITY)

CHAIN 283 472 BASIC CHAIN (BY SIMILARITY)

DISULFID 112 289 INTERCHAIN (ALPHA-BETA) (POTENTIAL)

CONFLICT 167 167 E-> Q{IN REF. 1)

CONFLICT 356 356 V ->E (INREF. 1)

SEQUENCE 472 AA. 52595 MW. 700B468E4D251994 CRC64;
MARVSSLLSF CLTLLILFHG YAAGQGQQGQ QFPNECQOLDQ LNALEPSHVL KSEAGRIEVW
DHHAPQLRCS GVSFARYIE SKGLYLPSFF NTAKLSFVAK GRGLMGKVIP GCAETFQDSS
EFQPRFEGQG QSQRFRDMHQ KVEHIRSGDT IATTPGVAQW FYNDGQEPLV IVSVFDLASH
QNQLDRNPRP FYLAGNNPQG QVWLQGREQQ PQKNIFNGFG PEVIAGALKI DLOTAQQLON
QDDONRGNIVR VOGPFGVIRP PLRGQRPQEE EEEEGRHGRH GNGLEETICS ARCTDNLDDP
SRADVYKPQL GYISTLNSYD LPILRFIRLS ALRGSIRQNA MVLPQWNANA NAILYVTDGE
AQIQIVNDNG NRVFDGQVSQ GQUIAVPQGF SVVKRATSNR FOWVEFKTNA NAQINTLAGR
TSVLRGLPLE VITNGFQISP EEARRVKFNT LETTLTHSSG PASYGRPRVA AA

X 4 Swiss-Prot > N7 —%
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2.3.3.PDB(Protein Data Bank)

PDB X7 A2 Y #® RCSBResearch Collaboratory for Structural Bioinformatics)

consortium OLLFO 3B TEE L T35, PDB 21T, 2RO IEE S EER|

BRIE LT ER @B F O SIS EAZIC BT 5 T — Z N SN B,
B Rutgers,the State University of New Jersey
B SDSC(San Diego Supercomputer Center)
CARB(Center for Advanced Research in Biotechnology)

(2% URL1] PDB : http://www.rcsb.org/pdb/index.htm]
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PDB Mirrors

Search the Archive . 3

Entoer a PRB ID or keyword 2 Tutoriai *Pioase bookmark 3 punor aie™
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™ queryby FDBid ol {7 medet exactword
™ romave sequencs homologues
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HEADER BLOOD CLOTTING 28-AUG-01 1JV8
TITLE NMR STRUCTURE OF BPTI MUTANT G37A

COMPND MOL.D: 1;

COMPND 2 MOLECULE: TRYPSIN INHIBITOR;

COMPND 3 CHAN: A;

COMPND 4 ENGINEERED: YES;

COMPND 5 MUTATION: YES

SOURCE MOLID: 1;

SOURCE 2 ORGANISM_SCIENTIFIC: BOS TAURUS;

SOURCE 3 ORGANISM_COMMON: BOVINE;

SOURCE 4 ORGAN: PANCREAS:

SOURCE 5 EXPRESSION_SYSTEM: ESCHERICHIA COLL

SOURCE 6 EXPRESSION_SYSTEM_COMMON: BACTERIA;

SOURCE 7 EXPRESSION_SYSTEM_STRAIN: HB101;

SOURCE 8 EXPRESSION SYSTEM VECTOR TYPE: PLASMID;

SOURCE 9 EXPRESSION_SYSTEM_PLASMID: PTI103

KEYWDS BPTI, G37A MUTANT, CONFORMATIONAL STRAIN

EXPDTA NMR, 23 STRUCTURES

AUTHOR  J.LBATTISTE,RLUL.CWOODWARD

REVDAT 2 27-FEB-02 1Jv8 1 JRNL REMARK

REVDAT 1 12-SEP-011Jv8 0

JRNL AUTH J.LBATTISTE.RLL,C.WOODWARD

JRNL TITL A HIGHLY DESTABILIZING MUTATION, G37A, OF THE
JRNL TITL 2 BOVINE PANCREATIC TRYPSIN INHBITOR RETAINS THE
JRNL TITL 3 AVERAGE NATIVE CONFORMATION BUT GREATLY INCREASES
JRNL TITL 4 LOCAL FLEXIBILITY.

JRNL REF  BIOCHEMISTRY V. 41 2237 2002

JRNL REFN ASTM BICHAW US ISSN 0008-2960

REMARK 1

REMARK 1 REFERENCE 1

REMARK 1 AUTH RU,JLBATTISTE,C.WOODWARD

REMARK 1 TITL NATIVE-LIKE INTERACTIONS FAVORED IN THE UNFOLDED
REMARK 1 TITL 2 BOVINE PANCREATIC TRYPSIN INHIBITOR HAVE DIFFERENT
REMARK 1 TITL 3 ROLES IN FOLDING.

REMARK 1 REF BIOCHEMISTRY V. 41 2246 2002
REMARK 1 REFN ASTM BICHAW US ISSN 0006-2960

ATOM 880 C GLYA 57 14784 1.851 ~0.267 1.00 0.00 Cc
ATOM 88! O GLYA 57 15448 2414 0566 1.00 0.00 o]
ATOM 882 H GLYA 57 13268 1427 2244 1.00 0.00 H
ATOM 883 THA GLY A 57 13.563 0.142 0.215 1.00 0.00 H
ATOM 884 2HA GLY A §7 12.704 1.400 -0.673 1.00 0.00 H
ATOM 885 N ALAA 58 1514t 1774 -1.513 1.00 0.00 N
ATOM 886 CA ALAA 58 18.434 2381 -1.941 1.00 0.00 C
ATOM 887 C ALAA 58 17.594 1.766 -1.155 1.00 0.00 C
ATOM 888 O ALAA 58 17.739  2.100 0.009 1.00 0.00 o]
ATOM 889 CB ALA A 58 16.294 3.869 -1.618 1.00 0.00 [o]
ATOM 890 OXT ALA A 58 18.319 0971 -1.731 1.00 0.00 (o]
ATOM 891 H ALAA 58 14574 1315 -2.169 1.00 0.00 H
ATOM 892 HA ALAA 58 16582 2247 -3.001 1.00 0.00 H
ATOM 893 1HB ALAA 58 16.726 4.453 -2.418 1.00 0.00 H
ATOM 894 2HB ALA A 58 16.809 4.087 -0.694 1.00 0.00 H
ATOM 8953HB ALAA 58 15.248 4.117 -1.515 1.00 0.00 H
TER 898 ALAA 58

ENDMDL

CONECT 78 868

CONECT 206 593

CONECT 478 801

CONECT 593 208

CONECT 801 478

CONECT 866 78

MASTER 7 0 0 1 2 0 O 620985 23 8 5

END

X 6 PDB %> N7 —F
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2.3 .4 .NDB(Nucleic Acid Database)
NDB X PDBOF—42D 5%, BT —4% . ROE L HEEERTA 2 I EDF—
FhRBEDTF—F_R—2AThHbD, L12N>T. PDBORBEST —F_X—R L5,

[£% URLI1] NDB : http://ndbserver.rutgers.edu/NDB/index.htm]
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MO8 | Search | Atles | Anivws | Ounesetran | Resmercas § T
The Mech i dcd Dasbass Praseet (00} e
" matisn
“ The MOB hax funched 2 bpte 05 ite. Detels wre
sheut nucleic acide ot
| Siwe: | Autgars Unevorgity | University of Londen, UK | '
Stctwal Brolusy Centre NIAN Jenen | Sen Duen Susosemuter Contiae
searCh Semch the Mucleir Arid Dutabess, the b7 ' 2er Aow [yteoase, md the S5 Snding Prorer Daabiie Tu100iy we saildbie
The Alas ol Nuaitk Ac Contamng SUNilaas hehiehts the sow ml spects of sach structure © the NOB usve @ combreton of texdd and
Atlas ...
The Atiss has been used 10 creste mn Lirvgii g o Walta Ak
A¥isg Wi x vico svmlebl
A h' The HEE Achives conten tins il G el RO EE KN SO GRECUSE0. RARLIEANS YOO Newiw ters condnee tins, ad
ATCNIVES ..iows wi: acs
Frey Data for the cevatel strurtimen of nucibe sch we deposted wans the AtaJes oyt Tug)
Deggs QO Gerosston 1 = sur @ s svavianie:
- |

Qrommsmer 0 T T S S i BRI TP = S

X 7 NDB

(2% URL2] NDB FTP SITE : ftp://beta-ndb.rutgers.edu/NDB/

2B, NDB DY IAF—F 2 KREK 8277,
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HEADER DEOXYRIBONUCLEIC ACID 04-FEB-97 311D

TITLE  THE ROLE OF HYDROGEN BONDING IN MINOR-GROOVE DRUG-DNA
TITLE 2 RECOGNITION. STRUCTURE OF A BIS-AMDINIUM DERIVATIVE OF
TITLE 3 HOECHST 33258 COMPLEXED TO THE DODECANUCLEOTIDE

TITLE 4 DICGCGAATTCGCG)2

COMPND MOL.D: 1;

COMPND 2 MOLECULE: DNA (5'-D(*CP*GP*CP*GP*AP*AP*TP*TP*CP*GP*CP*G)-
COMPND 3 3);

COMPND 4 CHAN: A, B;

COMPND 5 ENGINEERED: YES

SOURCE MOLID: 1;

SOURCE 2 SYNTHETIC: YES

KEYWDS B-DNA, DOUBLE HELIX, COMPLEXED WITH DRUG

EXPDTA X-RAY DIFFRACTION

AUTHOR G.R.CLARKD.W.BOYKIN A.CZARNY,SNEIDLE

REVDAT 2 27-NOV-00311D §

REVDAT 1 12-MAR-97311D 0

JRNL AUTH G.R.CLARKD.WBOYKINA CZARNY SNEIDLE

JRNL TITL STRUCTURE OF A BIS-AMIDINIUM DERIVATIVE OF HOECHST
JRNL TITL 2 33258 COMPLEXED TO DODECANUCLEOTIDE

JRNL TITL 3 D(CGCGAATTCGCG)2: THE ROLE OF HYDROGEN BONDING IN
JRNL TITL 4 MINOR GROOVE DRUG-DNA RECOGNITION

JRNL REF  NUCLEIC ACDS RES. V. 25 15101997
JRNL REFN ASTM NARHAD UK ISSN 0305-1048

REMARK 1

REMARK 2

REMARK 2 RESOLUTION. 2.2 ANGSTROMS.

REMARK 3

REMARK 3 REFINEMENT.
REMARK 3 PROGRAM :X-PLOR

CONECT 492 491 493 497
CONECT 493 492 494
CONECT 494 493 495 498
CONECT 495 494 496 500
CONECT 496 495 497
CONECT 497 492 496
CONECT 498 494 499
CONECT 499 498 500 501
CONECT 500 495 499
CONECT 50t 499 502 506
CONECT 502 501 503
CONECT 503 502 504 507
CONECT 504 503 505 509
CONECT 505 504 508
CONECT 508 501 505
CONECT 5§07 503 508
CONECT 508 507 509 510
CONECT 509 504 508
CONECT 510 508 511 515
CONECT 511 510 512
CONECT 512 511 513
CONECT 513 512 514 516
CONECT 514 513 515
CONECT 515 510 514
CONECT 518 513 517 518
CONECT 517 5618
CONECT 518 518
MASTER 210 0 1 0 O 0O O 659 2 30 2
END

K SNDB ¥ 5F—#
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2.4 B
KEELYITBLHE#OT 7Y r—a =7 — 2 =R RERHE SN 508,
BAATHEERPC 7 7AZ TF—F _X—2RFEARBAICHELE L T 5, #E- T, BIRIC
IR BT —FET R T HEHPC V5 RAF TF— I N— 25 BELEHEDOLDOTH

N

B, BHERPCrIALZOY U HREE 1I2TT,
£ 1 BEHPC 77 AZERL

HE L, — K FNEN Compaq ProliantDL380
CPU PentiumIll 1.13GHz X 1
AEY 1GB
HDD 72GB X 6 (RAID5 #E & & 330GB)
LAN 100Base-TX X 2

1000Base-SX x1#& -}
Myrinet A— K X 3

DAT COMPAC 20/40GB DAT

CDRW CDRW-SX24B
HE/—F E:NEN Compaq ProliantDL360

CPU PentiumIl 1GHz X 2

AEY 1GB

T4 AVERE | 36GB

LAN 100Base-TX X 2

Myrinet & -p X 1

M9 BERPC 77 RHEE
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2.5 BBHET—4

BT —HNR—ZADTF—HL, THRAIMIROT7ANVUF 75y b7 7 A V) TEBRE
nNTW5, TDH, T—FERBTHIHEIL. BT —FX—AD FTP ¥4 h~T 7%
AL, 79w F 7 7ANEFTRTCFTP BRATE 70— K15,

BT —FR—ADT— S BIIZL | &T 4%V u— RT3 bl YLRAED
TARIPLELRDT, EBRAFALEOENT—ZICLIE->TH I rr— REIT,
Fyora— KRR ERDET—ZIZOVTER 21277, i, BREBEFTP) &ix, 4V Y
WV EFTP ¥4 FRICKIT 2REART —F ORTFH T,

# 2 WBMNRT —FZ REBHT

T I N—24 %5 (FTP)

GenBank ftp:// ftp.ncbi.nih.gov/genbank/* seq.gz

Swiss-Prot ftp:// ftp.ebi.ac.uk/pub/databases/swissprot/release/*.dat
PDB ftp:/l ftp.rcsb.org/pub/pdb/data/structures/divided/pdb/*
NDB ' ftp:// beta-ndb.rutgers.edu//NDB/coordinates/*

iz, Furn—F57 -2 0FE, RUOY T a— FOFEREMICOVWTER 3 12
TT'\'j_o

® 3 T—HEE. ROF U a— FErERR

T—HER—R4 A E&(GB) FrERef (h)
GenBank 12.6 13.5
Swiss-Prot 0.305 0.5
PDB 2.8 8.8
NDB 1.1 3.7

(2002/12/21 B &)
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GenBank, PDB, NDB iZ2WTiZ# U m— FRRT—ZIIEF I T\ D, - T

NG 32DF—FR—RIZHONTIX Frro— REICeF—F R fEE LT s
e, REROKRBER 4R T,

4 T BREERHERK)

TR R4 A E&(GB)
GenBank 79.6
PDB 10.9
NDB 24

(2002/12/21 B 5)

2.6.7— & B

BT —HR—RA T, HLOF—FRK e L BESA TS0, GHEYA N CIREY
BT —Z 2 EH LTS, LEadoT, BCRFOT — 4 2 BET 27010, BEYA
NCF— A _R—ZAREHEND F A I 7T, BRELWTF—F 2 F o n— K5,

2.7. 80— K8
2.7.1 LEBOFH
TRy a— RT3 0ABEORIILLTO®EY,
@O FTP %A h~EEE L. HRT—F2F U a—FT5,
Q@ EBIFERTAT—FE#B/MTET AL R~ Fora—KLEF—F %2
E—3 5,
(ﬁr}yu»— FLieF—2L¢, ZFBRIERTE7T—FIIXFIL TERTS-0)
@ FUru—FLEF—IBERINTVBHEEIT, F—F2ET 5,

F—4 & FTPRATY Va— 5581, YA 2A2 Y7 RMELF, #yrua—FK
VNVAI YT NEERTS, FUru—FY AR 2 Y MR ILEIL, TR
— B L72AEBREFTP 31 MERELUSMT, EDOF — 2 _R— 2B T HIFER—T
H5, E>T. LIEPDB #R&FXL LTV NV R 7 Y7 MIOWTHEDT S,
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2.7.2. 800 —Fy=VARZ7 YTk
Foyra—KrzV A7 )7 NI, UTOR7 Y 7 ErbiEREnD,
M get_pdb.sh
AYTPFNETP H4 hOF—FWBELY, T—FEF DV n—FTD,
M cp_pdb.sh
ERIEATETF— R /T T4 L7 MU~ Fora—RNLeTF—4%
atr—4 5%,
B unzip_pdb.sh
Frao—KRLEF—2EEREIN TS, 27— F 2R+ 5.
B pdb.sh
get_pdb.sh. cp_pdb.sh. unzip_pdb.sh 2##fA L T, ¥ 7 a— Fekoiih
T 5,
new2pdb.sh
1HRHFWF =4, ROEBIERT 27— 2 EHT 5.

Fyuru—Ryznzy Y7 b EERLE, #7rae— FREORAEE 10 07T,

F—5249v0— " | Rl iy P SNl
F¥S ] HFF—3MTFLIR b =] F—HERATS T’ mFLoby @, [P BHET S dbin
newpdbj~AIE—T 5 ) l‘ BRTe
oldpdb~BRT S
§ F-RERETLR o e

SDHARETD

pab sh i
i

get pdd sh cp pdb.sh
[e]
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h POBT—SEMA

?B

Z)

i
{
;
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i
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2.7.3. 7077 A
2.7.3.1. get_pdb.sh
#!/bin/sh
#
# get_pdb.sh:
# Download files (called from pdb.sh)
#
# Author:Sakai Tomo
#
# Version History
# 1.00 + 2002/06/17 : first release by Sakai Tomo
#

echo "Start get_pdb.sh:" date’

cd $DLBASE

find . -type d -print -exec chmod u+w §§ ¥;
cat <<"EOF" | Iftp

open ftp.rcsb.org

user anonymous sakait@apr.jaeri.go.jp
cd /pub/pdb/data/structures/divided/pdb
Is -ltr

mirror -c -s -e -*parallel=1 -v

EOF

echo "End get_pdb.sh:""date’
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2.7.3.2 cp_pdb.sh
#!/bin/bash
# Copy PDB data to PDB root directory
# This shell has two arguments
# First argument is, for example "/db/dwnpdb/data/structures/divided/pdb"

# Second argument is, for example "/db/newpdb"

echo "Start cp_pdb.sh:" date’

# Define parameters

dir=%1

cpdir=%$2
#dir="/db/dwnpdb/data/structures/divided/pdb"
#cpdir="/db/newpdb"”

dirlist="/tmp/dir_list"

filelist="/tmp/file_list"

# Coping PDB data

cd $dir

echo Curent Directory = $dir
echo

find . -type d -print > $dirlist

cur=.

while read pdb_dir
do
echo pdb_dir = [ $pdb_dir ]
if [ ! $pdb_dir = $cur ] && [! $pdb_dir = "nonCIF" |; then
echo Now copy files in [ $pdb_dir ] directory to $cpdir
cd $pdb_dir
find . -type f -print > $filelist
while read file_name
do
cp $file_name $cpdir 2>> SLOGBASE/$CPERROR$DATE .log
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done < $filelist
echo Finish copying files from [ $pdb_dir ] directory to $cpdir
cd ..

fi

done < $dirlist

echo All files are copied

echo
# Remove last dir_list and file list
rm -f $dirlist

rm -f $filelist

echo "End cp_pdb.sh:"date’
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2.7.3.3. unzip_pdb.sh
#!/bin/bash
# gzip files in /db/mewpdb directory

echo "Start unzip_pdb.sh:""date’

# Define parameters

dir="/db/newpdb"
dir_str="/db/newpdb/structure_factors"
#log="/var/log/dataget/pdb/unzip/pdb_unzip_"$DATE log

cd $dir

foriin0123456789

do
if [$i-eq1]
then '
forjin0123456789abcdefghijklmnopqrstuvwxyz
do
pdbfile="pdb"§ij"*"
echo "gzip of pdb"$i$;" files"
gzip -d $pdbfile 2>> $LOGBASE/$UNZIPERROR$DATE log
done
else
pdbfile="pdb"$i"*"
echo "gzip of pdb"$i" files"
gzip -d $pdbfile 2>> SLOGBASE/$UNZIPERROR$DATE .log
fi
done

echo "End unzip_pdb.sh:""date’
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2.7.3.4. pdb.sh
#!/bin/sh
#
# pdb.sh:
# Get public pdb db (from ftp.resb.org/pub/pdb/data/structures/divided/pdb)
#
# Author:Sakai Tomo
#
# Version History
# 1.00 : 2002/06/17 : first release by Sakai Tomo
# 1.0.1 :2002/10/4 : cope with structure_factors data
4 .
#

# set common variable

# modify when you download from other sites

#

# BINDIR - Program installed directory

# LOGBASE :log file directory

#

# DLSITE : FTP site name

# SITEDIR :FTP site download directory (files FROM)
# DLBASE : local machine download directory (files TO)

#

BINDIR=/usr/local/dataget/pdb/bin
LOGBASE=/var/log/dataget/pdb

DLSITE=ftp.rcsb.org

#DLSITE=198.202.75.77
SITEDIR=/pub/pdb/data/structures/divided/pdb
DLBASE=/db/dwnpdb/data/structures/divided/pdb
NEWDATA=/dbmewpdb

LOCKFILE=/tmp/pdb.lck

export BINDIR LOGBASE
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export DLSITE SITEDIR DLBASE NEWDATA
export LOCKFILE

#

# set log file name from current date

#

YEAR="date '+%Y"

MON="date '+%m"

DAY="date '+%d"

HOUR="date '+%H"

MIN="date '+%M"
DATE=$YEARSMONS$DAY$HOURS$MIN ; export DATE

#

# Set log file name

#

OUTLINELOG=outline/pdb_outline_
DLLOG=dl/pdb_dl_

FMTLOG=fmt/pdb_fmt_

CPLOG=cp/pdb_cp_
CPERROR=cp/error/pdb_cp_error_
UNZIPLOG=unzip/pdb_unzip_
UNZIPERROR=unzip/error/pdb_unzip_error_

export OUTLINELOG DLLOG FMTLOG CPLOG CPERROR
UNZIPERROR

HHHEHBHHHR R
# Start Process
HHHHEHHEHRRHHRRH R

#

# Trap interupt

#  cannot catch SIGKILL(9)
#

trapclean0 {

UNZIPLOG
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rm -f $LOCKFILE
exit 1

}
trap trapclean 12 13 15

#
# Check if another download shells are running
#
if [ -f SLOCKFILE |; then
echo "Another download shell is running. exit."
$LOGBASE/$OUTLINELOGS$DATE .log
exit
fi
echo "Start pdb.sh:"*date’ > SLOGBASE/$OUTLINELOG$DATE log

# create lock file
touch $LOCKFILE

#
# Check if specific directory exists
#
if [! -d $DLBASE I; then
echo "[ERRORI:$DLBASE not exist. End script."
SLOGBASE/$OUTLINELOGS$DATE .log
exit
fi

#

# Download PDB Data

#

$BINDIR/get_pdb.sh > SLOGBASE/$DLLOG$DATE .log

echo "get pdb.sh is done. logfile is $LOGBASE/$DLLOGS$DATE log"
$LOGBASE/$OUTLINELOGS$DATE log

#
# Copy downlod files(pdb) to /db/newpdb

>>

>>
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#

$BINDIR/cp_pdb.sh $DLBASE $NEWDATA > $LOGBASE/$CPLOG$DATE .log
echo '"cp_pdb.sh is done. logfile is $LOGBASE/$CPLOGS$DATE log" ™>>
$LOGBASE/$OUTLINELOGS$DATE .log

#

# Unzip

#

$BINDIR/unzip_pdb.sh > SLOGBASE/$UNZIPLOGS$DATE .log

echo "unzip_pdb.sh is done. logfile is $LOGBASE/$UNZIPLOGS$DATE log" >>
$LOGBASE/$OUTLINELOGS$DATE .log

#

# Send mail to report termination
#

$BINDIR/mail.sh >> $LOGBASE/$OUTLINELOG$DATE .log

#

# Remove locked files

#

rm -f SLOCKFILE

echo "End pdb.sh:"*date® >> $LOGBASE/$OUTLINELOGS$DATE .log
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2.7.3.5. new2pdb.sh
#!/bin/bash
# Move /db/pdb datas to /db/oldpdb
# Move /db/newpdb datas to /db/pdb
# Make /db/mewpdb directory

#

# set log file name from current date

#

YEAR="date '+%Y"

MON="date '+%m"

DAY="date '+%d"

HOUR="date '+%H"

MIN="date '+%M"
DATE=$YEAR$MONS$DAY$HOURS$MIN ; export DATE

LOGDIR=/var/log/dataget/pdb/new2pdb
LOG=$LOGDIR"/new2pdb_$DATE .log"
ERROR=$LOGDIR"/error/error_new2pdb_$DATE log"

# set common variable
OLDPDB="/db/oldpdb"
PDB="/db/pdb"
NEWPDB="/db/newpdb"

# Address to reporting the status
TO="sakait@apr jaeri.go.jp to-mo@muc.biglobe.ne.jp"

echo "Start new2pdb.sh:""date' > $LOG

rm -rf SOLDPDB 2> $ERROR

echo "Remove "$OLDPDB >> $LOG

mv $PDB $OLDPDB 2>> $SERROR

echo "Move to "$SOLDPDB" from "$PDB >> $L.0OG
mv $SNEWPDB $PDB 2>> $ERROR

echo "Move to "$PDB" from "$NEWPDB >> $LOG
mkdir SNEWPDB 2>> $ERROR
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echo "Make directory "$SNEWPDB >> $LOG

cat <<"EOF" | sendmail $TO
Finish Update PDB data and old PDB data (“o*)v

EOF
echo "Sned mail of termination to "$TO >> $LOG
echo "End new2pdb.sh:""date” >> $LOG

2.7.4. S%DRER
REEER15EE) LY ITBLHERO T Y r—3 g L h— NI F— Z _— B
DED T, SRIIBEHRELZEBERNPC 25 A0S ITBLHEKOT Y r—a W
—N~1T+ 5, Bk GenBank, Swiss-Prot. PDB., NDB #®{#HH{ %7 —#~—2 L
LTWDNB, BEIJSUHRT —FR—2AEEO L VLK SLERDH B, o, T— 2%
RLEGT2 ITBLMEOREX K L. EL5FEE0OM L BT,
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3.1.%%
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[BE] "AFA 7427 4 7 ABEDOHERE R L TV BEEMF Web 1 (—1i)
[ AV AVN SN
URL : http://www.genome.ad.jp/Japanese/
B DNA Data Bank of Japan(DDBJ)
URL: http://www.ddbj.nig.ac.jp/Welcome-j.html
B JBiC
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B NCBI
URL : http://www.ncbi.nlm.nih.gov/
B RCSB
URL : http://lwww.rcsb.org/index.htm]
B EBI
URL : http://www.ebi.ac.uk/
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