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(Structural Genomics) (Functional Genomics)
Williams 1994 “
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SWISS-PROT  PDB
BLASTP OwL
(www.biochem.ucl.ac.uk/bsm/dbbrowser/OWL/owl_blast._html)

(motif) (cell compartment)

ExPASy(http://expasy.hcuge.ch/egibin/protscal.pl)

ProtScale 50
SWISS-PROT
9
20 20 6.2  ProtScal
171 16.2
20
TMbase
(http://ulrec3.unil.ch/tmbase/TMBASE_doc.html) TMPRED
(http://ulrec3.unil.ch/software/TMPRED-form.html) PHDhtm

(wmww.embl_heidelberg.de/services/sander/predictprotein/predictprotein.
html)  TMAP (http://www.embl-heidelberg.de/tmap/tmap/tmap_sin.html)
MEMSAT (ftp.biochem.ucl.ac.uk)

80 95%
SignalP
(http://www.cbs.dtu.dk/services/SignalP) PSORT
(http://psort._nibbac. jp/form_html)
(coil)
2 COILS
(http://ulrec3.unil.ch/software/COILS form.html) Paircoil

(http://ostrich.lcs.mit.edu/cgi-bin/score)
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Venn Diagram for amino acids

Proposed by W. R. Taylor, 1986

aromatic

hydrophobic

(integrin)
RGD LDV (motif) RGD
( RGD )
(pattern)
(consensus)
(profile)
( )
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PROSITE(http://expasy.hcuge.ch/sprot/prosite.html)

PROSITE
[ST1-x(2)-[DE] ©)) M 2
D E
(profile) BLOCKS
(http://www._.blocks.fhcrc.org/blocks/) PRINTS
(http://www_biochem.ucl.ac.uk/bsm/dbbrowers/PRINTS/) ProDom

(http://protein._toulouse. inra.fr/prodom/prodom._html)

BLOCKS PROSITE

PRINTS ( )

ProDom (version33) 9600
(domain motif)
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4
—a £ ([3-sheets)
(fold) ““fold””
(
)
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80%

PDB NRL 3D HSSP SCOP  CATH
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(  Chou-Fasman GOR )
60% £
—_— 10%
( PHD)
PHD (http://www.embl-heidelberg.de/predictprotein/predictprotein.html)
(fold)
BLASTP NRL 3D SCOP
100 40%
(homology modeling)
25% 40%
NRL 3D HSSP
BLAST FASTA (
SWISS-PROT TREMBL  PIR) SRS 25%
HSSP
(annotation) “DR”” ( ) HSSP
25% HSSP
NRL 3D HSSP

20%

Swiss Model (http://expasy .hcuge . ch/swissmod/SWI1SS-MODEL . html)
Swiss Model

“e ””(threading)

1000

(energy)

30% 50%
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TOPITS(http://ww.embl-heidelberg.de/predictprotein/predictprotein.html)
frsvr(http://ww.mbi .ucla.edu/people/frsvr/frsvr._html)

123D (http://www Immb.ncifcrf.gov/~nicka/123D.html) THREADER
THREADER2 (http://globin.bio.warwick.ac.uk/~jones/threader.html)
ProFIT(http:lore.came.sbg.ac.at/Extern/software/Profit/profit_html)

10-12 1.5-2 3-5

computer-aided drug design, CADD
“ ” E. Fischer(1894)

o quantitative structure-activity relationship, QSAR):
Hansch(1962) Free & Wilson(1964) 2D-
QSAR
H3D- QSAR: CoMFA( distance geometry)
B
= -
o de novo drug design docking
! (13 7
= +
! (13 7
2001
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“ ” docking) 50-100
H Kuntz(1982) Dock

HIV-
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