(comparative modeling)

1.
(protein tertiary structure prediction)
(comparative modeling homology
modeling) . (similarity)
(homology) .
( query )
( template
) comparative modeling
comparative modeling
(fragment-based method)[1]
(restraint-based method)[2] . fragment-based
method (conserved region)
(variable region)
query template
helix beta
query template
, helix helix( helix
beta , beta beta ) loop
. fragment-based method conserved region
variable region
(side chain)

SCWRL(http://dunbrack.fccc.edu/SCWRL3.php)
. fragment-based method COMPOSER SWISS-
MODEL . COMPOSER



SWISS-MODEL (http://www.expasy.org/swissmod/SWISS-
MODEL.html) query ,

restraint-based method template
; (restraint)
query . restraint-based
method MODELLER . MODELLER
(executables) “http://salilab.org/modeller/”

, MODELLER comparative
modeling

comparative modeling

Jackal(C++ code, 90000 ) . comparative modeling
Jackal
Jackal “http://trantor.bioc.columbia.edu/programs/jackal”
(http://www.bmm.icnet.uk/~3djigsaw/)
comparative modeling 3D-JIGSAW
comparative modeling
MolIDE(http://dunbrack.fccc.edu/molide/molide.php) [3].
2. MODELLER

comparative modeling
MODELLER . MODELLER
Windows, Mac, Linux, Unix operating system
“http://salilab.org/modeller/”
MODELLER . MODELLER
7v7(operating system: Linux)
MODELLER

(1) template
(2) query template (alignment)
(3) query



template . BLAST PSI-BLAST

( “ : BLAST
(profile)” ). BLAST template
CM(Comparative Modeling) . PSI-BLAST
template CM
5 (CASP5)
T0137 (query )
133 ,
. CASP5 T0137
PDB(Protein Data Bank)
(PDB ID: 108V). PSI-BLAST 108V
, query
query
1BWY . 1BWY(132 ) template
, 1BWY.pdb

PDB(http://www.rcsb.org)

T0137 (query)
1BWY.pdb(template) query template
align2d.top . align2d.top

INCLUDE
READ_MODEL FILE = "1BWY.pdb’
SEQUENCE_TO_ALI ALIGN_CODES = "1BWY"
READ_ALIGNMENT FILE = 'T137.seq’, ALIGN_CODES = ALIGN_CODES ‘T137', ADD_SEQUENCE = on
ALIGN2D
WRITE_ALIGNMENT FILE="T137.ali', ALIGNMENT_FORMAT = 'PIR"
T137.seq query ,
PIR format . T137.seq

>P1;T137

MEAFLGTWKMEKSEGFDKIMERLGVDFVTRKMGNLVKPNLIVTDLGGGKYKMRSESTFKTTECSFKLGEKFKEVTPDSREVA

SLITVENGVMKHEQDDKTKVTYIERVVEGNELKATVKVDEVVCVRTYSKVA*



ik

T137.ali
MODELLER

mod7v7 align2d.top

T137.ali ,

>P1;1BWY

structureX:1BWY: 1 :A: 132 :A:undefined:undefined:-1.00:-1.00
VDAFVGTWKLVDSKNFDDYMKSLGVGFATRQVGNMTKPTTIIEVNG-
DTVIKTQSTFKNTEISFKLGVEFDETTADDRKVKSIVTLDGGKLVHVQKWNGQETSLVREMVDGKLILTLTHGTAVCTRTYEKQ
A*

>P1;T137

sequence:T137: T 1121 0.00: 0.00
MEAFLGTWKMEKSEGFDKIMERLGVDFVTRKMGNLVKPNLIVTDLGGGKYKMRSESTFKTTECSFKLGEKFKEVTPDSREVA

SLITVENGVMKHEQDDKTKVTYIERVVEGNELKATVKVDEVVCVRTYSKVA*

model.top . model.top

INCLUDE

SET ALNFILE = 'T137.ali’
SET KNOWNS = "1BWY"
SET SEQUENCE = 'T137"
SET STARTING_MODEL =1
SET ENDING_MODEL =5

CALL ROUTINE = ‘model’

“SET ENDING_MODEL
= 37 . MODELLER

mod7v7 model.top

T137.B99990001,...,T137.B99990005
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