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ProbeSite
PDB
1
1a28
1.1
work
$ mkdir work $
1.1-1
1.1-1 work
#
1 base
2 protein
3 ligand
4 base/input sievgene
5 base/list
base base

$ cd work

$ mkdir base protein ligand

$ cd base
$ mkdir input 1
$cd ..

ist
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1.2

base/bin
base/bin 1.2-1
1.2-1 work/bin /
#
1 RUN_docking_ps.pl
2 | calc_average coord
3 | calc_center_coord
4 | calc_sigma
5 | calc_verification_data
6 create _pre_point PDB
7 make_docking_pocket_coordinate.pl | calc_center_coord
8 make_docking_score_multi.pl mol2
9 make_docking_score_ps.csh
10 | make_grid.csh
11 | make_multi.pl mol2
12 | make_pre_point.pl create _pre_point
13 | make_score_data multi_ps.pl mol2
14 | make_score_data ps.csh
15 | make_scopring_grid.pl calc_sigma
16 | sievgene
17 | verify_point.pl calc_verification_data
1.3
base/input sievgene
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1.3-1 work/input

s0.1inp sievgenen

2 sOgrid.inp make_grid.csh

s0.1inp 1.3-2
1.3-2 s0.inp
#
1 COORDINnate PDB
2 NAMECOordinate pose.pdb
3 CANDIDatenumber 1 1
4 SCORENumber 1 1
1.4
protein
1la28 protein/1a28
protein/1a28 Pro_md.pdb Pro.tpl

$ cd protein
$ mkdir 1a28
$ cp Pro_md.pdb

$ cp Pro.tpl
15

ligand

mol2
mol2
c001 mol2 100
ligand

1.6

base/list ligand
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base/list

c001 ligand/c001/ mol2 1

1
$ cd base/list
$ Is ../../ligand/c001 > c001

mol2 mol2
$ ./bin/make_multi.pl c001 100
make_multi.csh work/ligand_multi
1.7
1.7-1
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work/

—— base/

— bin/

/- RUN_docking_ps.pl
calc_average_coord
calc_center_coord
calc_sigma
calc_verification_data
create_pre_point
make_docking_pocket_coordinate.pl

make_docking_score_multi.pl

make_docking_score_ps.csh
make_grid.csh
make_multi.pl
make_pre_point.pl
make_score_date_multi_ps.pl
make_score_data_ps.csh
make_scoring_grid.pl
sievgene

\- verify_point.pl

—— list/

input/
s0.1inp
sOgrid.inp
S c001

5713




— protein/

\— 1a28/

Pro_md.pdb
Pro.tpl

— ligand/

L——— c001/

____________________

—— ligand_multi/
—— c001-00001.mol2

— list/

c001

c001-00001

1.7-1
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2.1 make_pre_point.pl

Ca

1a28

init_protein

1a28 CA

CA Ca

2.2 make_pre_point.pl

base

$ ./bin/make_pre _point.pl list/init_protein

protein 1328 CA+1 32 32
point.pdb

32

base/list protein.list

2.3
make_pre_point._pl
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Pro_md.pdb

Pro.tpl
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work/
- base/
— list/
init_protein
L protein.list
L protein/
1a28 CA+1
Pro_md.pdb
Pro.tpl
point.pdb
1a28 CA+32
Pro_md.pdb
Pro.tpl
point.pdb
2.3-1 make_pre_point.pl
3
base
$ ./bin/make_grid.csh
make_grid.csh base/grid
base/grid/la28 CA+1 1a28 CA+32
base/grid/1a28 CA+1 1a28 CA+32 grid.file
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4.1 mol2

$ ./bin/make_docking_score_ps.csh protein_list c001

4.2 mol2

$ ./bin/make_docking_score_multi._pl protein_list c001

4.3
make_docking_score ps.csh make_docking_score_multi.pl
sievgene 1a28 CA+1 1a28 CA+32 32
x 100
4.4
make_docking_score_ps.csh make_docking_score_multi.pl base
result work sievgene
mol2 result work
4.4-1 mol2
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base/

result/
1a28 CA+1/
L c001/
L———— c001-00001.score
1a28 CA+32/
L c001/
L____ c001-00001.score
work/
— 1a28 CA+1/
L— c001/
l— c001-00001
r
D_1a28 CA+1_c001-00001.log
fort.15
pose.pdb
sOtmp. inp
L 1a28 CA+32 / L
L— c001/
l— c001-00001
/
D_1a28 CA+32_c001-00001.log
fort.15
pose.pdb
sOtmp. inp
-
4.4-1 /
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5.1 mol2

$ ./bin/make_score_data_ps.csh protein_list c001

5.2 mol2

$ ./bin/make_score_data_multi_ps.pl protein_list c001

5.3
make_score_data_ps.csh make_score_data_multi_ps.pl
base/matrix base/matrix

protein.list_#c001#.dat
protein.list_#c001#.dat

54
5.4-1

base/

L____ matrix/
L——————— protein.list #c001#.dat

5.4-1 /

base/prediction
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$ cd base

$ mkdir prediction

base/

prediction/ matrix_list prediction/ base/matrix/*.dat

matrix_list

../matrix/ protein.list #c001#.dat

prediction/ lig_grp

lig grp

c001

6.2 make_scoring_grid.pl

prediction

$ ../bin/make_scoring grid.pl 1a28

make_scoring_grid.pl prediction
1a28 CA+1 ave.coord 1a28 CA+32_ave.coord 1a28 CA+1_sigma.score

1a28 CA+32_sigma.score 1a28 selected_protein_list 1a28 sigma.score

6.3

1a28 sigma.score 1a28

1a28 protein.list
1a28 CA+19 1a28 CA+24 2

1a28 CA+19
1a28 CA+24

2.1 CA N 1a28 sigma.score
CA N
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prediction

$ ../bin/make_docking_pocket_coordinate.pl 1a28 protein._list

make_docking_pocket_coordinate.pl 1a28 CA+19 ave.coord
1a28 CA+24 ave.coord 1a28 CA center.coord
1a28 CA center.coord 1a28 CA center.coord
CA

P 1a28 CA+19

Gave 43.67729  39.75393  32.266408
@signa  1.001717  0.5455856  0.1208649
P 1a28 CA+24

Gave 61.63492 37.72311 32.292023
@signa  1.6766767  0.198657 0.8784733

1a28

prediction

$ ../bin/verify_point.pl point.pdb 1a28 CA_center.coord

CA
1a28 CA center.coord point.pdb PDB

1a28 CA._verify

@center-to-center distance

@minimum distance
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P 1a28_CA+19

@center-to-center distance: 31.22828

@minimum distance 20.62262

P 1a28 CA+24

@center-to-center distance: 11.98828

@minimum distance 6.12223
1a28 CA+19 1la28 CA+24
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