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(57) Abstract: A ligand searching device for researching analysis of a receptor-ligand bond. The receptor can be an induced-fit
receptor. A ligand searching method, a program, and a recording medium are also disclosed. Analysis calculation of the fundamental
vibration of a receptor is conducted, and the fluctuation of the main chain dihedral angle of the receptor in a steady state is calculated.
Molecular dynamics calculation is conducted while restraint based on the fluctuations is laid on each atom. Thus, the dynamic
structure of a receptor is predicted with higher accuracy. Further, by using the dynamic structure determined by molecular dynamics
calculation and an interaction function, the receptor/ligand bond applicable to an induced-fit receptor is predicted with high accuracy.
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580Xl
B IRLE— | FDB code BE
A 1] -1089.2153 1QF4 ligase
2 ~-990.9917 1KZL transferase
3 -906.5003 1COA ligase/RNA
4] —889.1661 1KGQ  |transferase
5 -869.3531 1195 ribosome
6 —860.2331 1JR4 transferase
7 —858.0005 TAZN transferase
8] -B832.0515 TNKK __ |hydrolase
9 -788.3545 TJIL ligase
: 10 ~757.2852 1EJB transforase
11 -697.9477 IDMT hydrolase ‘
12 ~645.0269 iPAU complex {protease/inhibitor)
13 ~-633.1260 1F74  |lyase
14 ~-628.9678 1KYU endocytosis/exocytosis
15 -616.4458 iNRS serine proteinase/receptar
16 -608.4169 9LYZ hydrelase (o—glycosyl)
17 -500.2775 1EI0 - lipid-binding protein
18 —-593.7082 1F7B lyase '
19 ~-585.7663 LMW complex (serine protease/inhibitor)
20 -584.0059 1RIR oxidoreductase
21 -580.1563 1iL2 ligase/RNA
22 ~573.0481 1BLL hydrolase(alpha~aminoacylpeptide)
23 ~572.6763 1E1F glycoside hydrolase
24 -540.1965 LKL complex {tyrosine kinase/peptide)
25 -524.2817 TUK4 hydrolase
26 —-518.3528 1LCB transferase (methyltransferase)
27 ~506.8123 1PGN oxidoreductase (choh(d)-nadp+(a))
28 —493.5477 115Q hydrolase
29 ~486.8954 1KYD endocytosis/exacytosis
30 -481.9659 1NRR setine proteinasg/ receptor
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Finy 1
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TEL THIL5— ]| PDB code EE3
1] ~1263.8870 1EAD dihydrolipoamide acetyltransferase
2] =1260.8689 1FE6M oxidoreductase
3| -1147.1739 1JR4 transferase
4] ~11419917 1QF5 ligase
5] -1104.9447 TJAY structural genomics
6| -1019.3584 TKZL  |transferase
7 ~096.5865 1QF4 ligase
8 -988.6588 1J1J ligase
9 —081.8594 8ICO complex (nucleotidyltransferase/dna)
10 —-953.0986 1L0O9 hydrolase
11 -849,1903 1JTU transferase
12| -922.4795 TJKX  [transferase
13 ~918.4892 1JIL ligase
14 -916.8950 1195 ribosome
15| -508.4880 1AL6 lyase
16 ~-893.5862 LKL . |complex (tyrosine kinase/peptide)
17]  -892.3713 1N37 deoxyribonucleic acid
18 ~887.9721 1LGB transferase (methyltransferase)
19 -866.9600 109F protein binding
20 ~826.48493 1L07 hydrolase
21| -—/92.0254 4UAG  |ligase
22 ~-776.9998 1EJB transferase
23 ~772.2400 1BFZ n—-terminal product peptide
. 24 ~769.6844 1F3E apoptosis
25 -762.5275 1TLP hydrolase {metalloproteinase)
26 —1759.8312 1QIN lyase
27 -758.2140 1KO8 transferase
28 ~757.5526 1COA ligase/RNA
29 ~755.7987 1QD1 transferase
30 ~755.1049 1LO8 hydrolase
491 -639.1858 1UK4 hydrolase
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¥ ey
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TERz THIL%— | PDB code &3
1] -364.6548 1195 ribosome
2| —299.0166 1UK4 hydrolase
3l -109.6867 1BXX endocytosis/exooytosis
4 ~93.0540 1RZL transferase
5 —72.9399 TNKK hydrolase
6 —10.7565 1F8H endocytosis/exocytosis
7 -4.2756 1QTN apoptosis
8 162.1557 1KGQ  [transferase
9 163.2075 TOS9F  |protein binding
10 3318725 1CGL metalloprotease
11 370.5027 2BBQ transferase(methyltransferase)
12 397.8488 4DMR oxidoreductase
13 550.2598 1HPG hydrolase (serine protease)
14 716.6561 1LOC lectin
15 839.7398 1DMT hydrolase
16 848.7090 1KAP zinc metalloprotease
17 850.2630 1JG3 transferase . :
18 833.4400 1BC5 complex (methyltransferase/peptide)
19 $505.9695 1FCH signaling protein
20 913.9769 1CF8 catalytic antibody
21 1088.2428 TNWE hydrolase
R 22 1089.3496 1KO6 transferase
23 1116.9042 1F74 lyase
24  1131.4783 1ING hydrolase (o~glycosyl)
25 1132.3648 1131 endocytosis/exocytosis
26 1148.9063 1IAU hydrolase
27 11560335 1848 transferase
28]  1160.3512 1PTT complex (hydrolase/peptide)
29 1176.7814 1MC5H oxidoreductase
30] 1197.3565 1F9E apoptosis
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b =
91X
 TEfL IFJL%— | FDB code e
1| -2085.8588 1JJQ hormone/growth factor
21 —2011.3626 2BVYW hydrolase
3| ~1670.83484 1D0G hydrolase
4| —1336,7960 1LWJ transferase
5[ —1320.0704 TKEU  |lyase
6] —1230.0604 1GAH hydrolase
7 —-1214.9459 17E signaling protein
8] —1185.8653 1G39 signaling protein
al -1191.3777 1BB5 hydrolase
101 -1189.0253 2FHI nucleotide~binding protein
7 -1147.9761 1GO6 glycopeptide antibiotics
12| -1103.6272 1M4D transferase
131 -1085.3050 1QHC hydrolase
14] -1088.7299 TMZN gene regulation
16| -1078.3684 1QGL  [lectin (agelutinin) .
16] .—1056.4078 4ENG glycosyl hydrolase
17| —1033.0227 TLON  |ligase
18| =1031.25855 1MWL ribonucleic acid
19] —1027.4239 1QPK hydrolase
20 -1014.9817 1UDB isomerase
21| -—1005.1689 1GQC transferase
22 ~976.9293 1HGH px domain
23 -975.2827 1LSP hydrolase (o-glycosyl)
24 -873.5218 1FF1 signaling protein
25 -063.4098 3UAG  [ligase
26 —937.2165 11BG immunoglobulin
27 -033.6818 1DRV oxidoreductase
28 -018.6947 2MBR"  |oxidoreductase
29 -917.1703 1NAB deoxyribenucleic acid
30 —§97.3026 18LY glycosyitransferase
174 331.9928 1UK4 hydrolase
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IEfL THRILE— | PDBcode | -ES
11 -1047.3743 1KZL transferase
2] -860.437 1J71 hydrolase
3 -844.8737 3UAG ligase
4 -837.6255 1LKL complex (tyrosine kinase/peptide)
5 -829.8176 1QF4 ligase '
] -732.2087 1A2N transferase
7 ~721.6213 1GiF hydrolase, signaling protein
8 ~698.5022 1F7B lyase
] ~689.1472 1BFZ n—terminal product peptide
10 ~646.7943 148L hydrolase{o~glycosyl)
11 -634.4654 1CGL metalloprotease
12 -629.1673 TJIL ligase
13| -616.8733] 1FF1  |signaling protein
14 ~811.1171 1F9E apoptosis
15 ~-567.0738 1R1R oxidoreductase ,
16 -554.5321 1185 ribosome ,
17 -547.24%4 1FQX hydrolase
18 -536.7069 1HCT complex (signal transduction/peptide)
18] -531.1014 1SIA - [mucin motif
20| -508.9899 1J1J ligase
21 -507,9655 1LSP hydrolase {o~glycosyl)
22 ~-497 6341 1FBH endocytosis/exooytosis
23 -492.3974 1F74 lyase
24 ~443232 1QHS hydrolase
25 —427.5925 1 [ligase
26| -417.4991 1JQY  [toxin
27 -416.9956 2KCE methyltransferase
28 ~396.7398 1EJB transferase
29 ~-387.6441 TMMJ hydrolase
30 -358.2162 1SLY glycosyltransferase
38] -245.9500 1UK4 hydrolase
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