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Abstract
SMILES (Simplified Molecular Input Line Entry System) is a chemical
notation system which is based on principles of molecular graph theory.
Because chemical structures can be written in a single string using SMILES,
it is widely used for chemical databases. In general, 3D chemical structures
are required for computer assisted drug design. In this study, we have
developed a computer software which can construct a 3D structure of

compounds from SMILES and dock it into a target protein.
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C methane (CHy)

N ammonia (NH3)
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Protein-ligand complex PDB ID  Protein-ligand complex PDB ID
ACE-lisinopril 1086 Glucoamylase-acarbose 1AGM
Acetylcholinesterase-aricept 1EVE HDACS8-aryl hydroxamic acid 1W22
D-Ala D-Ala peptidase-cefotaxime 1CEF Histidine-binding protein-histidine IHSL
B -lactamase-clavulanate 1BLC HIV-1 protease-hydroxyethylene 1AAQ
Carbonic anhydrase-acetazolamide 1JDO HIV-1 reverse transcriptase-efavirenz ~ 1FK9
COX-1-aspirin 1PTH Cholesterol oxidase-androstenolone 1COY
COX-2-SC-558 6COX Myoglobin—imidazole IMBI
CPA-L-benzylsuccinate 1CBX Penicillopepsin-pepstatin analogue 1APT
CYP2C9-S-warfarin 10G5 Thermolysin-Leu-NHOH 4TLN
DHFR-methotrexate 4DFR Thrombin-NAPAP 1ETS
Enolase—phosphonoacetohydroxamate 1EBG Trypsin-benzamide 3PTB
FABP—palmitic acid 21FB Xanthine oxidase-Mo-pt IFIQ
GBP-D-glucose 2GBP
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4. HECRE S E-EDEAWA (BFAMB 1A THE) & EAIIKTL,
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ARCRL, YHV RS TFERT 4 v 7 RRTRLE, a) HIV-1 protease (PDB
ID: 1AAQ), b) Cholesterol oxidase (PDB ID: 1COY).
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ThRhcE R E-VH FEREORKRBEL R L, RRFEIIR 4 LR
a) B-trypsin (PDB ID: 3PTB), b) Histidine-binding protein (PDB ID:
1HSL), c¢) D-galactose/D-glucose binding protein (PDB ID: 2GBP).
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