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Homology Modeling Professional for HyperChem

with Gaussian Interface for HyperChem & ONIOM Interface for Receptor
Compatible to NAMD Molecular Dynamics and ABINIT-MP / GAMESS Fragment Molecular Orbital
Quantum Mechanics Calculations for Entire Molecular System
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Docking Study with HyperChem (DSHC) &EIEU. &itimD- > > UIRIEEZYR—KUET,

Revision H1

HMHC and DSHC Can Automatically Prepare the Best Structure Based on
the Energy Calculationsto Support the Latest In Silico Techniques

Hydrogen Atoms, Atom Types, and Atomic Charges of Both Ligands and Metals
as Well as Biomacromolecules Are Automatically Assigned
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Additional Helix Stereoelectronic Effects of Other Parts

X-Ray Crystal Structure Homology Model of Entire Structure Obtained from HMHy

DNA

10ns™ Scale ONIOM (QM/MM) Calculations Fragment Molecular Orbital
Molecular Dynamics Calculations Quantum Calculations
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AutoDock Vina In Silico Screening Interface
Virtual Screening System
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ONIOM Interface for Receptor
Gaussian Interface for HyperChem
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HyperChem (Windows liR’O0J T w3 FHILIF1>3>) : 7.5.2 LI&E

TclProl.2 (Windows hR) : Web (http://www.tcl.tk/software/tclpro//eval/1.2.html) KDERTAFTEEY,
Gaussian (Windows ZE/z(E Unix IR) : MBTEHDEFAMN. Gaussian OFTERRZFRA T B(CE Gaussian03.
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OpenBabel (Windows hR) : B TIIHDEE AN, HIN FE/=(& PDB FZ=XH'5S SDF. MOL2. AutoDock PDBQT 2T
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ClustalW. Blast. Fasta (Windows hR) : B TlEHDFEEAN, MEOS —RRMWEZFIAT DIHSCHETT,
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