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10:00 - 10:30 Introduction
1. GaussView Basics
2. Building Molecules
3. Opening, Displaying, and Saving Molecules and Views
4. Computational Modeling )
10:30 - 11:30 . Presentation
5. Gaussian
5-1 Method
5-2 Basis set
5-3 Job Type
11:30 - 12:30 A
1. Optimization : Electronic Properties
2. Energy(UV/Vis) : HOMO & LUMO .
3. Frequency Calculation : Thermal properties & Spectra Presentation
4. ONIOM
12:30 - 14:00 Application(Reaction Mechanism)
1. Transition State Optimization(QST3)
2. Intrinsic Reaction Coordinate(IRC) Demonstration
3. Scan : Electronic Potential Surface
4. Predicting Spectra
Exercise
1. IntraMolecular Proton Transfer In Formic Acid(QST2)
1-1 Optimization
14:00 - 16:00 1-2 Predicting Spectra Hands on Session
1-3 Transition State
1-4 IRC
1-5 Scan
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