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1- Computational Chemistry
2- Molecular Mechanics

3- Ab-Initio

4- Semi-Empirical

5- Density Functional Theory
6- Molecular Dynamics
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1- Force Field

2- Force Constants

3- Parameterization

4- Hartree-Fock (HF)
5- Quantum Mechanics
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1- Basis Set

2- HF Limit

3- Wave Function
4- Hamiltonian
5- Database
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1- Monte Carlo
2- Slater Type Orbitals (STO)
3- Gaussian Type Orbitals (GTO)
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1- Cartesian

2- Double Zeta (DZ)

3- Split VValence Basis Set

4- Triple Zeta (TZ)

5- Quadruple Zeta (QZ)

6- Quintuple or Pentuple Zeta (PZ or 52)
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1- Polarized Basis Sets
2- Diffuse Function
3- Pople



