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LIST OF ABBREVIATIONS

Acetylcholine

Acetylcholinesterase

Austin model 1

Butyrylcholine

Beck’s three parameter hybrid functional using the LYP
correlation functional

Butyrylcholinesterase

Butyrylthiocholine

Cholinesterase

Catalytic substrate binding site

Density functional theory

Enzyme substrate complex

Emppirical valence bond

Hartree-Fock

Integrated molecular orbital and molecular mechanics
method

Intermediate

Kilocalorie per mol

Low-barrier hydrogen bonds

Lee-Yang-Parr functional

Molecular dynamics

Molecular mechanics
Molecular-mechanics-Poisson-Boltzmann

Molecular orbital

The second-order MZller-Plesset perturbations theory
Our-own-N-layered Integrated molecular Orbital and
molecular Mechanics

The peripheral anionic site

Polarizable continuum method

Paranetric method number 3



