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LIST OF ABBREVIATIONS

ACE
AD

ALS

aS
AMBER

AB
APP
BBB
BFE
CHARMM

CNS
CircRNA
CoM
CPPTRAJ
CTerm
3-D
DALY
DBS
DNA
FAD
FF99SB
GAFF
GB
GBSA
HA

IAPP
IDP
IDPR

LB

MD

Angstrom

Atomic contact Energy

Alzheimer’s Disease

Amyotrophic Lateral Sclerosis

Alpha Synuclein

Assisted Model Building with EnergyRefinement

Amyloid-Beta

Amyloid Precursor Protein
Blood brain Barrier

Binding free energy

Chemistry at HARvard Macromolecular
Mechanics

Central Nervous System
Circular RNA

Centre of Mass

A rewrite of PTRAJ in C++
C-Terminal

3-Dimensional

Diability Adjusted Life Years
Deep Brain Simulation
Deoxyribonucleic Acid
Familial Alzheimer’s Disease
Force-field 99 Stony Brook
General Amber force field
Generalized Born

Generalized Born Surface Area
Human Albumin

Islet amyloid polypeptide
Intrinsically Disordered Protein
Intrinsically Disordered Protein Region
Lewy Body

Molecular Dynamics
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ABBREVIATIONS

miRNA MicroRNA

MM Molecular Mechanics

ns nanosecond

NMR Nuclear Magnetic Resonance Spectroscopy

OleA Oleuropein Aglycone

ps picosecond

PB Poisson-Boltzmann

PBC Periodic boundary conditions

PBSA Poisson-Boltzmann Surface Area

PD Parkinson’s Disease

PDB Protein Data Bank

PEG Polyethylene Gycol

PME Particle Mesh Ewald

PMF Potential of Mean Force

PPI Protein-protein interaction

PRED Per-residue energy decomposition

PRR Proline-Rich Region

PSEN Presenilin

PTM Post Translational Modification

PME Particle Mesh Ewald

PTRAJ Short for Process TRAJectory

RCSB Research Collaboratory for StructuralBioinformatics

REMD Replica Exchange Molecular Dynamics

Rg Radius of Gyration

RMSD Root Mean Square Deviation

RMSF Root Mean Square Fluctuation

RNA Ribonucleic Acid

ROS Reactive Oxygen Species

RSV Resveratrol

SASA Solvent-accessible surface area

TABFO Toxic Amyloid Beta Fibrillar Oligomer

TIP3P Transferable Intermolecular Potential Three-
point
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ABBREVIATIONS

UCSF University of California, San Francisco
UniProt Universal Protein Resource

us Umbrella Sampling

VMD Visual Molecular Dynamics

WHAM Weighted Histogram Analysis Method
WHO World Health Organization

WT Wild Type
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