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MD Molecular Dynamics
MC Monte Carlo
QM Quantum Mechanics
DOE Department Of Energy
PBC Periodic Boundary Conditions
HOMO Highest Occupied Molecular Orbital
LUMO Lowest Unoccupied Molecular Orbital
MP2 Second Mgller—Plesset perturbation theory
DFT Density Functional Theory

B3LYP Becke's three-parameter exchange functional (B3) with the Lee,

Yang, and Parr (LYP) correlation functional

AM1 Austin Model 1
PM3 Parameterized Model number 3
HCP Hexagonal Close Packing
GNDG Graphitic N-Doped Graphene
CNT Carbon NanoTube
SWCNT Single Wall Carbon NanoTube
MWCNT Multi Wall Carbon NanoTube
CNF Carbon NanoFiber
GOF Graphene Oxide Framework

NMR Nuclear Magnetic Resonance


http://en.wikipedia.org/wiki/Molecular_orbital
http://en.wikipedia.org/wiki/Molecular_orbital
http://en.wikipedia.org/wiki/Austin_Model_1

CvD

XPS

EDS

FG

HDB

RP

MATLAB

cftool

GROMACS

VMD

SSE

SSR

SST

SEM

TEM

Chemical Vapor Deposition
X-ray Photoelectron Spectroscopy
Electronic Data Systems
Fowler-Guggenheim isotherm
Hill-De Boer isotherm
Redlich—Petersen isotherm
MATrix LABoratory

Curve Fitting Tool

GROningen MAchine for Chemical Simulations
Visual Molecular Dynamics

Sum Square of Errors

Sum Square of Residuals

Sum Square of Total

Scanning Electron Microscope

Transmission Electron Microscopy
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1. Molecular Dynamic
2 . Trajectory



