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%% TRAJECTORY METHOD W/ ACCOMODATION FOR THE CALCULATION OF MOBILITIES %%%
% This routine forms part of a much larger project of calculating the    %
% mobility of molecular clusters in a gas. In this case, the mobility is %
% calculated by approximating the momentum transfer of gas molecules as  %
% their trajectory is bent by the action of an induced dipole. This      %
% momentum transfer can be related to the equation for mobility:         %
%
%        Z= (1+zeta*Z^2)*3/16/Chi*z/p/Omega*(2*pi*kb*T/m_gas)^.5
%
% Here,                                                                  %
% Z is the electrical mobility                                           %
% z is the charge                                                        %
% p is the pressure in the DMA                                           %
% Omega is the collisional cross section                                 %
% kb is boltzmann's constant                                             %
% T is the temperature                                                   %
% m_gas is the molecular mass of the gas                                 %
%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%

%%%%%%%%%%%%%%%%%%%%%%%%%%%%% EXCEL FILES %%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%%
% Excel files should be formatted as follows:
% Choose an excelsheet and give it a name. Several excel sheets can be
% used on the same excel file.
% First column can be any string as long as it is not a number.
% In general, this column is reserved for the atom label. It is not
% necessary. The progam will obviate this column as long as there are
% no numbers on it.
% Columns 2-4 are the x, y, and z coordinates of the center of your atom.
% The units are Angstroms.
% Column 5 is the radii of the atoms in Angstroms.
% Column 6 is the charge of the atoms. Blank if not charged. The charges
% can be non-integers,i.e partial charges.
% Second line of Column 7 can be used to specify the total number of charges
% in your molecule.
% Column 8 specifies the Lennard-Jones parameters and the color of the ion depending on its amu(rounded to
% the nearest integer). Atoms with available Lennard-Jones parameters can be viewed in the file LJtable.xlsx

% Any data after Column 7 will be neglected.
% Sample file C60positions.xlsx is available for clarifications

