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=========== [ul]Overview[ur] =========== SWizard is a program for analysis and
postprocessing of spectral data. There are different ways of doing this depending on the

kind of input spectrum. It starts by reading the excitation energies and oscillator
strengths directly from output files or the command line, and then runs a convolution

routine to produce a graphical display of the spectrum. Alternatively, the program
converts a set of ASCII data files into a graphical display by means of the spreadsheet
program Excel. After plotting, the spectra can be modified by fitting various analytical
functions to them. We have also included the convenient "Fit by FFT" option, which
allows fitting the spectrum to a known reference spectrum by means of fast Fourier

transforms. In the latter case, SWizard opens a plot window of the Fourier transformed
spectrum. Then the user has to enter the parameters to be fitted: width, height, offset,

and amplitude. The best fit (minimum error) is reported in the plot. SWizard is therefore
extremely flexible. In addition, the user can choose to carry out a least-squares, nonlinear

least-squares, or manual fit. In all cases, the resulting spectrum can be exported as
ASCII, text, or graphical files. [ul]Tools[ur] ========== [list][*]Convolver A simple

to use program for convoluting a Gaussian, Lorentzian, or pseudo-Voigt convolution
spectrum. The program is intended for Gaussian peaks, and has some bugs for

Lorentzian peaks. [*]Manual fit Allows fitting a spectrum by a function of the user's
choice. The user has to enter all the parameters of the function in the spreadsheet

program Excel. [*]Nonlinear least-squares fit Allows fitting a nonlinear function. The
user has to enter all the parameters of the function in the spreadsheet program Excel.
[*]FFT fit Allows fitting a spectrum to a reference spectrum by means of fast Fourier
transforms. [*]Fitting functions The user has to enter all the parameters of the function
in the spreadsheet program Excel. The user can select any function from the following

list: [list][*]Gaussian A Gaussian function. [*]Lorentzian A Lorentzian function.
[*]Voigt
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[ASK] - Ask for the parameters of a Gaussian peak and display in real time the Gaussian
parameters. [ASU] - Ask for the parameters of a Gaussian peak and display in real time

the amplitude and frequency of the Gaussian. [EOS] - Ask for the parameters of a
Gaussian peak and display in real time the excitation energy and oscillator strength.

[PAS] - Ask for the parameters of a Lorentzian peak and display in real time the half-
width, frequency, and amplitude of the Lorentzian. [PRS] - Ask for the parameters of a
Lorentzian peak and display in real time the half-width, frequency, and amplitude of the
Lorentzian. [PRT] - Ask for the parameters of a pseudo-Voigt peak and display in real

time the "fwhm", "amplitude", "interference", "symmetry", and "asymmetry" of the
pseudo-Voigt. [FOS] - Ask for the parameters of a Gaussian peak and display in real
time the oscillator strength. [VOS] - Ask for the parameters of a vibrational peak and

display in real time the amplitude and frequency of the vibrational peak. [ISI] - Ask for
the parameters of a Lorentzian peak and display in real time the half-width, frequency,

and amplitude of the Lorentzian. [PAI] - Ask for the parameters of a pseudo-Voigt peak
and display in real time the "fwhm", "amplitude", "interference", "symmetry", and

"asymmetry" of the pseudo-Voigt. [LOR] - Ask for the parameters of a Lorentzian peak
and display in real time the half-width, frequency, and amplitude of the Lorentzian. [PV]

- Ask for the parameters of a pseudo-Voigt peak and display in real time the "fwhm",
"amplitude", "interference", "symmetry", and "asymmetry" of the pseudo-Voigt. [SET] -
Set an extra data point for Gaussian peaks. [EPS] - Compute the real and imaginary parts

of the Gaussian peak in the ASCII data format. [F2F] - A faster version of the routine
77a5ca646e
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SpecFx (Spectral Format eXchange) is an open source application for Windows® that
allows users to read and write spectral data in several formats, and to perform several
tasks, including deconvolution, baseline correction, baseline alignment, peak finding, and
peak integration, with minimum of user input and operator intervention. SWizard is a
simple tool for reading and writing files with molecular data, such as molecular formula,
atomic composition, protonation and tautomeric forms. The "free format" is a text file
with tabulated data. The ASCII format is a text file with XML-like format. The aim is to
reduce the amount of handwritten tables, to reduce the amount of human intervention
and errors, and to facilitate further data processing in spreadsheet programs, such as
Microsoft® Excel. SWizard includes tools for postprocessing spectra (resolved and un-
resolved spectra), automatic spectral data conversion, and graphical user interface (GUI).
The GUI allows users to set most of the parameters and the source code is organized in a
way to facilitate future enhancements. SWizard Version 5.1 (2013-06-05) New features
in version 5.1: The layout is more flexible The program is now a Windows 7 application,
without requiring any additional files. Vibronic modes can be read and written The
program now supports writing of the rotationless vibration-resolved (RIJ) spectrum of
molecules containing HF molecules. The software is more stable Some bugs are fixed.
Version 5.0 (2012-07-30) Version 5.0 includes: GUI (Graphical User Interface) The tool
includes a GUI in which several parameters can be set and checked. Data conversion
Data conversion is now much more flexible. Raman spectra can be resolved The
program now supports reading and writing of the rotationless Raman spectrum (RIJ) of
molecules containing HF molecules. Postprocessing Postprocessing is now more robust.
The program now includes a GUI to set parameters for peak and baseline. Baseline
correction Baseline correction is more robust. Baseline alignment Baseline alignment is
now much more robust. Deconvolution Deconvolution is now more robust. User-friendly
The program is more user-friendly.

What's New In SWizard?

WWSets is a program for automated generation of excitation energy and oscillator
strength (f) curves for possible electronic transitions of molecules. An excitation energy
file gives the position of all electronic transitions and their corresponding oscillator
strengths. A transition file lists the calculated electronic transition energies and the
corresponding oscillator strengths. Software Matlab Matlab Code of the already existing
project is public, free and open source. DynaView has been developed by scientists at
the GISAID. The purpose of the DynaView project is to be a collection of tools and
scientific theories that can be used by students, researchers and educators to help them
analyse EPR spectra and produce representations of them. The software is freely
available for the academic community. It is also suitable for educators and students for
use in the classroom. MolecularFit is a small, open source, GUI application, written in
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C++, for the fitting of simple optical spectra (UV/vis/near IR) and rotational spectra (IR)
of single or multiple molecular species. The program uses global optimizations to obtain
best-fit parameters of the molecular species that are used in the fit. Currently
implemented options include: Heterosigma akashiwo (Heterosigma akashiwo akashiwo,
Thalassiosira pseudonana, dinoflagellates, Euglenozoa, Eukarya, alveolates) - diatom.
Ampullaria juncea - dicotyledoneae, dicots. Labeo rohita - cyprinid, perciformes,
vertebrates. Bos taurus - metazoan, mammalia, ungulates. Dactylis glomerata -
gymnosperma, grasses. Pennisetum alopecuroides - poaceae, grasses. Prunus domestica -
rosaceae, drupe, fruit. Prunus domestica - rosaceae, plant, fruit. Salicornia brachiate -
charophyte. Oryza sativa - gramineae, grasses, monocots, Poaceae, grasses. Portulaca
oleracea - petalophyta, polypody, fern, euphyllophyta. Pygoscelis adeliae - pteropods,
lobopods. Pygoscelis adeliae - pteropods, lobopods, pteropodia, rotifera. Solanum
lycopersicum - monocots, dicots, order rosales, solanales, monocotyledoneae, solanales.
Source code is
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System Requirements For SWizard:

Additional Notes: **Due to the complexity of the build, we do not recommend running
this until you've finished the main quest. The menu system will be upgraded shortly.
**Yikes! Only one (1) of the packages was configured for the Microsoft edge browser!
We don't recommend using this until the config system has been updated. **If you have
issues with FOMOD, go back to FOMOD menu and use the "Config" option in
FOMOD. Open the config file in a text editor (we use
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