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Preparing a new LWW project - creating the internal peak list and ebnergy files from external sources Loomis-Wood diagrams combined with LSCD checking

The central concept of the LWW program, that lies in the background of its key features, is

the concept of spectral branches, by which we mean a series of transitions that share the
same set quantum numbers except J, which in turn is the only running variable in it. The

table of branches organized in the Branches window, which is the central control point of

the LWW program, has to be filled with the appropriate branches before the assignment
procedures are started. The flexibility of the selection of branches that can be combined in
the LSCD checking described below require that they are generated from a file of energies.
The branches can be in prinicple defined one by one (Define Branch tab), but is clearly

more convenient to use the option of batch branch generation (Define Series of Branches tab).

The LWW (Loomis-Wood for Windows) program package has been used since its early development [W. Lodyga et al., J.Mol.Spectrosc. 243 (2007) 182-188]

for several dozens of spectroscopic studies. Although it was originally designed to be used together with the SIMFIT program [P. Pracna et al., J.Mol.Spectrosc.
184 (1997) 93-105] for simultaneous fitting of vib-rot and rotational spectra of symmetric-top molecules (LWW - 2005), it has been step-by-step adapted also to
the cases of asymmetric-top molecules (LWWa - 2006) and certain types of molecules with large amplitude motions (hydrazine, methylamine, LWWI - 2006-2008).
The main focus of this poster is to explain the initial steps necessary for creating a new LWW project and discuss the strategies for starting the first assignments
of vib-rot spectra. The minimum requirement for a new LWW project to be created is to supply it with the peak list file and the file of energies. The spectrum can
be simply generated from the peak list by a built-in LWW program utility, but it is preferable to use the real experimental spectrum as the third input file during
creating a new project.

For using the LWW program package with different source of data, a big attention has been paid to making the import of these three files as simple and flexible

as possible. This is accomplished by providing user defined input format templates for all the three mentioned input file types in order to support a large variety
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Starting assignments in a parallel band of a symmetric top molecule (13CH3CI) Starting assignments in a perpendicular band of a prolate symmetric top molecule (13CH3CI)
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click. (A~5.2cm , B~0.43 cm )the prominent Q branches are usually used instead as an entry point to the assignments. Their

K-assignment can be counted from the seemingly missing (but in fact very sharp) rQO branch. We chose the K=3 P/ 'Q/'R
branches as an example here.
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