NAME
GAUSSIANTABLE - Generates a comparison table for given Gaussian log files.

SYNOPSIS

gaussiantable [ —=d? (2:173) ][ -h ] [ =i input_file ] [ —o output_file ] [-q ][ -r]
DESCRIPTION

This program generates thermodynamic data based on the given Gaussian output file list.
OPTIONS

Command line option specifications are processed from left to right and may be specified more than once.
If conflicting options are specified, later specifications override earlier ones.

-d? (7:073) Turn on debug printing. The printing level can be controlled by a given number. The
larger the number, the more information will be printed when the program is running.

-h

——help Print usage information. Cannot be used with other options.

=i input_file Input file. If not given, GAUSSIANTABLE will try to read from gtable.in (Default).

-0 output_file Output file, Default is gtable.out.

-q Quiet mode with least output during running.

-r When used, all raw values from the Gaussian file are displayed. By default, energies

are displayed with up to six decimal places. Dipole moments are displayed with up to
four decimal places. Partial charges are displayed with up to six decimal places.

Input File Format
GAUSSIANTABLE can take one input file in text form. Here are rules for the input file: all blank lines are
ignored, all lines beginning with # are ignored, and spaces before # are overlooked.

Gaussian log files are organized by blocks.
The format for each block looks like:

<Label>Sulfoxide Thiirane 6—31G(d) ME </Label>
<ONIOM>

Filel

File2 (full path)

File3 (full path)

</ONIOM>

<Label> and </Label> need to be in the same line.

GAUSSIANTABLE extracts Sulfoxide Thiirane 6-31G(d) ME as the label for this block. <ONIOM> tells
GAUSSIANTABLE that this is a block of ONIOM jobs. </ONIOM> tells GAUSSIANTABLE that the ONIOM
block ends here.

GAUSSIANTABLE extracts ONIOM energies for each job, uses the result from Filel as the reference, and
outputs absolute energies (in hartree) and relative energies (in kcal/mol) for all the files (including Filel).

There is no limitation on the number of files listed in each block. GAUSSIANTABLE will output absolute
and relative energies (with respect to the first file in this block) for each file. The files in each block should
be either all 2—layer or all 3—layer ONIOM jobs. Mixture of 2— and 3-layer ONIOM jobs in a block will
cause GAUSSIANTABLE to exit.

The file name with full path can be used, so multiple files in different folders can be compared. Path
information is not necessary for files located in the folder in which GAUSSIANTABLE runs.

There is no limitation on the number of blocks listed in each input file. GAUSSIANTABLE will treat each
block in the order that they appear in the input file and write output for each block in the same order.

The current version 1.0 of GAUSSIANTABLE can only analyze Gaussian ONIOM job files. In the future, it
will be updated to treat regular Gaussian job (non-ONIOM) files.
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EXAMPLES

gaussiantable
Called without any parameters, GAUSSIANTABLE will display usage information. If —h or ——help is

passed, then the full GAUSSIANTABLE documentation is displayed via perldoc.

gaussiantable —i foo.in —o foo.out
GAUSSIANTABLE reads foo.in, then writes output to foo.out.

VERSION
1.0

AUTHOR
Peng Tao, <tao.21 @osu.edu>

COPYRIGHT
Copyright (c) 200972010 by Peng Tao
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