KALYPSO'S USER INTERFACE

The Kalypso program is the ‘simulation engine’ of the Kalypso package (which includes other
programs like Spider and Winnow). Kaypso itself is relatively easy to use. You can run a simula-
tion singly or as part of a batch job.

(a) Running a single simulation: You specify the names of your input and output files (File
menu), select simulation options you require (Options menu), and click the Run button to start
the simulation.

(a) Running one or more simulations as batch jobs: Select the simulation options that you
require (Options menu), then execute the Batch Run command (File menu), which will load your
batch job definition file (create these via Spider’s Utilities menu).

To abort or pause a simulation, hit Ctrl-C or click the Abort button. Other buttons on the toolbar
provide shortcuts to commonly used commands from the File menu. A number of commands
are disabled while a simulation is running.
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The red cross X is drawn through an icon to indicate that an optional
input or output file has not been specified in the Simulation Options dialog
box. In practice, you will probably never want to activate the two specialised
output file options, but you may need to activate the inelastic input file option
if your project was designed to include inelastic effects.

You can load/change files by double-clicking the respective icons.

g J




)

(Obsolete)

The first 3 options control the amount of
information reported to the user while the simula-
tion runs. The Lattice/Cohesive energy option
reports the total lattice energy and the cohesive
energy at the specified lattice site (a useful check
on the potential).The log (history) buffer should
not be too large (200-500 lines), but its exact
value is not important.
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In general, you should leave
these miscellaneous options
unselected unless you have a good
reason to do otherwise. The only
exception to this is the ‘self-bombard-
ment’ option, which should be
selected if the ‘projectile’ species is of
the same atomic type as one of the
atoms in the target. See the docu-
mentation for a description of the
other options, which are intended for
various specialised purposes.
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inelastic effects in your
simulation, you must select
the applicaple models here.
If you do not select them,
they will not be used, even if
parameters for them are
defined in the inelastic file.
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After hitting the run button, you will see output on the log
pane as the input data loads, and then you will be prompted
to continue (‘Proceed with simulation?’). It is a good idea to
check the summary of the simulation which is written to the

log pane, to make sure that it is what you expected. If you
are satisfied you can click the Yes button or hit the Enter
key. Kalypso will then run the simulation. Typically a serious
simulation will entail many runs, and will last for 1-3 days.
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Reports progress on the current run (time
elapsed and number of timesteps calculated).




