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Figure 9. Molecular Sophe Graphical User Interface showing the Explorer Tree and the 
Simulation Form. Currently, the computational code does not contain optimisation algo-
rithms. 

2.1.  Project Form 

The Project Form (Fig. 8) displays the status of the multiple simulations 
through timing bars for each simulation. The timing bars are color coded: grey — 
simulation has not been started; green — simulation running; and red — simulation 
finished. A right mouse click on the Project Node displays a menu enabling the 
user to add and load a simulation, create a new project, load a project, save and 
delete a project. 

2.2.  Simulation Form 

The Simulation Form (Fig. 9) displayed by a left mouse click on the Simula-
tion Node (entitled “Mo Simulation” or “C Radical” in Fig. 9) in the Explorer Tree 
allows the choice of Host on which to execute the computational program Sophe 
(currently only localhost), the process priority, whether to run it interactively or in 
a batch queue (currently only interactively), and the host running the XeprView®


