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Figure 39. The Tool Bar within the Molecular Sophe Graphical User Interface. 

• Add a bond, 
• Remove all experiments, 
• Add an experiment, 
• A Generic delete function being able to delete the currently ac-

tive Node in the Explorer Tree, 
• New simulation, 
• Load simulation from disk, 
• Save simulation to disk, 
• Print the simulation using the printer defined in the preferences 

dialog, 
• Start the XeprView® software, 
• Units conversion calculator and 
• The manual. 

2.30. Control Bar 

The Control Bar (Fig. 40) is used to start, pause, and stop simulations. Once 
the simulation has started, the simulation is locked, so that the parameters within 
the simulation cannot be altered. 

Figure 40. The Control Bar within the Molecular Sophe Graphical User Interface. 

The components of the control bar from left to right include a toggle button 
that can lock and unlock the simulation, stop, pause, and start buttons, and a timing 
bar. Upon starting the simulation, the color of the start button changes to green. 
The Timing Bar (Fig. 40) shows the state (grey, red, and green) of the simulation. 
A grey timing bar indicates the simulation has not been started and a red timing bar 
that the simulation has completed. A green timing bar indicates the percentage 
completion of a particular isotope combination; i.e., if the simulation has atoms 
with multiple isotopes, the green timing bar will start multiple times. 

There is a problem with threading in the X-server that can sometimes block 
the update of the timing bar, which can be readily seen by the timing bar stopping. 
If this occurs, simply re-press the start button and the timing bar will be updated, 
reflecting the current status of the simulation. 


