Thermodynamics

Starting Up

Unzip the Data.zip folder and copy all *.csv files to the Data folder created previously for the demo program. Do the same for the Files.zip folder and copy these files to the directory you created for the demo program, thus replacing Pourbais.exe file you previously ran with a new one.
Running the program

Start KTS Thermo 2.1 by ‘clicking’ on the file called “Pourbaix.exe”. The program displays a series of elements to choose from. Select any one element to see a display of all possible species and reactions considered. You may first have to select a state of dryness for the elements having different possible states (wet, dry, or even superdry). Click on one reaction to see thermodynamic values calculated for that reaction. These values will change as soon as you change the temperature with the slider or select another reaction. You can produce a Pourbaix diagram at any temperature selected by ‘clicking’ the Pourbaix icon in the top left corner of the screen.

Producing Excel Diagrams

You can copy, print or save the Pourbaix diagram displayed as a bitmap (*.bmp) graphic file. You may alternatively create an Excel Graphics of professional quality. In order to do that, the original Pourbaix.xls file must be in the same directory as the working program and all Excel files closed. After you press the Excel button in the menu of the displayed Pourbaix diagram, the coordinates of that diagram will be exported to the Excel file. You will have to run the macro visible on a button of the Chart page of the Excel file to create the diagram. You should now save this Excel file under a different name to preserve the original Pourbaix.xls file. You may have to center the frame of the Excel plot. You may also want to add arrows, numbers and textboxes on this virgin plot. We have provided an example plot (Aluminum.xls) that you can copy from.
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