USE OF PSI PLOT

Psi Plot is on the computers in the Chemistry Commons room 221 SB1 (next to the overpass). Log on and bring up Psiplot. Go to Help and bring up the Tutorial. Go through lessons 1, 2, 5, 10.  YOU WILL NEED THIS EXPERTISE FOR THE FINAL EXAM. Once you feel okay with the basics bring up the spread sheet on the screen. 

Now enter the data in columns 1 and 2 of the handout but first set the column headers. Once the data is in the spread sheet, go to Math, Fitting, User Defined Model and modify the input to suit your data. The Dieterici equation and the values of T and R are given on the handout along with the original data and various fits, only the last one of which is correct. Compile your input (not always successful the first few times) and then run the program using the initial coefficients given at the bottom of columns 3, 6, 9 and 13. Only those in column 13 are correct illustrating how difficult it sometimes can be to find the global minimum in the response space. 
Once you have run the four fits, each with a different starting value for the parameters a and b, you will want to plot the output for the last two runs on the same graph (read the tutorial). You can’t really see any difference on the graphs, yet the results for the third run are completely wrong illustrating how deceptive a good looking fit can be. Non-linear regression is much more difficult than linear regression since in the latter case you always achieve the global minimum which assures that the fit is the best you can do for the polynomial degree chosen. Your goal is to get exactly the same results, including the plots, on the handout. 
The residuals are defined as the difference in the Pcalc and Pcalc (original data). 

