Keming Zhang

In order to insure more rapid progress on our NSF project we need to meet every week on a regular basis. Give me a list of times that you are available and I will set up a meeting time for us. This meeting should be roughly 50 minutes long. During this time I would like you to present your progress on this NSF project.

Besides completing your SADAF code I would like you to do the following:

1) Get DVR method working on the PC. Replace calls to matrix multiplies and matrix diagonalizations with FORTRAN 90 matrix routines.

2) Get FEM method working on the PC. Replace calls to matrix multiplies and matrix diagonalizations with FORTRAN 90 matrix routines.

We will then have 4 methods for calculating surface functions:

1) ABM

2) DVR

3) FEM

4) SADAF (your method)

At 4 values of rho make converge plots for each of the methods as a function of the methods parameters.  Choose parameters for each method so that it will accurately calculate the surface function eigenenergies to 5 significant figures. Then using these parameters for the F+H2 system I would like you to calculate surface functions, matrix elements and overlap integrals at 100 values of rho storing the cputime required for each value of rho in a plot file. Then I would like you to plot the required cputime versus rho for each of the methods.

Gregory A. Parker

