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	Last Name
	Lee

	First Name
	Willie

	Email
	willie@hkbu.edu.hk

	Telephone
	34115814

	Department
	Math

	Test date
	April 22, 2003

	Cluster ID (ID to identify which cluster used)
	Rack 1

	Operating system
	Rocks 2.3.2

	Software tested
	GROMACS 3.1.4

	Library(s) (used in conjunction with the software mentioned above)
	1
	

	
	2
	

	
	3
	

	Script/Test file(s) ( file name(s) and file location(s))
	1
	

	
	2
	

	
	3
	

	Installation steps for the software used:

	1
	Download fftw-2.1.3.tar and gromacs-3.1.4.tar from http://www.gromacs.org

	2
	Un-compress fftw-2.1.3.tar in a directory (suggested in /usr/local/) on the frontend machine.

	3
	In fftw directory, do command “./configure –enable-mpi –enable-type-prefix”.  Note: “—“ means TWO dashes. “-“ means ONE dash.

	4
	Do command “make”, and then “make install” in the same directory.  It creates dfftw.h and other files in /usr/local/include/.

	5
	In the same fftw directory, do command “./configure –enable-float –enable-mpi –enable-type-prefix”.

	6
	Do command “make”, and then “make install” in the same directory.  It creates sfftw.h and other files in /usr/local/include/.

	7
	Un-compress gromacs-3.1.4.tar in a directory (suggested in usr/local/).

	8
	In gromacs directory, configure gromacs installation by doing command “./configure –disable-float –enable-mpi”.

	9
	Do command “make”, and then “make install” in the same directory.

	10
	In gromacs directory, configure gromacs installation again by doing command “./configure –enable-mpi”.

	11
	Do command “make”, and then “make install” in the same directory.

	12
	Check and find gromacs executables inside i686-linux-gcc/bin directory (located inside your current gromacs directory).

	13
	Distribute the gromacs folder to the rest of compute nodes (using command rdist).

	Performance summary:
N/A

	Additional comments:
N/A
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