December 30, 2002
Steps for installing and running GROMACS under MAC OS X 10.1.5 / 10.2.3

(1) Apple Developer Tools should be installed and root access enabled – be sure that you have the latest Developer Tools (i.e. Dec 2002 release) and that you have followed all their instructions re: installation and updating.

(2) if BASH shell is not installed, follow the instructions from here:


http://www.savagetranscendental.com/data/OSX/bash-osx.html

You will need this in order to properly compile and install Gromacs.

(3) download the FFT modules from here http://www.fftw.org/ and be sure to read the Mac OS X specific instructions here: 

http://www.fftw.org/install/install-Mac.html

Copy the download to an appropriate directory – e.g /Users/Shared. The text in bold italics is what you should be typing in using a terminal session.

[localhost:/Users/Shared] cmyip% cd fftw-2.1.3
[localhost:/Users/Shared/fftw-2.1.3] cmyip% chmod u+x config.guess config.sub
[localhost:/Users/Shared/fftw-2.1.3] cmyip% perl -pi -e 's/-06/-03/' configure
[localhost:/Users/Shared/fftw-2.1.3] cmyip% ./configure && make
[localhost:/Users/Shared/fftw-2.1.3] cmyip% ./configure --enable-float
[localhost:/Users/Shared/fftw-2.1.3] cmyip% make

Note that to install, you have to have superuser access

[localhost:/Users/Shared/fftw-2.1.3] cmyip% sudo make install

(4) Download Gromacs http://www.gromacs.org/download/gromacs_source.php. Decompress the download and put it into your Applications folder at the root level. You will need to use the bash shell for the installation. (See Step 1)

[localhost:/Applications] cmyip% cd gromacs-3.1.4

(or where the latest version of gromacs is residing)
[localhost:/Applications/gromacs-3.1.4] cmyip% /bin/bash ./configure

Note: if using OS X 10.2, bash is the native shell – use /bin/sh ./configure

Depending on your various compilers, you might get this error:

/usr/bin/ld: can't locate file for: -llanginfo

make[3]: *** [grompp] Error 1

make[2]: *** [all-recursive] Error 1

make[1]: *** [all] Error 2

make: *** [all-recursive] Error 1

You can ignore this since “In any case, the -llanginfo problem isn't in Gromacs; we've grepped for the string, but it isn't present in any of our files.”

[localhost:/Applications/gromacs-3.1.4] cmyip% make
[localhost:/Applications/gromacs-3.1.4] cmyip% sudo make install
[localhost:/Applications/gromacs-3.1.4] cmyip% sudo make links

We will need to create a link to the C preprocessor located at /usr/libexec/gcc/darwin/ppc/2.95.2/cpp to where Gromacs is expecting it /lib/cpp.  Make a directory at the root level called lib and then create a soft link (ln –s)

[localhost:/] cmyip% mkdir lib

[localhost:/lib] cmyip% sudo ln -s /usr/libexec/gcc/darwin/ppc/2.95.2/cpp /lib/cpp

Note – linking to /usr/libexec/gcc/darwin/ppc/3.1/cpp will cause errors in grompp

(5) Now you can run Gromacs using an X-term session (i.e. w/ Xdarwin). You can use Xdarwin (download and install from here: http://sourceforge.net/projects/xonx/)

