Installation

The program UBNMR is distributed as a “gzipped” UNIX “tar”-archive. A directory of “UBNMR1.3.1Release” will be created after ‘uncompression’ and “untaring”, and sub-directories will be created for the library and a collection of UBNMR macros. 

Example commands for unpacking the archive:



gunzip UBNMR1.3.1.tar.gz



tar xvf UBNMR1.3.1.tar

The environment variable UBNMR_DIR needs to be setup before the program is executed. In LINUX the following command can be used:

setenv UBNMR_DIR /directory_of_UBNMR 

Check that the UBNMR directory and subdirectories have executable permissions.  Also, you need to either add the UBNMR directory to your path, copy the UBNMR executable to somewhere on your path, or make a link to UBNMR from somewhere that is on your path.

To test that you can execute UBNMR and that the macros and library are accessible, run UBNMR and execute the macro “init” which should report that it has read the library.

UBNMR

UBNMR >  init

You should see:

 - init: read library lib.xml 

        29 residues read from library lib.xml

The library file, lib.xml was generated using values from the BMRB:

("BioMagResBank," Eldon L. Ulrich; Hideo Akutsu; Jurgen F. Doreleijers; Yoko Harano; Yannis E. Ioannidis; Jundong Lin; Miron Livny; Steve Mading; Dimitri Maziuk; Zachary Miller; Eiichi Nakatani; Christopher F. Schulte; David E. Tolmie; R. Kent Wenger; Hongyang Yao; John L. Markley; Nucleic Acids Research 2007; doi: 10.1093/nar/gkm957) and the xml library format from CARA: 

(Keller, Rochus (2004/2005): Optimizing the Process of Nuclear Magnetic Resonance Spectrum Analysis and Computer Aided Resonance Assignment
A dissertation submitted to the Swiss Federal Institute of Technology Zurich (ETH Zürich) for the degree of Doctor of Natural Sciences. Diss. ETH Nr. 15947. )

If UBNMR starts and give you a prompt then the path and permissions for the executable are ok.


If the init command fails, check the setting of the UBNMR_DIR environmental variable above and the permissions of the lib and macro subdirectories and their files which should all have read access.

NOTE:  UBNMR requires the c++ library:

/usr/lib/libstdc++.so.6

If you have an older version of Linux that has an older library, you will need to get version 6 of the library.  If you have a more specific version 6, ie.  libstdc++.so.6.0.3,  make a soft link to this library named libstdc++.so.6 as follows:

ln –s libstdc++.so.6.0.3 libstdc++.so.6

Credits:  If you use UBNMR as part of work that is published, please refer to:

Yang Shen, David Parish, Sagar Bhatnagar and Thomas Szyperski (2008) UB NMR version 1.3.1.

