CPMG2GLOVE Instructions

CPMG2GLOVE is a Perl script designed to facilitate the creation of a GLOVE input file for the analysis of CPMG data.  The script takes a number of command line parameters and multiple ASCII intensity files.

2.
Input file format

All input files are assumed to be in the following format.  This format is the same that is produced by the NMRView rate analysis module.  The file consists of a single header line that indicates the CPMG pulse spacing (in ms) for each of the experiments, in order.  Reference experiments are designated with a CPMG pulse spacing of 0.  All remaining lines consist of a table of intensities for each peak in each experiment. Each row specifies in order a peak number, residue number, atom type and the intensities.  An example data set follows.

0.0 1.0 5.0 5.0 10.0

0 100 hn 8.324 8.019 7.638 7.864 6.004

1 101 hn 1.065 0.984 0.521 0.499 0.178

3.
Command line switches
A list of all available command line switches can be obtained by running the script with no parameters at all.  The basic options follow.

3.1.
Input file specification

-f FILENAME FIELD TC TEMP


This switch indicates that the intensity file FILENAME should be read.  That file consists of intensities acquired at field FIELD, temperature TEMP, and with the constant time relaxation period TC.

-F FILENAME FIELD TC TEMP ERR

This switch indicates that the intensity file FILENAME should be read.  That file consists of intensities acquired at field FIELD, temperature TEMP, and with the constant time relaxation period TC.  A constant error level of ERR should be assumed for all measurements in the file.
3.2.
Fitting controls
-t TYPE

This switch indicates what functional form to use in fitting the data.  Valid choices are LINE, FAST, ISHIMA, and FULL.
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R20
Infinite field limit for the relaxation rate



pdw
The product of the populations of the two states and the square of the chemical shift difference (rad2 s-2)



kex
The exchange rate (rad s-1)




CPMG field (x[0])
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