Hints for using mestrec to process UA spectra
Your first choice is whether to run the newest version (4.4.1.0 as of April 4, 2005), or to run the older version 2.3. 

To obtain the newest version you must go to their web site www.mestrec.com and register as a user.  After filling out their registration form you will be sent a user name and password via email.  This is necessary for downloading their software.  As of today (April 6, 2005) there is still no charge for downloading their software.  Groups at UA have been using their software for free for at least 6 years.  Their web site is ambiguous and it is difficult to find any clear statement of pricing at the present time.  However, it seems they are moving in the direction of user charges at some point.  The new software will expire after 3-6 months and ask for a registration key.  Rather than obtain the key, Timkovich and Belmore have simply downloaded the latest version (for free) and gone on for another 3-6 months.  The download and installation are very fast.
There are many advantages to using the newest version.  It has greatly improved graphics and increased options for processing.  Multiple bugs have been removed.  For UA the most serious of these is that the new versions will correctly process JCAMP-DX files while older versions will not.  

The older version 2.3 is no longer supported by mestrec (which means you must live with any bugs it has, and they no longer provide information on its use), but they do freely disseminate it.   We have placed it on this web site for convenient downloading along with its old help manual.  There are few advantages to using it; it will never expire or ask for a key, and it is free forevermore.  There are disadvantages.  It cannot correctly process the JCAMP files sent by ICON.  Its graphics are poor and it has less flexibility.  No hope of processing 2D data.
NMR data is packaged into computer files in multiple ways depending upon which spectrometer the data was originally collected.  Usually, it is in a binary format.  Bruker data is especially cumbersome, because they actually create an entire directory structure with complex subdirectories and files for even a single spectrum.  JCAMP-DX is a universally accepted text-based format for packaging data.  It is independent of collecting instrument, is human-readable if one has patience, and is a single file which is easy to transmit electronically by email or ftp.   
Current practice for UA has ICON NMR set up to automatically email the user a JCAMP-DX file of the spectrum just acquired.  In addition, the user can use the Topspin command SEND to email himself the data in several format options.  One is still JCAMP.   Of the remaining options the only one that is bug-free and sensible is to select FID only and use the “ZIP-compressed” format.   The entire directory structure associated with the data will be packaged into a single file that will carry the extension  bzip, e.g. ta3-032405_4_1.bzip.
Hints for current mestrec users

Use the ICON automatic JCAMP format to transmit data.  Open the email that ICON sends you on the PC where you have mestrec installed and save the data attachment to any convenient folder you wish.  Start mestrec.  Then File>Import Spectra> then browse to folder where you stored your data and click on it till it appears in the File Name box..  In the option box that says Select File Type, choose JCAMP-DX.  Then click Open.  Your fid will appear on the screen.  Now click Process> Fourier Transform.  Click on the Apodize box until a check mark appears, then click on the Set Function box.  A new menu appears.  Click on the Exponential box.  Now enter a value for LB (line broadening).  A wise choice will greatly improve the final appearance of your spectrum.  You may wish to try several values to optimize this parameter.  For routine proton spectra, we suggest values of 0.3 to 2 Hz; for carbon spectra, 2 Hz; for P-31 5 Hz or more.  Click on OK to return to the Transform window.  Click on the button More and a new submenu appears.  Be sure the Protocol box says None, and only the following buttons are checked: Apodize, Quadrature, and Drift Correction.  BE SURE THE INVERT BOX IS NOT CHECKED.  Now click Apply along t1.  A spectrum appears, usually needing phase correction.  Click on Process> Phase Correction>Phase Correction.  Follow the on screen instructions.  Feel free to experiment with any of the automatic phase correction options.  They work great for most simple spectra, but beware, they can fail for complex spectra that then need manual correction.  Read the Help manual to determine how to expand regions, set the chemical shift reference, integrate, and plot.
Hints for version 2.3 users.

You MUST use the Topspin Send command to email yourself the file as FID, ZIP-compressed.  Save the attachment to the PC where mestrec is installed.  If you use BamaMail to save the attachment, it will add another extension “.zip.”  That is “ta3_032405_4_1.bzip” will appear as “ta3_032405_4_1.bzip.zip” .  This is OK.  Other email programs such as OutLook Express may not add this extra extension.  If the file on your computer has the “.bzip” ending, change its name to end in .zip, such as “ta3_032405_4_1.zip.”  Browse or explore to this file, right click on it, and select the option “Extract to folder…..”   Note that a new folder will be created in the same directory where the .zip exists with the name ta3_032405_4_1.  Open this and there will be another folder named ta03_032405.  Open this and there will be another folder named 4 (in this example).  Open this and there will be another folder named pdata and then several files.  The one you want is named fid.  Remember where this file is located!  Start version 2.3.  Then File>Open.  Browse to the location of fid and click on it until it appears in the box File Name.  In the box Select File Type select the entry Bruker UXNMR/XWIN-NMR.  Then click Open.  Your fid should appear on the screen.  Click Process>Apodize.  Select Exponential and then set your LB as described above.  Then Apply>OK.  Then Process>Fourier Transform.  Accept all the defaults, then click OK.  Read the Help manual for further instructions on expanding, etc..
