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To map a drive to the NMR server you must be on campus and often the security settings require you to be in Salem Hall:
1. Right click on the “My Computer” icon on your desktop

2. Choose “Map Network Drive”

3. In the “Folder” field of the window that pops up, type:

\\10.121.251.10\archive
4.  Click on “Connect Using a Different User Name”

5.  Set the user name to:


advanced

6.  Set the password to:


larmor1  
(To help avoid confusion, that’s LARMOR then “one.”)
7. Click on “OK” then click “Finished”

To download and install the MestRe-C software:
1. Go to http://www.mestrec.com/updates/tmp/MestReC4995.zip 
2. Download the zip file.
3. Open the zip file and run the software installation.
4. When (if) prompted for the “key” enter the following information:

Name: Wake Forest University

Key: 4549-5D24-2EF6-FAF2
5. Note: WFU has a 50 user site license of MestRe-C for processing NMR data.  It is in your best interest not to wait until the last minute to analyze a spectrum in case we hit our user limit.  
To process your NMRs you need to open the spectra in the MestRe-C software on your laptop.

1. Click on the “Shortcut to MestRe-C.exe” icon on your desktop. An empty blue field will show up.

2. Go to “File” ( “Open” and go up in your folders to your Desktop and double click on “My Computer”
3. Click on “archive on 'Samba Server (10.121.251.10)'” and enter the password (larmor1); this will bring up the NMR files that are available to open

4. Make sure that the “Files of Type” field says, “all files,” otherwise, when you get to the fid, it will not appear in the window.  Start looking for your file by double clicking on “300 Current” ( “data”( “Chm 122L” ( “nmr”  If it is not obvious what folder contains the nmr data you need, then your instructor will tell you how to find the fid files.
5. 
To apply the Fourier Transform, click on the “FT” icon in the middle of the top of 
your screen; this icon also has a blue triangle-like object on it.  If you accidentally 
click on the downward pointing arrow beside the “FT” icon, you can simply click 
“Fourier Transform…” and you get the same menu.
6. 
When the FT window appears, click “Apply along t1” only.
7.
Now click the “auto” icon that is two icons to the right of the “FT” button.  This 
will auto-phase your data.  If you click on the downward pointing arrow beside 
the “auto” icon, simply click “Automatic Phase Correction 
(Simplex Method)” 
and the same operation will occur.
If auto-phasing fails to deliver flat baselines to the right and left of each peak 
then click on the “phase” icon to the left of the “auto” icon.  Click on the icon next to biggest to set the pivot point. Follow the directions in the brown text field to manually phase.  The goal is to left-click and drag in the brown area until the peaks around the pivot are symmetric and then right-click and drag in the brown area until the peaks away from the pivot are symmetric.

8.
Save your spectra as soon as you transform and phase.  File ( Save As… and 
then name it whatever you want, but remember to save it on YOUR hard drive not 
on the NMR server.
9.
The turquoise “+” and “-” icons make the peaks taller or shorter and the two icons 
with magnifying glasses on them allow you to zoom in and out.
10.
To calibrate your data to a reference peak (i.e. chloroform peak at 7.26 ppm or 
TMS at 0 ppm), click the “TMS” icon, two icons to the right of the “auto” icon.  
Center the cursor on the reference peak’s topmost point, and left click.  When the 
“Reference” window appears, scroll down to appropriate entry and click or enter 
the value directly in the text field.
11.
The next icon to the right is the peak picking icon.  Click on this icon and drag a 
box around the peak whose shift you want to label.  You may pick one or several 
at a time.  The bottom of the box sets the threshold for picking.
12.
Click on the next icon to the right to integrate your proton peaks (no integration 
for carbon NMR).  Click to the left of the peak you want to integrate and drag to 
the right the same distance along the base line as your original click was from the 
peak.  The first integration you perform will be calibrated to 1.00 and all other 
integrations will be based on this calibration.  If you happened to integrate a peak 
that was more than one proton, double click on the 1.00 and change the number in 
the field to the appropriate number of protons.

13.
To measure coupling constants zoom into the peak of interest and click on Tools 
( Measure coupling constants.  Left click on the first peak to set an “anchor 
point”.  Move the mouse to another peak and a display of the coupling constant in 
Hz is shown (relative to your anchor point) and click. This creates an entry in the 
coupling constants window. If you put a check the box then the values is 
displayed on the spectra.  To set another anchor point, right click to clear and then 
left click on desired peak to set the new anchor.  Now click on another peak to 
measure the coupling.

14.
To copy and paste into a document:  For the first time click on Options, Setting 
and check the “Prevent vertical text….”.  Click OK.  Next click on Edit ( Copy 
( Copy meta file to clipboard.  In the document, paste and then resize as needed.
