Using the Bruker AV 300 in Automation Mode (TopSpin 1.3, Windows)
1. Ensure that your sample is properly prepared with 4 cm. of sample depth. A separate handout on sample preparation is available.  Note that good laboratory practice requires that all samples be properly labeled.  The tubes can be labeled with a fine tipped permanent marker, but a labeling surface such as 3M Scotch “Magic Tape” works better.  In order not to interfere with the sample holder, all labeling must be placed at least 13 cm. from the bottom of the tube.  Any stick-on labels must be flush to the tube and not flapping like a flag.  Do not use paper labels, they may come off or slip with the sample changer.  You can also use a fine tip marker to label directly on a light coloured NMR tube cap.
2. Do not use broken, chipped or cracked tubes.  They may be broken by the sample changer.  Do not use tubes shorter than 17.5 cm (6.8”).
3. Wipe the outside of the sample tube with a Kimwipe and place the tube in one of the blue sample holders (spinners).  Using the depth gauge, adjust the sample position in the holder to the stop at the bottom of the depth gauge.  If the sample tube is either very tight in the holder, or is very loose, please discard that sample tube and use another.

4. Place your sample in the sample changer carousel.  Remember the location of your sample.

5. The spectrometer should be running in the ICONNMR automation mode.  It not, please consult one of the NMR centre staff or your TA.

6. Check the current ICONNMR user (shown at the lower right of the automation window).  If it is not “student,” click on the “Change User” icon.
7. Select userid “student” and enter the password if requested.

8. In the sample set-up grid, the term “holder” refers to an individual sample in the sample carousel.  Make sure that the holder number in the set-up grid matches the number for the sample in the carousel.  If you are running multiple experiments on the same sample, they should all be set up under the same holder entry.  

9. Double click on a holder line and you will be presented with a series of information fields.  Fill in the following information.

· Do not change the Disk entry.
· Provide a name for the sample.  You may use letters, numbers, dashes (-) and underscores (_) in the filename.  Do not use characters like / \ “ ‘ * ? &, or a blank, as these all have special meaning to the operating system.  Sample naming conventions are up to the individual, but supervisors usually have a preferred format.  Student samples should start with the user’s initials.  I recommend not using excessively long name for sample names.  You can add descriptive material in the title box.
· You should usually leave the experiment number (No) entry at the default.

· The Orig/Title field can be used to provide optional commentary information on the sample that will be printed on the spectrum.  Note that solvent, experiment and user are automatically printed on the spectrum and do not need to be repeated in the Orig/Title field.  You can (and this is encouraged) use something like:  “reduction of ketone km143b”.  Click on the little pencil icon to activate this field, and click on the Set Title button when done.

· Leave the Pri fields alone.

10. To add another experiment to the sample, click on the Add button near the bottom of the automation window.  Most 2D experiments require a proton reference spectrum.  If you select one of these 2D experiments and have not already selected PROTON as an experiment, a proton experiment will be added.

11. When you have set up all of your experiments on a particular sample, click on the line with the holder number (it will be highlighted in blue) and then click the Submit button near the bottom of the screen.  Your spectra will now be automatically run, processed, and plotted.  Once your sample is finished, your may remove your sample from the carousel and return the blue sample holder (spinner) to the case to the right of the spectrometer.

12. Samples left in the carousel overnight may be removed in the morning and placed in the fume hood beside the door. Please collect your samples promptly!  Do not abandon them in the lab!
A number of experiments have several versions, varying only in the number of scans acquired.  For example, PROTON and PROTON128, with PROTON128 being used only for very dilute samples.  If you really need 128 scans for a proton spectrum you probably shouldn’t even consider running a 13C spectrum.  You can also the number of scans of any experiment. Click on the button in the Par column.  Enter the desired number of scans (NS) in the box provided.  Do not change the TD value.  Note that the number of scans must be a multiple of the experiment’s phase cycle, and this will vary with the experiment.  For most experiments, a multiple of 8 is a safe choice.  Consult with the NMR staff if you are not sure.  For many 2D experiments, 2 or 4 scans are also acceptable.
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