DCIF NMR Training Guide
lIconNMR on the 401 MHz
Bruker AVANCE Ill HD b401

last edit 4/9/2015

The Bruker AVANCE IIl HD 401 has a broadband (BBO) probe with a *H Channel and X-Channel tunable from (30-300 MHz). Both channels may

be tuned automatically by the TopSpin 3.2 software. The 401 has variable temperature capabilities and has a SampleCase (sample changer)
attached to it.

This training guide is for using the automation called IconNMR. You must have an account on the 401 in order to use IconNMR.

Loading your sample:

There is a SampleCase sample changer attached to the 401. Under NO circumstances is anything to be placed on the carousel of the SampleCase.
Do not lean on any part SampleCase. Do not bump, jostle, or smack any part of the SampleCase.

Place your sample in any empty slot in the SampleCase’s carousel. Note the position number that you have placed your sample.




Close-up of the Carousel
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The carousel can hold 24 samples.

Make sure your sample is correctly adjusted in the depth gauge and does not exceed the maximum height.
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Max Height

9.5cm




The IconNMR window should already be open. Do not attempt to close, shrink, move, or adjust the size of this window.
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If you have a question about what a button does, you can hover your mouse over the button without pressing it, and it will tell you what it does.



Double click on the number that corresponds to your sample’s position in the carousel. It should read Available. Do not change Disk (where your
data will be stored). In the Name box, give your sample a filename (no spaces or funny characters like $ # @ or *). Use the arrow to open a drop
down menu and select the Solvent and what Experiment you would like run. If you click the blue and yellow equal sign, you can adjust parameters
like ns, sw, aq, and olp. In Title, type whatever information you want.
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o Select your sample’s location here
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The Submit button Change User
The Add button
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If you want to run multiple experiments on the same sample, make sure you have that position selected and click the Add button. Fill out the
necessary information. Once you have entered all of the samples you want run, hold down the Shift button and select all of the experiments you
want run. Then click the Submit button. This will start the run.



Click the Change user button when done. Once you do so, no other user can edit or change your sample’s information.

If an experiment has finished and the sample has been removed from the carousel by a DCIF staff member, you can load your sample. You will
have to click Change user and enter your password. In the top window, you left click to select the finished experiment that is in the slot you want to
use. A window should open up. Right click on Delete. The slot should now read Available. You can now enter the information for your sample and

submit it.
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NOTE: All data from samples run in IconNMR can be found in
lopt/data/<UserID>/nmr

In you want to see your IconNMR data in TopSpin on the spectrometer computer, you need to add a new data directory. In the left Browser window,
right click anywhere. A window will appear. Select Add New Data Dir....

DIR = /opt/data/<UserID>/nmr

Alias = Icon Data

Click ok.

If you have a problem with IconNMR or the SampleCase, please let a DCIF staff member know. If it is after hours, you can email dcifhelp@mit.edu.
This goes to a group of student volunteers that may be able to help you.




