When you arrive at the host computer you should see a welcome screen, shown below.
+« Applications Places System Q aﬁ; [ Fri Aug11, 3:07 PM walkup

Agilent Technologies

Operatar: walkup| -~
Password:
OK Cancel
Temp Spin Lock Sample Probe o Dl
220C 20 Hz 87.3 J—‘
o = [E

To log in, click on the operator box, remove the current operator name, and type in your operator name.
Then provide your password in the password box and click OK. An example is below.

&% Applications Places System (@) ) =& FriAugll, 3:10PM  walkup

%5 Agilent Technologies

Operatar elliott

Password:

oK Cancel

@ v SR
The software may take a minute to load in, but should appear as follows when ready.
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The system should report you as the Operator, and that it is IDLE. Check the two locations below.
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If these are correct, then eject the sample that is currently in the magnet by hitting the Eject button.
There should always be a sample in the magnet, so take the sample that was in the magnet out of the
spinner and place it in the rack on top of the console — note which sample is the D20 standard, and put
it back when you are done. Load your sample into the spinner (never try to put a sample in the magnet
without a spinner, and never put a spinner in the magnet without a sample), wipe it with a KimWipe,
the eject air should still be running so place the sample in the upper barrel, then click Insert.
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Click New study
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And the software will get ready to build a StudyQ for your experiment(s).
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Fill out the Sample Information. We recommend that the Sample Name include your initials and an
identifier for the product, do not try to use any other characters outside the alphabet, numbers, and
underscores. Once the Sample Name is complete the system will display the name of the Sample
Directory for this StudyQ, it will be the sample name with the date and a numerical counter. Then
select the deuterated solvent in which the sample is dissolved using the drop-box. These are the only
required fields, but we suggest you at least add some relevant text to the Comments.
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Next choose which experiment(s) you would like to run from the Experiment Selector. If you just need
a proton, select PROTON_32. If you just need a carbon, select CARBON_256. If you need both a
proton and a carbon select PROTON_CARBON, or select the previous two one after the other.
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Once you have made your selection, those experiments now show up in the StudyQ.
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If everything looks alright, click Submit. If you want to remove an experiment drag it to the trashcan.
If you'd like to add additional experiments just click on the buttons for them in the Experiment
Selector.
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Once you have clicked Submit, wait for the system to finish the experiments you have chosen to run.
The StudyQ you just created should become the Active Study; where experiments that are in progress
show up in blue-green, and experiments that are pending show up in yellow.
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You maz ﬁo ahead and double-click on a comﬁleted eXReriment to view the result.
o[ [u@] < JOF R OE @-m-
eiing and processng pratangy e ﬂ

(T |

Exp:1 Saq: PROTON Indlex: 1
PROTON_CARBON CARBON_256
PROTON_32
(StudyQuewe “h\ ﬂ ‘. A A A
Cr sample O Active sample & 5 T T
@ Spectrometer () Study cluster o
7 auto_20170804_01 Gamples by elliott)
? Active Study doc0_elliott) v_postion V_scale cursor delia
[PrROTON 32 001 ([ 823 14.01
CARBON_256.001 12:13 . g i
i . Insert | Eject Setup hardware || Auto lock || Auto tune || Gradient shim | | Logout
(s s | ™ o] | o o [ | ey
Studies in progress (0 Samples) Sample Info

Errored Studies (0 Samples) Operator: elliott Use My Prefs

Sample i

Sample name  [DWE_sthyiindanone gmal [
Sample directory DWE._ethylindanone 20170811 01

Soivent coci3 [y| Comments

2-sethyl-1-indanone standard
DMsO | CDCI3 D20

sample voume  [500 UL Mol Mass [0.0 | g/mol
Mass oo mg conc S
New stuay | [ contmnue swuay Hotebook
Page

‘ W' 222¢| 200z | 783 ATBFFG SIS [GGROTON0

Once a StudyQ is finished, it is removed from the Active Study and filed with the Completed Studies.
The Queue system will be periodically refreshed, so you may not find your data in the Completed
Studies. Never fear though, the data from your StudyQ is automatically saved in
~/vnmrsys/data/<operator_name>/<sample_directory> where the <operator_name> is your login name,
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and the <sarnﬁle_directo¥> is determined as described above.
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Next, eject your sample, and remove it from the spinner. Then load the spinner with the D20 standard,
wipe it down, place it in the upper barrel and click Insert. Finally hit the logout button, and the system
is ready for the next Operator — the whole process here took less than 30 minutes.



