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Part I: The instrument and interface

Part II: Analysis involving JSME, JSpecView, 

NIH/chemical resolver, and nmrDB



Instrumentation: Bruker 400 MHz Avance III spectrometer

with 120-position BACS autosampler, BSMS-2, GRASP II SmartProbe



The OLD wayé



éand the new wayé



éwith a twist!



https://chemapps.stolaf.edu/nmr

https://chemapps.stolaf.edu/nmr


Implementation involves ñstandardò St. Olaf loginé



Each user is a member of one or more IconNMR ñteamsòé



For this simulation we will run an experimenté



Initially we see a ñcurrent statusò screené



One or more sample positions will have been assigned to the teamé



Solvent options are automatically loaded from the Bruker databaseé



Experiments are drawn from an OleNMR databaseé



Permissions are experiment-based, not user-basedé



A little instruction to guide novices is on each panelé



We designed a ñfair queueò that prevents monopolizationé



A message from the server indicates successful job submissioné


