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Introduction to Beilstein Commander

The purpose of this tutorial is to do a specific structure and
a
Substructure search on Beilstein



1.  Open the Beilstein commander application, and click on the red crossfire button,.  

2.  Click on the Structure icon  



3. This brings us to the structure editor window.  We will begin by doing a specific
structure search.  Construct the structure below. 

Note: In Beilstein, hydrogens are implied unless we include a “Free Site”- to be described soon.  

4.  Return to the B commander window by pressing the BC icon



3. In the commander window, wait until the blue “Start Search” appears, and 
status is “idle”

4.  Press Start Search.  In a moment, the following pop up appears.  Click display hits



5. This brings up the display hits window.  Under the “VIEW” pull down, make
sure that “Include Structures” and “Include Field Availability” are selected.

6. Now, look at your hit set.  Notice that Beilstein directly gives both reactions
that produce your structure, and reactions of your structure.  Go down to
reaction #2 (which prepared your structure).  Notice that we get links to all of
the compounds referenced in the reaction.  For example, you can link to all of
the information for reactant 1 by clicking

            on “BRN2802481”.

7.  You can also link directly to the cited paper.  For example, click on the link for Ref 1 in reaction 2:



8 .  This links us to a 1940 paper in J. Chem. Soc. by Hey and Lawton.  By scrolling down, we

Can get information and links to every substance in the paper.  We can also get details of every

Reaction in the paper.



9 .  Now, returning to the original search, we should look at the field availability list.  In addition to 

Reaction information, we can find out the melting point and crystal structure data for this substance.  For

Many substances, even more fields are available, such as NMR data, IR,  solubility, etc.  This is extremely

Useful if you need to find (for e.g.) the 13C NMR data for a specific compound. 

10. Try it: Link to the MP data above

You should see the following; 


