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Workflow example 
Preparation of homopiperazine derivatives  

with up to 3 rings and no ring fused to the parent 
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Workflow concept 

Using Reaxys, the scientist wishes to prepare homopiperazine derivatives with up to 3 rings, including 

at least one 6-membered heterocyclic ring, and with no ring fused to the parent. They would also like 

to know if microwave-assisted synthesis would save time. 

 

1. Use Query Builder to create the desired structure 

Click on Query Builder and then on the structure icon to open the structure editor. 
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Click Create structure template from name and type “homopiperazine”. 

 

 

Under Search this structure as:, select As substructure. 
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Click + More options and add 3 in # of Ring Closures. Click Transfer to query. 

 

Reaxys retrieves over 7,400 homopiperazine analogs. 
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2. Apply filters to limit to substances with the desired substructure 

Click the Substance Classes filter and select + More.  

    

Select the Richter Classification, select all the substance classes with 6-membered heterocyclic 

rings, and click Limit to. 

Reaxys retrieves over 2,700 substances meeting these criteria. 
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3. Use Query Builder to search for the desired reaction types  

Open Query Builder and select Reaction Basic Index from the Fields options. 

 

Type “microwave” and search for Reactions. 

 

Reaxys retrieves over 900,000 reactions. 
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4. Use Query Builder to construct a merged search query 

Click History in Query Builder and drag the relevant searches to the main field to build a merged 

query. 

 

 

Reaxys retrieves around 200 reactions that have microwave reactions and the desired derivative, with 

links to the source literature and the possibility to explore reaction details.  

 

Further information on using Reaxys can be found in the user guide in the Reaxys Support Center. 
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