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Exercises     1 - 1 

The following descriptions explain the goal of each exercise.  
If you like to figure things out on your own, use the 
descriptions to conduct the exercises.  If you prefer step-by-
step instructions, go to the page listed below the description.  
 
 
Search for transformations in the Metabolite Database that 
have chloramphenicol as the parent compound.  View the 
transformation, parent, and metabolite data.  View the toxicity 
data if available. 
 
For a step-by-step solution, see page 1-2. 
 
 
Search the Metabolite Database for transformations in which 
the following thiazane structure is contained in the substrate.  
Create a report of the search results. 
 

 
 
For a step-by-step solution, see page 1-8.  
 
 
Search the CrossFire Beilstein database to retrieve 
pharmacological data for bromazepam. 

 

For a step-by-step solution, see page 1-15.

Exercise descriptions 

Exercise 1 

Exercise 2 

Exercise 3 
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Search for Chloramphenicol as Parent  
Search the MDL Metabolite Database for transformations that 
have chloramphenicol as the parent compound. 
 
 
1. From the DiscoveryGate home page, click Search 

Databases. 

2. Choose MDL Metabolite Database from the Database list.  
If the default query form does not contain the field to 
search for Chemical Name, you need to add the field to the 
form. 

3. In the Field Index, open the Parent Molecule folder.  
Double-click the Chemical Name and Synonyms field.   

 

4. Enter chloramphenicol into the text box. 

 

5. Click start search. 

6. Click the Details link for one of the transformations 
retrieved.  For example: 

Exercise 1 

Launch the MDL Database 
Browser 

Choose the MDL 
Metabolite Database 

Add the Chemical Name 
field to the query form 

Enter the query 

View the details for a 
transformation 
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 The details for the transformation are displayed. 
 

 

7. Click the Reference link for transformation results.  In this 
example, 12 references are available: 

View the references for the 
transformation 
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 The references are added to the bottom of the page. 
 

 

8. Scroll back to the top of the page, or click Top of Page. 

9. Click the Parent link for molecule results. 

 

 Molecule data for the Parent is added to the display. 

Display the parent 
molecule data 



Exercises     1 - 5 

 

10. Return to the top of the page, and then click the Metabolite 
link for molecule results. 

 

11. Return to the top of the page.  Click the Toxicity link for 
“Also found in”. 

 

 In this example, two records are retrieved from the 
MDL Toxicity Database.  The first record is for the 
metabolite. 

 

Display the metabolite 
molecule data 

View the toxicity data 
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12. Click the right arrow to view the second Toxicity record.  
This data pertains to the parent molecule. 
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13. Click Return to MDL Metabolite Database. Return to the MDL 
Metabolite Database 
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Search for Thiazane substructure as Substrate  

Search the MDL Metabolite Database for transformations in 
which a particular thiazane structure is contained in the 
substrate.  Create a report of the search results. 
 
 
1. Click the queries tab. 

2. Click clear form from the top menu bar.  Click OK at the 
confirmation prompt.  

3. In the Field Index, open the Substrate Molecule folder.  
Double-click the Structure field.   

 

4. Double-click the Structure box to launch MDL Draw. 

 

5. Draw the thiazane structure. 

Exercise 2 

Add the Substrate 
structure field to the query 

form 

Draw the structure query 
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6. Click Done. 

7. Choose Substructure as the search type. 

 

8. Click start search. 

9. When the search is complete, click copy to report on the 
top menu bar.  Select All records. 

Conduct the search 

Create a report 
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10. Click OK.  The table of transformation schemes is copied 
to Today’s Report. 

11. Click Details for one of the transformations. 

12. Click copy to report.  Select All records. 

Append details to the 
report 
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13. Click OK.  The detail pages for all of the transformations 
will be appended to Today’s Report. 

14. If present, click the Toxicity link for the current 
transformation.  In this example, one record is retrieved 
from the MDL Toxicity Database. 

Append toxicity data to the 
report 
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15. Click copy to report.  Check the box for View report 
now. 
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16. Click OK.  The toxicity data for the single compound is 
appended to Today’s Report, and you are taken 
immediately to the Reports page to view it. 

17. Scroll the report to view it, or to jump to a specific section, 
click the section name in the Outline pane. 

View the report 
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18. Click the results tab to return to the Results page. 

19. Click Return to MDL Metabolite Database. 

20. Click Return to Search Results. 

 

  
 
 

Return to the MDL 
Metabolite Database 
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Retrieve pharmacological data for Bromazepam 

Search the CrossFire Beilstein database using the bromazepam 
structure. 
 
 
1. Click the queries tab. 

2. Choose CrossFire Beilstein from the Database list. 

3. Click the Reset link located to the right of the structure 
box. 

4. Double-click the Structure box to launch MDL Draw. 

5. Draw bromazepam. 

 

6. Click Done. 

7. Select Substitution as drawn, exclude tautomers.  
Uncheck all of the boxes under Allow. 

 

Exercise 3 

Open the CrossFire 
Beilstein database 

Draw the structure query 

Set the structure search 
options 
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8. Click start search.  One compound is retrieved.  The green 
BIO label indicates that biological data is available. 

 

9. Click Details. 

 

10. Click the link for Pharmacological Data. 

Conduct the search 

View the pharmacological 
data 
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. 
. 
. 
 

 

11. The first 12 records are displayed.  At the bottom of the 
Results page, click More Pharmacological Data to see the 
other records. 
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