
1 
 

What is new in the Database Manager version 1.7.5 

 

 The system provides to users flexibility to create ODB databases starting from excel and tab 

files. If you collect your chemicals data in a software platform which allows you to make export to xls 

(Excel 2003) or tab files you can convert these data to ODB files and to use facilities provided by the 

Database Manager v. 1.7.5. 

 

A. How to create ODB databases from excel files 
 

Structure of the excel file exported from JChem software platform is illustrated below: 

 

Open this file directly in Database manager: 

 

Note:  the xls file should not be operating in your computer at this moment.  

Click here to 

open xls file 
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Select an xls file:  

 

 The system asks you to provide a directory where the ODB file will be created: 

 

Confirm or change the ODB file name and click on Save to continue. 

Then the following window will appear: 

Click here to 

continue 
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At this stage you should decide whether to accept the original columns names or you want to change 

them.  

Note: Benefit of using xls instead of tab files is that the columns already have names which can be 

imported directly. 

Accept the columns with their names: 

           

List of names will be saved automatically and loaded next time when a new file is imported.  

The system also allows you to edit existing columns names or to delete and define new names. Make 

right mouse click on the name. This window appears: 

Press here to accept 

columns with original 

names 
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Choose Delete column name: 

 

The column name disappear: 

 

Now you can defile new column name: 
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The following window appears: 

 

 Names colored in pink have already been used as captions of the other columns. Black colored names 

are free to use. Choose the corresponding name and confirm by   button. 

Nevertheless, you can define name which does not exist in the list of names: 

 

Click on here 
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This window appears: 

   

The new column name is listed along with the other names. Find it in the list and confirm to accept it: 

  

Users are allowed also to remove permanently names from the list. Select the name and delete it: 

   

If you want to close the Column names window press  button. 

Now you should select a multi parameter.  This is the parameter for which different integer values could 

be provided in the database.  Here, the multi parameter is the Ames_Result because it may possess 

negative (0), positive (1) or equivocal (2) data.  

Note: System allows you to use integer values only, i.e. 0, 1, 2, etc.  Please do not use text, e.g. negative, 

positive and equivocal.   

Click on here 

Click on here to 

accept 

Click on here to 

delete 
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 Selected the multi parameter by making right mouse click on the Ames Result column name: 

  

Along with selection of the multi parameter users need to define parameters which are associated to 

this parameter.  These are any specific characteristics supporting the multi parameter, e.g. comment, 

Serial ID, etc: 

        

 

When defined, the multi parameter will be yellow colored:  

Click here to continue  
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The following window appears: 

 

 

Do not forget to choose the option Transfer bad structures. This option allows you to import chemicals 

with errors in smiles, which can be edited manually. These structures can be inorganic chemicals, 

organo-metals, etc. Press OK.  

Press here to 

continue 
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The ODB is already created. 

B. How to create ODB database from tab files 

 

If you prefer to build your database from tab file click Open and choose the file: 

 

Click here and 

select a tab 

file 
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The following window will appear: 

 

As seen, the columns names are empty and you need to define them manually: 

Make right mouse click on an empty column and select Define column names: 

 

Select the corresponding name from a list of names: 
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Select the corresponding name of each of the columns. 

User is also allowed to type a new column name: 

 

Type a name which will be new in the list: 

  

Press OK and find listed the new name: 

Press here to 

confirm 

Press here to 

define new name 
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You can also delete a column name: 

 

 

When all column names are defined the window looks like that: 

Press here to 

select the name 



13 
 

 

Now, the multi parameter Ames_result  and its characteristics need to be defined: 

 

Then, the ODB is created. 

 

C. What can we do with created ODB file 

 

When imported the OBD looks like that: 

Press here to 

continue 
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Press view and configure your browser:  

 

The red colored box includes the buttons which allow you to arrange the view of your browser.  New 

functionalities here are Up and Down buttons. They give you possibility to change order of columns: 

 

Click here to change 

order of columns  
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The newly configure browser appears: 

 

There is a new functionality which allows you to sort the information included in each of the columns.  

Make double left mouse click in a column name and sort by: 

Press OK to 

continue 
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In this case, Ascending sort of the Ames Result is chosen: 

  

 

This option is available for all columns in the database.  

 

CAS order and Natural order also allow you to sort chemicals.  Use CAS order to sort chemicals by 

increasing of their CAS number and Natural order to sort chemicals by their order of receipt. Double left 

mouse click allows you to switch from CAS to Natural order: 

 

 

If you want to see the supporting characteristics of the multi parameter make left mouse click on the 

Ames_Result:   

Press OK to 

continue 



17 
 

 

Window appears: 

 

 The system allows you to calculate structural and conformational parameters: 

   

Choose to apply converter to the current structure, all structures or from structure # to the last 

structure in the file. 

Click here to 

open in window 
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After calculations: 

 

 

D. Append new data to existing ODB database 

  

To append data to already existing database you need to repeat the procedure for conversion of xls or 

tab to ODB file:  
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Select ODB which already exists and append the new chemicals to this file. 

 

 

Click Open to 

choose xls file  

Press OK to 

initiate loading  

Click here to 

continue  
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If you do not want to change columns names check in With column names option. Then, define the 

multi parameter and its characteristics: 

 

 

  

 

Press here to 

continue  



21 
 

   

 

 

 

When imported, the system immediately identifies chemicals which exist in the current database: 

 

 

Press here to 

continue  

Press here to 

continue  

Press here to continue and open 

the list of existing chemicals  
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The list of existing chemicals in Excel: 

 

You are informed that these chemicals exist in the ODB.  Copy CAS, make right mouse click and find the 

chemical in the database: 

 

 

Have a look at the multi parameter values of the selected existing chemicals: 

Find the chemical in 

the ODB 
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In this case, the multi parameter Ames_Result has now two different values. 

 

E. How to select a default value of the multi parameter  

  

One of the most notable modifications of the DBM is that users have flexibility to select default value of 

the multi parameter when more than one value is available: 

    

Window appears to show you the characteristics supporting both conflicting values:  

Click on the multi 

parameter row 
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Users have given the opportunity to consider which of the existing values of the multi parameter is more 

reliable. Using the supporting information included in the comments (Japan language is supported) user 

should be able to decide which value to be considered as default.  Make right mouse click on the 

selected value:  

 

For example, negative Ames result is considered to be more reliable. Default value is always written out 

of the square brackets:  

  

System allows you to change the selected default value. This is important option when acquire new 

Ames data which need to be reevaluated.  

Select default value 

Confirm from here 
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Note: flexible search by Ames result in the database is provided for the selected default value only.  

 

F. How to prepare ODB suitable for TIMES   

 

The DBM gives you the option to save created database and load it in TIMES: 

  

 This window appears: 

 

When Save is performed you can load the ODB file in the TIMES. Chose models to make predictions of 

chemicals with or without metabolic activation. 

 

Click here 


