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 This  is a step -by -step  presentation  designed  to  take  the  
user  of  Toolbox  through  the  process  of  
importing/exporting  of  custom  databases/inventories . 
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Å Aim  
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Å Import  

Å Export  
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Definition of database and inventory  

July 2017  The OECD QSAR Toolbox for Grouping Chemicals into Categories   

ÅA database  is a collection of structures accompanied with 
experimental data.  

 
 
 
Å An inventory is a collection of structures without 
experimental data.  
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Å Aim  

Å Definition of Database and Inventory  

Å Import:  

× Import of database  

ü  Vertical import  

ü  Horizontal import  

× Import of inventory  

× Import via IUCLID  

Å Export Data matrix  
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Import of database:  
Types of import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

ÅVertical import:   
 It is appropriate for a set of chemicals with consistent 

experimental data and the same supporting information 
(e.g. endpoint, test organism, test condition, author etc.).  

Å Horizontal import:   
 It is appropriate for a set of chemicals with different types 

of experimental data accompanied with supporting 
information (endpoints, test condition, test organism, 
author etc).  
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Å Aim  
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× Import of inventory  

× Import via IUCLID  

Å Export Data matrix  
 

July 2017  



Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   
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Å Vertical import layout contains two main sections: substance 
information (1) and experimental data (2);  
Å Each column (2) defines data points for a single experiment.  
Å The imported file can be in  xlsx or tsv  format.  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Å In this tutorial an example of vertical import of a database containing 
experimental information about Biochemical oxygen demand (BOD) and 
Bacterial reversed mutation assay (Ames) is shown.  
Å The excel file ( Vertical import_ BOD and Ames.xlsx )  
 is depicted below and it could be found: C: \ Program Files (x86) \ Common 
Files \ QSAR Toolbox 4 \ Config \ Examples  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

1. Go to Data panel (1);  

2. Click on Import  (2);  

3. Click on Open file (3);  

4. Select the file ( Verical  
import_ BOD and 
Ames.xlsx )(4);  

5. Click on Open (5).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

1. A preview of the imported file is shown (1); 2. The title of the imported file is also 
included; 3. Click on Next  (2);  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

1. Select Vertical  radio button (1).    
2. Header row (2)  
3. Define the relevant endpoints associated with BOD (Biological oxygen demand)   and 
Ames (Bacterial reverse mutation assay) (2) by clicking   individually on each No endpoint 
selected button under the endpoints names. (4)  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For BOD :  
Define endpoint window is 
displayed (1).  
Select Ready 
Biodegradability (2)   from 
the endpoint tree, then 
select the family 
(Biodegradability %) (3) by 
using the filter options (4).  2 
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For BOD :  
Then select the unit from the drop -down menu (% Biodegradability(%))(5) and then 
to press Next (6).  

6 

5 

15  July 2017  



7 

Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For BOD : Select BOD endpoint 
(7) from the drop -down menu. 
Then from the drop -down menu 
associated with test guideline 
select OECD301C (8) and test 
organism (species): select 
Microorganisms (9).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For BOD : Once all the data fields are filled , press Finish  (10).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For BOD : The edited fields are displayed in the main table (11).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames :  

1. Click on No endpoint selected 

(1);   

2. Expand the tree and select 

Genetic toxicity (2).  

3. From the drop -down menu of 

Family(3) select Gene mutation I 

(4), which could be found by using 

the implemented filter.  

4. Click on Next  (5)  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames :  
1. Select Endpoint (6) ï Gene mutation(7).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames :  
From the drop -down menu of Type of method , select In vitro and from Test 
type  filed select : Bacterial reverse Mutation assays (e.g. Ames test) (9).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames :  
Select Test organism (species) : Salmonella typhimurium (10) and for Metabolic 
activation  and click on Without S9 (11).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames :  
Select Strain: TA 100 (12) for instance and then click Finish (13).  
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Import of database:  
Vertical import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

For Ames : The edited fields are displayed in the main table (14).  
                 Finally, click on Import  (15).  
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The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Å The import process could take a couple of minutes;  
Å An informative message is displayed when it is completed;  
Å Click on OK (1).  
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Import of database:  
Vertical import  
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The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Å The new database is displayed in the 
Databases panel (1) in the Environmental 
fate and transport group and in the 
Human health hazard group (2).  

Å Right -click menu (3) is implemented 

where you can see the database statistics 

or delete the database.                  
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Import of database:  
Vertical import  
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Å Aim  

Å Definition of Database and Inventory  

Å Import:  

× Import of database  

ü  Vertical import  

ü  Horizontal import  

× Import of inventory  

× Import via IUCLID  

Å Export Data matrix  
 



Import of database:  
Horizontal import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Å  In this tutorial an example of horizontal import of a database 
containing experimental information related to genotoxicity is shown.  
Å The excel file (Horizontal import_Genotoxicity.xlsx)  
 is depicted below and it could be found: C: \ Program Files 
(x86) \ Common Files \ QSAR Toolbox 4 \ Config \ Examples  
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1. Go to Data panel (1);  

2. Click on Import  (2);  

3. Type in the name of 
the database as you 
would want it to be 
displayed in Toolbox 
(3). Otherwise the 
name of the file will 
be used as the name 
of the database.  

4. Click on Open file (4);  

5. Select the file 
(Horizontal 
import_genotoxicity .
xlsx )(5);  

6. Click on Open (6).  

Import of database:  
Horizontal import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   
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The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Import of database:  
Horizontal import  

1. A preview of the imported file is shown (1); 2. Click on Next  (2);  
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Import of database:  
Horizontal import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

Å Select Horizontal  radio button (1)  
Å When there are fields from the original file which cannot be mapped to the labels 

existing in Toolbox , burgundy colored messages are displayed on the top (2) and 
Undefined is written below the data which is not mapped (3).  
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Import of database:  
Horizontal import  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   

1. Open the drop down menu (1), type in ñendò in the filter (2), select 
EndpointPath  (3).  

2. The selected label has to correspond to the one in the original file and 
it also written in the top message (4)  
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