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ÅThis  is a step -by -step  presentation  designed  to  take  the  
user  of  the  Toolbox  through  the  workflow  for  prediction  
skin  sensitization  of  mixture  with  known  components  
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Objectives  

ÅThis presentation reviews a number of functionalities of 
the Toolbox:  

 

 

Å2D editor for defining Mixture components  

 

ÅFilling data gaps by Independent mode approach  
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ÅIn  this  exercise  we  will  predict  the  skin  sensitization  of  mixture,  which  is the  
ñtargetò chemical . 

 

ÅInvestigate  the  mode  of  action  for  each  components  of  the  mixture  

 

ÅGather  available  experimental  data  for  target  chemical  

 

ÅInvestigate  skin  sensitization  of  non - tested  component  

 

ÅApplying  read  across  for  non - tested  component  

 

ÅPredict  skin  sensitization  potential  of  mixture  based  on  experimental  data  of  
tested  compounds  and  predicted  data  of  non - tested  one . 

Exercise  
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ÅThe Toolbox has six modules which are used in a 
sequential workflow:  

 
ÅChemical Input  

 
ÅProfiling  

 
ÅEndpoints  

 
ÅCategory Definition  

 
ÅFilling Data Gaps  

 
ÅReport  
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Workflow  
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ÅThis module provides the user with several means of 
entering the chemical of interest or the target chemical.  

 

ÅSince all subsequent functions are based on chemical 
structure, the goal here is to make sure the molecular 
structure assigned to the target chemical is the correct one.  
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Chemical Input  
Overview  

The OECD QSAR Toolbox for Grouping Chemicals into Categories   27.6.2013  



User alternatives for defining mixtures with known 
compositions:  

 

Å Chemical Name  

Å Chemical Abstract Services (CAS) number (#)  

Å SMILES (simplified molecular information line entry 
system) notation/ InChi  

Å Drawing mixture constituents and defining their quantities  

Å Select from User List/Inventory/Databases  

Å Chemical IDs such as EC number, Einecs  number  

Å Load file with mixture  
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Chemical Input  
Ways of Entering a mixture  
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ÅOpen the Toolbox.  

ÅThe six modules in the workflow are seen listed next to 
ñQSAR TOOLBOXò. 

ÅClick  on ñInputò  (see next screen shot) 
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Getting Started  
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Chemical Input Screen  
Input screen  
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ÅToolbox allows to enter target chemicals through tab delimited 
file  

 

ÅThis requires mixture with defined components to be previously 
defined in a tab delimited file  

 

ÅThe subsequent series of screen shots will take you through the 
process of entering the target chemical via tab delimited file  

 

ÅIn this particular case, the example file with mixture is available 
in the Example directory of Toolbox installation (C: \ Program Files 
(x86) \ QSAR Toolbox \ QSAR Toolbox 3 \ Examples)  
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Chemical input  
Load list with chemical mixture  
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1. Click  on  Chemical  list  
2 . Browse  and  find  the  file  with  mixture  located  at  Examples  directory  
3. Select  the  file  
4. Open  the  file  ñMixture with  defined  quantities .smiò 

1 
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Load list with chemical mixture  
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3 

4 
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The notification  message  appears,  informing  the  user  that  there  are  structures  without  
CAS numbers . If  you  want  the  software  to  search  databases  for  their  CAS numbers,  click  
Yes, otherwise  click  No. 
1.  Select  No 
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Load list with chemical mixture  



ÅThe already drawn target structure automatically 
appears on the data matrix  

 

ÅNote that no CAS number or name is displayed for this 
chemical. This means the target chemical is not listed in 
the chemical inventories/databases available in 
Toolbox(see next slide).  

 

ÅVisualization of components of the mixture is possible 
when user selects Single Component Mode  

 

 

 

Chemical Input  
Target chemical identity  
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Chemical Input  
Target chemical identity  

1. Select  ñ[set][Mix]{X=1/ Miligrams é..}ò of  mixture  
2. Component  Mode  functionality  appears . All  components  mode  is selected  by  default  (3)  
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Chemical Input  
Target chemical identity  

ñSingleò component  mode  visualize  all  components  of  the  mixture  and  allows  the   
user  to  work  with  each  of  the  components  as individual  substance  (1)  

1 
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ÅñProfilingò refers  to  the  electronic  process  of  retrieving  
relevant  information  on  the  target  compound,  other  than  
environmental  fate,  ecotoxicity  and  toxicity  data,  which  are  
stored  in  the  Toolbox  database . 

ÅAvailable  information  includes  likely  mechanism(s)  of  
action,  as well  as observed  or  simulated  metabolites .  

Profiling  
Overview  
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ÅFor most  of  the  profilers,  background  information  can  
be retrieved  by  highlighting  one  of  the  profilers  (for  
example,  Protein  binding  by  OASIS  v1.1 and  clicking  on  
ñViewôô (see  next  screen  shot) . 

 

Profiling  
Side -Bar to Profiling  
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1. Highlight   the  profiler  
2. Click   View  

Profiling  
Side -Bar to Profiling  
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Domain 

Mechanistic 

alert 

Domain 

Structural 

alert 

List with categories  Textual description  
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1. Highlight   the  profiler  
2. Click   View  

Profiling  
Side -Bar to Profiling  
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Structural boundaries 

Structural fragment 
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