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SELECTION TOOL
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• The Acid/Base Selection tool is similarly formatted to the ACS GCIPR 

Solvent Selection Tool

• This guide will outline how to use the tool and explain the different tabs of 

the tool

– Functional Groups

– Physical Properties 

– EHS

– Clean Chemistry

– Greenness

– Acid/Base List 

– Filter Summary
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The User Interface
• The online tool is built around Tableau

– Graphical distribution of acids and bases across pKa values (water and MeCN)  

– Note that materials which do not have a pKa (MeCN) listed in the data set can 

only be seen on the ‘Acid-Base List’
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Link to filters

Link to help

Number of 
materials remaining 
in filtered list

Individual acids or bases
(can be selected by lasso or clicking)

Filter clusters
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Functional Groups

This first tab of the tool allows filtering by functional groups

E.g. the user may wish to find amine bases, or avoid halogenated materials

Change the relevant filters in the Functional Groups from ALL to Y or N

Combination of filters can be applied e.g. must be a carboxylic acid but no 

halogen functionality 
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Click here 
to exit 

filter viewClick here 
for filters

Acids = blue
Bases = yellow
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Functional Groups

• The resulting plot shows 

the acids/bases that meet 

the selected criteria

• Hover over each point to 

obtain the details of the 

material

– Note – some materials 

may not be displayed if 

pKa data in both MeCN 

and water not available

– Use ‘Acid-Base list’ to see 

all the materials meeting 

the selected filters

• Tableau tools allow you to 

undo, reset the view, 

download
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Undo Reset Download

18 materials 
match the 

criteria from 
the filter

Click ‘Acid-
Base list’ to 
see them all
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Physical Properties

• Alter numerical filters for 

boiling point and/or 

melting point by moving 

the sliders or typing 

numerical values

• Boiling point/melting point 

can be adjusted to identify 

materials that meet the 

processing requirements 

American Chemical Society

Lower limit for 
boiling point set 

to 60 °C
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EHS, Clean Chemistry and Greenness

• These sections score the 

acids and bases in the 

tool on:

– EHS

– Clean Chemistry

– Greenness

• Red colour indicates the 

most undesirable 

materials to use

• See Green Chem.,  2015, 
17,  945-949 for further 
details 
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Acid-Base List

• List shows all of the acids 

and bases that meet all 

filters which have been 

applied 

– Acids in blue and bases in 

yellow

• To see the full list, use the 

reset button at the bottom 

of the screen

– 101 materials present in 

the current version of the 

tool
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Reset
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Filter Summary

• Contains all filter 

selections in the tool

• May be a useful 

place to start for 

users with multiple 

filters to apply

– Can apply multiple 

filters without 

moving between 

tabs in the tool

– Then once filters 

are applied, move 

to the Acid-Base 

list or other tabs to 

visualise the 

suitable materials
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WHAT HAPPENS NEXT?
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What Happens Next?

• Encourage member organisations and the wider community to use the tool 

to enable acid and base selection

– Feedback to be collected from users

• Further develop the tool by including more materials and more data 

– Call for any member companies who have data sets which could be included in 

the next version

American Chemical Society
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