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Room Temperature Ionic Liquids (RTILs)

Cation

Anion

❖ Being designable Combinations

✓ (Solvents + Catalysis) application

• Low corrosivity

• Less propensity for hydrolysis

• Being inflammable

• Less toxic 

• Offering enhanced separation and 

recycling strategies
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Density functional-based computations 

Machine learning model 
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Local Charge Capacity Model (LCCM)

• Focus on cation 

• Plays role in understanding of the acid base properties

• Provides a framework for analysing and predicting the acid-base 

behaviour 
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Phylicity 𝜔 
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• Hartree-Fock (HF)

• Post-Hartree-Fock

• Density Functional Theory (DFT) 

 



1- Downloading data from PubChem

2- Converting to the gaussian input

3- Optimizing data 

4- Extracting optimized data 

5- Computing CDFT data

6- Making final table 
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Machine Learning 

(ML)

Supervised

Deep Learning

12



13

RTILs Cation
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Thanks for your attention.
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