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Chemistry Space Exploration

Data and Coverage Considerations
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Data Contributions for:
- Pharma substances
- Crop Science

Are we saying: ?
- Pharma data contributes to model accuracy in pharma drug space
…good for our pharma/biotech clients!

- Crop Science data contributes to model accuracy in Agrochemicals space
…good for our Crop Science/AgChem clients!
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Statement

Pharma and Crop Science data altogether 
contribute to the more accurate modeling of pKa 
across chemistry space…

…The divide between Pharma and Crop Science 
may be more elusive than many people think.
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Examples: Phosphoramids

Fosthietan: Insecticide

Cytoxan: Chemotherapeutic agent
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Examples
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Examples: Carbamates

Felbamate: Anti-convulsant

Propoxur: Insecticide Noestigmine: Neuro-degenerative 
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Examples: Pyrethoids

Permethrin

Medication: Applied to skin to 
treat scabies and lice 

Insecticide: Sprayed to protect 
crops and livestock from 
parasites
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Examples: PROTAC
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Conclusion

Chemical space is a continuum.

Pharma, Crop Science and data from other 
industrial fields altogether can contribute to the 
more accurate modeling of pKa and potentially 
other properties.
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