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Computational methods and models relevant for 
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Other property/activity relationships from other research areas 

(surface science, biomaterials 1)
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QSPRs – 1

N=28 diverse compounds ranging from alcohols to different hydrocarbons)

Ri is the excess molar refraction representing the molecular force of lone-pair electrons

πi is the effective solute dipolarity and polarizability, 

αi is the effective solute hydrogen-bond acidity

βi is the effective solute hydrogenbond basicity

Vi is the McGowan characteristic volume that represents London dispersion. 

The regression coefficients [r, p, a, b, v] are the nanodescriptors to be derived from the 

regression analysis
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Discussion

1. Structure definition:
- from spectra

- modeling

2. Descriptors:
- form experimental data (e.g. spectra)

- computational tools

3. Experimental data
- HTS/DoE

4. Intrinsic Vs. Extrinsic properties
5. Broader context

- SD (integrate functionality with safety)
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