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« Adsorb onto interfaces nature of surfactants c.g. POE's:
* Reduce surface tension allows you to ‘design’ l R Coarse-Graining:

specific systems for the

Hic: . 2. Breakdown the surfactants into functional groups
application required

l
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* Low toxicity
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4. Parameterise groups that aren’t made - gSAFT
5. Parameterise the unlike interactions - gSAFT or MD
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Uses: >
* Detergents
» Personal Care e.q.
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 Biomedical
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Conclusions + Furure Work

Summary: Future applications:

v" Successful Ether model that accurately describes VLE data through U Thorough morphology investigation, including high
MD simulation and SAFT theory concentration systems corresponding to mesophases

v' Ether model also capable of calculating purely predictive properties U Rheology studies, including comparison between varying
such as surface tension, not utilized within parameterisation methods and calculation of CMC*

v" Fully formed POE surfactant model for alkane lengths C;in 1 Extensions of alkane model to include 2:1 and 4:1 carbon
multiples of 3 carbon atoms and any ethoxylated length E mapping to extend model to intermediate lengths
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