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Our design drawing board =

For the non-ionic surfactant tetraethylene glycol |
monodecyl ether (CLOEO40H,) at the air-water interface j

Parameterized by SAFT-y Mie
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Modelling the interfacial behaviour of dilute light-switching
surfactant solutions

Carmelo Herdes?, Erik E. Santiso®, Craig James®, Julian Eastoe?, Erich A. Mdiller®: & =
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Proof on concept (Il)

---> Then micelles are form and detached from the surface:

CLICK Here | am a movie!-->
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~ Canyou help us predicting \
the CMC?

to develop a fully predictive molecular-
experimental framework for the design of surfactants

the modeling will be incomplete until the
CMC could be predicted

are we missing something obvious?
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LS PSD our approach

How to obtain the Pore Size Distribution?

*Kernel of
- H_ Single
NT(P)= [f(H)p,(P.H)dH Isotherms
Y. . | (DFT , GCMC)
*Experimental ! SUppOSitiOﬂS
Isotherm
PSD |

* Unique Pore Geometry
 Homogeneous Surfaces

* lll-posed problem!
* Possible solution:
* A regularization procedure




" The Discrete Picard Condition (»]:{%

The discrete Picard condition
(DPC)

r;: tells how "good” the couple
kernel — experimental data is.
The red line should have in
"average” a negative slope




. The L-curve criterion
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The results of C1, C2 are
plotted using log-log axis.

1 IIFIIII
1 lllllll

o

C2

min {{((a, — As X[ + A [(Rx)|5)]




= PSD analysis for Silica Materials ()
Protocol PSD analysis over AM-5 ,
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Thank you for your attention!
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