2-DAY WORK.SHOP

Molecular Simulation of (_arbon Capture and
Storage in Novel Forous Materials

Wednesday 25th & Thursclag 26th APril, 2012

| ocation: A5 Workshop organiser:
]nstitute for Materia]s and Frocesses, Dr Lev Sarkisov _
The University of Eclinburgh, UK LovSarkisov@oc‘ac.uk

COSt:
Adsorption Research |ndustrial Consortium (AR](C) members: TR [ 1*
Non~AR]C members: £500 for 2 clags, inc]uding lunch and dinner.

* Gor up to 2 representatives from each AR]C comPan3>

| his workshop is being offered as part of the |nnovative (3as Separa’cions tor (_arbon Cap’curo

roject (www.eng.ed.ac.uk/carboncapture/igscc.html), and will be of signiricant benerit to

project gcd boncapture /igsce htm), and will be of significant bencfit
anyone interested in eaming more about the simulation of aclsorPtion Phenomena in porous materials
with a Par’cicular emphasis on carbon capture. T he role of molecular simulation in the development and
optimization ot adsorption separation processes has become increasin important ror the tollowin
Pt t f ad Pt p t p h b g]y Prt t for the foll =4
reasons:

° Mo]ecular simulations provide fundamental insigl'xts into adsorption Pl‘xenomena that may guide the
design of new materials with tailored functionalities.

* Molecular simulations offer an efficient alternative to tedious and time-consuming experiments, e.g.
for mu]ti~component aclsorp’cion and aclsorp’cion at high pressures.

e Witl‘r 1000s of new materials s)cynthesizecl every year, computer simulations can be used as a quick and
efficient screening tool to identi Yy the most Promising candidates.

A]MS of WorkshoP f—or Dags 1 & 2:

AM: | _earn about the fundamentals of statistical mechanics, molecular simulation and aclsorPtion.
FPM: Run your own computer simulations of adsorption in the laboratorg, using speciﬁc case studies
covering;

~Aclsorption of COz2ina metaLorgam'c framework.

- Aclsorption from a multi~component mixture, correspon&ing toa tHPical flue gas composition.

- Calculation of the self-diffusion coefficients for adsorbed sPccios.

Bg the end of the workshop, you will be able to set up your own simulations of adsorption in porous

materials and intchrct the results.

|f you would like to Participatc in  the workshop or have any quorics, P]oase email:

| ev.Sarkisov@ed.ac.uk.

A detailed programme of the workshop, inclucling the timetable and ]ogistics will be distributed to
interested Par‘cics in Fcbruarg 201 2.



