800¢ L-8IN-AdS NAS3 :s|ie1ap Jusawnodop jin4
SHI woy

ononpoidal oN

wuad Bujiomiau Jo

SUBI| JNOYIM Pan!

BN SHI AQ papinoid

)
$80U19S Bulia

WBuAdon

auIbug

gnH Bulieys juawnooqg
sjuawunao g

ESDU SPD-M8-1

Coarse-grained simulation of
asphaltene-hydrocarbon containing
systems — Sept. 08 update

Unamended
Issue 1 Oct 2008


http://www.avadocuments.com/doc/esdu-spd-m8-1-2008
http://www.avadocuments.com/doc/esdu-spd-m8-1-2008

800¢ L-8IN-AdS NAS3 :S|ieidp Jusawnodop |ing
SHI WOy 8suadl| Inoynm panpiwiad Buppomiau Jo uoonpoidal oN

ESDU Copyright material. For current status contact ESDU.

Imperial College
London

Sub-Project D: Thermodynamics
and molecular modelling

Coarse-Grained Simulation of
Asphaltene-Hydrocarbon containing
Systems

Julio Jover

Amparo Galindo, Andrew Haslam, George Jackson, Erich
Muller and Stephen Richardson

juaunaoqg
wnosoqg

¢

Page 1 © Imperial College London Imperial College 24th-25th September 2008

S|U

gnH bBuu


http://www.avadocuments.com/doc/esdu-spd-m8-1-2008
http://www.avadocuments.com/doc/esdu-spd-m8-1-2008

800¢ L-8IN-AdS NAS3 :s|ie1sp Juswndop |ing
SHI WOy 8suadl| Inoynm panpiwiad Buppomiau Jo uoonpoidal oN

juswinoog

qnH Buuey

S].UGE.UHOOG

Imperial College

ESDU Copyright material. For current status contact ESDU.

Objective

o Study the phase behaviour of asphaltene

containing systems.

— Perform a coarse grained simulation by averaging the

atomistic detalls.

— Decoupling of the interaction in repulsive and attractive

terms.

— Study effect of the topology of thq molecule
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 Molecular Dynamics?
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Why Molecular
Simulations

Molecular simulations?

— Test the Model
e Assymmetry
* Topology
e Interaction

— Thermodynamics
— Structure
— Diffusion

— Aggregation / Nucleation
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e Theoretical Models:

Pre-aggregated
particle
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Asphaletene Models:

 Refining the Asphaltene Model

Theoretica\
Archipelago

Molecule
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