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Asphaltene aggregation
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TPN derivatives in toluene
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TPN derivatives in toluene/heptane
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TPN derivatives in toluene
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TPN derivatives in toluene/heptane
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Molecular arrangement in the aggregate

Calculated distances between the centers of mass (COM) for
one molecule with the other six molecules, over 100 ns
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Molecular arrangement in the aggregate

Calculated distances between the centers of mass (COM) for
one molecule with the other six molecules, over 100 ns
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Summary

O Aggregation of PAH is determined by a balance of factors: m-m
interactions, polar groups, steric hindrance, degree of solvation

O Molecular structure of PAH is key
O Polar groups, e.g. amide and acid, facilitate the formation of

macroaggregates
— Less sensitive to solvent

O Side chains might help in forming m-stacked nanoaggregates
— When the alkyl chain is suitably long

O Limitations of our investigation
— Small aromatic core

— Could have included more heteroatoms such as sulfur
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