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The nature of an atom... ...and the colour of attraction

o Subtle differences in the electronic structure at e
ey distances, we see between full and empty
sites - charge transfer and displacements.

o Despite the changes being tiny, they are TSR ST VRS
deviations from atom-Like behaviour - van der
Waals dominates, bubk ik is nok Fu,relv “classical”.
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@ Calculations show a clear pre{emmae for CoPC
to bond at the edqge of a pore, maximising O-H
ihberactions.

@ DFT predicts a
sEo\bDj H-bonded
nebworl,

o Adding a second CoPC causes a Lot of
distortion and is energetically unfavourable.

Better cell walls perhaps

Rehabilibtakion versus conkrol

. © Recalculate adsorption with average
experimental pore distortion - now we
cai fit bwo molecules inko a pore with
comparable energy.

o Crossover from
monomer ko dimer
mabches,
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Coverage of CoPC (ML)

® ‘Si;mple model
based on elaskic
energy predicts
distorted pores.

o \f&rvivxg the dose and
tevwplate Prc::»vi;d.@.s
control o nature of
molecular Labktice
formed...
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