Induced Photoelectron Circular Dichroism in an Achiral Chromophore
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PHOTOELECTRON CIRCULAR DICHROISM (PECD)

PECD consists in a forward/backward asymmetry with respect to the light
propagation axis in the photoelectron angular distribution after ionization of a
chiral molecule by a circularly polarized light.
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j> PECD = 2b » from one to a few tens %
> depends on the initial orbital and the final state (photoelectron scattering by the molecular potential of the cation)
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calculated at the MP2/6-31++G(d,p) level.

Vertical ionisation energies (VIE) calculated with the outer valence
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- on the HOMO & HOMO-1 orbitals of an achiral chromophore by
complexation with a chiral tag.
» Complexation with the chiral MOx host offers the phenol
departing electron a chiral scattering potential.
» Role of the long-range chiral scattering potential extending to
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Mox 1 & O < at a photon energy of 10.4 eV, slightly above the chromophore

IE=10.72 eV [E=11.09eV IE=13.18 eV

adiabatic ionisation energy of MOx (10.24 eV). > Induced chirality = important structural and analytical
implications
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