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Metal-organic charge transfer
= |s mediated by conical intersections

= Can produce biradical states
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Metal-organic charge transfer

The interactions of metal atoms with
aromatics and graphene-based
materials are important for catalysis,
molecular electronics, optoelectronic
sensing devices. A fundamental
understanding of the interfacial states
of metal atoms interacting with
conjugated m-systems is an essential
element underlying rational molecular
electronics design.

This work demonstrated that the
electron transfer in metal--;t-electron
systems is controlled by sequential
conical intersections, and some cases
produces metastable biradicals.

Energy, kcal/mol

22 26 30 34 38
R, Angstrom

S & 5 oo oo o o 9
W N = — N W R W O

d31ey)) 1enIed

‘.



