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Molecular Aggregate Motivation and Goal Post-Transition-State Bifurcation (PTSB)

1 D Kinetic Control Thermodynamic Contrc;l

Definition: A PTSB occurs when a single transition state bifurcates directly
into two products without an intermediate. It represents an intrinsically multidi-
mensional elementary reaction mechanism that requires at least a two-dimensional
description (two reaction coordinates) in geometric parameter space.

Definition: Aggregates are assemblies of monomers (molecules, atoms,
quantum dots, etc.) in which the monomers largely retain their individuality.
However, interactions between them can give rise to collective phenomena
such as superradiance or efficient excitation transfer.

Importance: These collective effects generate new optical properties, en-
abling enhanced light-matter interactions with relevance for optoelectronic and
photonic applications.

Selectivity Depends on Potential Energy Surface Topography
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Distinct Spectral Signature of PTCDA Aggregates on Surface!
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Stationary Searching Algorithms
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