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Chemistry — Microscopic Point of View
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Photochemistry — One More Dimension

S

Energy

\ conical

intersection

Reaction coordinate

M universitat Sl : :
innsbruck M. Oncédk: Computational Photophysics 24.01.2020 3



Photochemistry — What is it good for?
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Computational Photochemistry

1. Ground state structure H.(r,R) Y(r;R) = E5(R) Y(r;R)
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Computational Photochemistry

1. Ground state structure H.(r,R) Y(r;R) = E5(R) Y(r;R)

2. Absorption spectrum modeling
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Computational Photochemistry

1. Ground state structure H.(r,R) Y(r;R) = E5(R) Y(r;R)

51 2. Absorption spectrum modeling

3. Photoreactivity and photodynamics
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Computational Photochemistry
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1. Ground state structure H.(r,R) Y(r;R) = E5(R) Y(r;R)
2. Absorption spectrum modeling

3. Photoreactivity and photodynamics
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Some Topics from Our Laboratory

Photochemistry of lons in Helium Droplets Modeling of Aerosol Photochemistry
(with Paul Scheier) (with Martin Beyer)
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