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QUESTION: ASPECT 1 VIBRATIONAL ENERGY LEVELS

What is the influence of
solvent environments on
the controllability of IN STATIC
chemical reactions? Is it SOLVENT CAGES
possible to overcome the

arising complexities?
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Even highly complex and inhomogeneous
targets are controllable!
J. Phys. B 48 (2015), 234003
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THE REACTION:

Trimethylaluminium + Cyclohexanone

— preallocated
complex

— methyl group

transfer — single MD trajectory

— extract snapshot
every 5 femtoseconds
— evaluate level structure

— Carbon-carbon
bond formation
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Control challenge #2: time-dependent target ~ 300 fs between extreme cases
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ANSWER(S):

Chemical reactions in solution seem to be
controllable despite:

— highly inhomogeneous line broadening
— fluctuations of the environment

... at least theoretically

NEXT STEPS:
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Is control Improve theoretical description: include

yes yes WS yes yes feedback from solute to solvent (P02-15)
... even for many more cases and more complex multi-target control aims! - go beyond one-dimensional coordinates
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possible?




