Perspectives of Physical
and Theoretical Chemistry

In this workshop we want to discuss our current
status of our scientific work in a pleasant
atmosphere. Out of the critical appraisal of the
results and the introduction of new methodical
approaches we want to evolve new perspectives for
future projects.
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Sunday, 12.03.2017

18:00 Dinner
19:15 -20:00 Review and Perspectives: What's next?
Ralf Ludwig

Monday, 13.03.2017

Catalysis

08:30-08:50 Strategies of Presentation.

Kira Ludwig

09:05-09:25 Electrochemical Investigations of an Iron
based CO2 Reduction Catalyst.

Arend Rosel

09:40-10:00 Iron catalyzed CO2 Reduction probed by
IR Spectroelectrochemistry.

Elisabeth Oberem

Chair: A. Strate

10:15 Coffee break

lonic Liquids
£ 10:45-11:05 Cryogenic lon Vibrational Predissociation

g Spectroscopy: First Results.

O Anne Strate

i 11:20-11:40 Like-Charge Hydrogen Bonding in lonic
'_;:'% Liquids.

© Jan Neumann

12:30 Lunch

15:00-15:20 The Red Edge Effect — Unexpected
Fluorescence Shifts in Imidazolium Based lonic Liquids.
Stella Schmode

15:35-15:55 Eyring's Theory: Vaporization Enthalpies
derived from Viscosities.

Anne-Marie Bonsa = cancelled

Chair: J. Nneumann

Chair: S. Schmode

Chair: B. Golub

Chair: W. Polet

16:15 Coffee break
16:30 Gathering and discussion of current work in plenum.
18:00 Dinner

Tuesday, 14.03.2017

Protic lonic Liquids

08:30-08:50 Dispersion Forces in Protic lonic Liquids -
Spectroscopy and Thermodynamics.

Peter Stange

09:05-09:25 Structure, Dynamics and Mixing Energies
in Protic lonic Liquids. Influence of Anions and Cations.
Benjamin Golub

09:40-10:00 NMR Deuteron Relaxation Time
Experiments in Protic lonic Liquids beyond the Extreme
Narrowing Limit.

Viviane Overbeck

10:15 Coffee break

10:45-11:05 Rotational Dynamics of lonic Liquids and
their Mixtures from NMR.

Ralf Ludwig

11:20-11:40 Understanding Nonideal Mixing of Protic
lonic Liquids: MD Simulations and Lattice Models.
Dietmar Paschek

12:30 Lunch

NMR

15:00-15:20 A short Introduction to Solid State NMR.
Alexander Wulf

15:35-15:55 Standard Errors of Model Parameters and
their Usage in the Gaussian Error Propagation Rule.
Andreas Appelhagen

16:15 Coffee break
16:45 Gathering and discussion of current work in plenum.
18:00 Dinner

Wednesday, 15.03.2017
MD & DFT

o 08:30- 08:50 Second Osmotic Virial Coefficient for

variant Solutes in Aqueous Solution.

Elias Reiter

09:05-09:25 How may Hydrogen Molecules fit in
different Gashydrate Cages?

Wigbert Polet

Chair: P. Stang

09:30 Gathering and discussion of current work in plenum.
10:15 Coffee break

10:45 Time for work group affairs (Homepage, seminar...)
12:00 Loading up the cars!!!

12:30 Lunch

15:00 Visit of Deutsches Zusatzstoffmuseum Hamburg



