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Seminar Special Topics in Theoretical Chemistry HS2009 

Time: Wednesdays 02:00 pm 

Room: HCI J 243 

Date Name Topic 
16.09. no seminar 

23.09. Vincent 

Investigation of the 
vibrational Raman optical 
activity signatures associated 
to (TG) N and (GG) N con-
formations of 20-unit 
polyproplylene chain by 
means of localized modes  

29.09. Simon Eckard 
Exception: On 
Tuesday at 11.00 hrs 
at room E8 

07.10. Sam 
Accurate Embedding 
Potentials for Frozen Density 
Embedding(FDE) 

14.10. Koni Tensor Network States II 

21.10. Katharina 
Master Thesis:  In Search of 
Accurate Spin Density 
Distributions  

28.10. Christoph The Chemical Compass of 
Avian Magnetoreception 

04.11. Thomas Weymuth 

Semesterarbeit: Calculating 
Extended Amide III Normal 
Mode Frequencies of N-
Acetyl-L-Alanine-N-
Methylamide Using 
Localized Mode Frequencies 
and Coupling Constants 
Based on Structural 
Parameters  

Exception: The 
seminar starts at 
15.00 hrs 

11.11. no seminar 
18.11. Monika Laner 
25.11. no seminar 

02.12. Stephan Kinetic-Quantum Chemical 
Model for Catalytic Cycles 

09.12. no seminar 

16.12. Villö NMR shielding calculations 
II 
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