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rFragment Motion in Motor Molecules:
Basic Concepts and Application to Intra-Molecular Rotations |

Department of Inorganic Chemistry,
Fritz-Haber Institute of the Max-Planck-Society

Prof. Klaus E. Hermann

We propose a fragment motion analysis based on
classical mechanics using Pulay forces to study complex
motions of atoms inside large molecules. This provides a
qualitative understanding of the motion of the different
molecular components and can help to design simplified
fragment motion paths. The formal aspects of the

analysis are discussed and its application is illustrated by
the rotational motion inside the BTP-BCO molecule and >
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by rotational transitions between cis- and trans-stilbene
isomers.
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