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The analysis of standard QENS makes a significant
assumption about the observed data; when the system
is hydrogenous, the observed signal is only the
incoherent dynamic structure factor.

- _COMFARING QENS

Therefore, for many experimental
systems, e.g., liquid benzene, it is
necessary to ‘either model the coherent
signal or measure QENS with
polarisation analysis.

FROM A MOLECULAR

THE ANALYSI4 OF QUASI-
ELASTIC NEUTRON 4CATTERING
DATA FACES SIGNIFICANT
CHALLENGES.

- DYNAMICS SIMULATION
- _WITH EXPERIMENTAL
- DATA, SHOWS THAT. THIS
- ASSUMPTION DOES NOT
- HOLD FOR BENZENE.
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Often QENS models represent oversimplified descriptions of molecular dynamics.
Classical simulations of benzene showed a single Fickian regime in translation, but
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It was necessary to construct a new QENS model, that describes
Fickian translation and anisotropic rotation and is constrained

complex anisotropic rotation. over Q.
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B.éesmn model selection allows us to compare The anisotropic model, given
erent models. Applying this to our QENS
from simulation shows strong evidence for the

anisotropic model, if the w-dynamic range is
between +0.75 and +1.25 meV.
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p-QENS data from LET, also has greater evidence for the more complex,

anisotropic model. The ratio of benzene spinning to tumbllng was found to be around 11.
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