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First principle study of the local structure and its influence on the reactivity of amorphous ACF
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In Short
• Investigation of the synthesis of the ACF catalyst
out of AlCl3
• Investigation of the interaction of AlCl3 and ACF
Figure 1: Bulk structure of the AlCl3 crystal. grey = aluminium,
with the fluorinating agent HF
green = chlorine[8]

• Influence of the local structure of ACF due to the
exchange of bulk fluorine to chlorine atoms

with the fluorinating agend HF and the influence of
• Determination of transition states of exchange re- different bulk positions of chlorine in ACF structures.
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