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Crystal Structure Showdown: Electronics vs. 

Packing Edition! aka A Computational Chemist 

Narrates How Nature Decides on a Crystal Structure 
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What comes into your mind when you think about crystals? 

 



 



 



 



How to decide on a crystal structure 

 



 



 



 



 



 



 



 



 



 



 



 



 



18-n+m isomerism in Scandium & Yttrium Trialuminides (ScAl3 & 

YAl3) 
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https://www.scifun.org/Thesis_Awards/thesis_awards.html
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