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1. A diagram showing the structure of the third independent molecule in the crystal 

lattice of 3. 

2. Molecular orbital diagrams for compounds 1-3. 
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The structure of the third independent molecule of compound 3 in the crystal lattice. 
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HOMO (left) and LUMO (right) orbitals of compound 1 
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HOMO (left) and LUMO (right) orbitals of compound 2
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LUMO (left) and HOMO (right) orbitals of compound 3 
 


