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Single bonds: use 
nearest neighbors 

Hydrogens: use 
next-nearest  
neighbors 

Delocalisation: 
Use the best suited 
mesomeric system 

Bonded to heavier  
nucleus: use 
next-nearest  
Neighbor 

Heavier nucleus: 
nearest neighbor 
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Units: e/Å3 
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Units: e/Å on 0.0067 e/Å3 isosurf.  
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Strongly dipolar molecule, 38.9 D 
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