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B,N,-Dibenzo[a,e]pentalenes
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Boron—nitrogen analogues of benzopentalene
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Motivation

Anti-aromatics
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Pentalene BN-Pentalenes

® Which isomer of BN-pentalene is most stable one?
® Which factor causes the stability? Aromaticity? Or ?

Electrostatic potentials
Dipole moment

? ? Bond order

¢ e Charge distribution

Ring strain




Computational details
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Figure 1. Big picture for the trend of stability of all isomers we investigated. Electronic energies are given in kcal/mol.




Bond lengths and Wiberg bond order
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BN-doped simplest ring-fused aromatics
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Different Catalogs of BN-pentalenes
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HOMO-LUMO Gap
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Charge Distribution
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Figure. Hirshfeld charges on parent NH-pentalenes and the thermodynamic stabilities of these isomers.
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Aromatic and Stability
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Reactivity
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BN-Azulenes
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Current conclusion & Future work
J Conclusion
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Charge (Hirshfeld) distribution can be used to explain stability of most isomers.
Aromaticity and stability does not have very strong correlation

] Future work

* Gobal electrophilicity/nucleophilicity
* Electrostatic potentials

* Dipole moment

 Bond order

* Ring strain
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