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Study on bent bonds in small propellanes
ZHAO CHUNYANG,WEI TONGSHI,QIU WENY UAN

Abstract The formulafor the calculation of the strain, the strain energy, and the angles of the bent bonds in small
propellanes are proposed by using the ab initio program ABHF for calculating Hellmann-Feynman forces. The
overlapping forces fO and the corresponding equivalent point charges, the angle a of the bent bonds, the strain fO, the
bonding force F and the strain energy d of the bent bonds of [1.1.1] propellane, [2.1.1] propellane, [2.2.1] propellane and
[2.2.2] propellane were calculated The stabilities and the bonding behavior of these high strained mols. were also
investigated. The theor. predictions are al in good agreement with the experimental resullts.
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