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Abstract
Full Text

LETTER TO THE EDITOR
In my article (R. M. Aminova, “On the molecular-orbital theory of the dia-
magnetism of cyclic molecules. Calculation of the magnetic anisotropy of cyclo-
propane”), published in DAN, vol. 157, no. 6, 1964, the following corrections
must be made.

In formulas (14), (16), and (19) one should read (𝜒𝑝)𝛼𝛽 = 0; in formula (21) one
should read Δ𝜒C3H6𝑝 = 0, in connection with which the arguments concerning
the paramagnetism of interatomic contributions should be regarded as invalid.
Formula (12) should read:

𝐿2
𝜇𝜈 = (𝑒2/4ℏ2𝑐2) 𝐻𝛼𝐻𝛽(R𝜇 × R𝜈)𝛼(R𝜇 × R𝜈)𝛽. (12)

Then formulas (15), (18), (20) should read:

(𝜒𝑑)𝛼𝛽 = (𝑁𝑒2/2ℏ2𝑐2) ∑
𝜇<𝜈

𝑃𝜇𝜈(R𝜇 × R𝜈)𝛼(R𝜇 × R𝜈)𝛽ℋ(0)
𝜇𝜈 ; (15)

(𝜒𝐴−𝐵
𝑑 )𝛼𝛽 = (𝑁𝑒2/2ℏ2𝑐2)

𝐴−𝐵
∑
𝜇<𝜈

𝑃𝜇𝐴𝜈𝐵(R𝐴 × R𝐵)𝛼(R𝐴 × R𝐵)𝛽ℋ(0)
𝜇𝐴𝜈𝐵; (18)

Δ𝜒C3H6
𝑑 = 𝜒∥ − 𝜒⟂ = 𝜒𝑧𝑧 = 2𝑁𝑒2

ℏ2𝑐2 ∑
bonds

𝐴−𝐵
∑
𝜇<𝜈

𝑆2
𝐴𝐵𝑃𝜇𝐴𝜈𝐵ℋ(0)

𝜇𝐴𝜈𝐵. (20)

If ℋ(0)
𝜇𝐴𝜈𝐵 is found semiempirically, taking ℋ𝑖𝑗 = 0.5𝐾(ℋ𝑖𝑖 + ℋ𝑗𝑗)𝑆′(1)

𝑖𝑗 (𝑆′
𝑖𝑗 is

the overlap integral), and adopting ℋ𝑖𝑖(𝐶 ⋅ 2𝑝𝜎) = −11.17 eV, ℋ𝑖𝑖(𝐶 ⋅ 2𝑝𝜋) =
−9.44 eV, ℋ𝑖𝑖(𝐶 ⋅ 2𝑠) = −21.4 eV(2), then the interatomic contribution to the
anisotropy of the cyclopropane ring will be equal to

Δ𝜒C3H6
𝑑 = −23.5 ⋅ 10−6 cm3/mol.

R. M. Aminova
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Note: Figure translations are in progress. See original paper for figures.
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