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Results of calculations: optimal energy values (hartrees, Eh) and bond lengths (angstroms, Å). For BC
structures, the upper non-convex cycle corresponds to the B-shaped cycle, and the convex lower — to the
C-shaped one.

Table S1: MP2/cc-pVTZ results for optimized least energy conformers of hydrocarbons 1–3: energy val-
ues (Eh) and bond lengths (Å)
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Table S2: MP2/cc-pVTZ results for optimized least energy conformers of ketones 4–6: energy values (Eh)
and bond lengths (Å)
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Table S3: MP2/cc-pVTZ results for optimized least energy conformers of aza derivatives 7–9: energy
values (Eh) and bond lengths (Å)
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Table S4: Simplest BSR reagents from MP2 / cc-pVTZ optimization: energy values (Eh) and distances (Å).

Structure Energy, Eh
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Table S5: Bond reference (prototype) compounds for the BSRs from MP2 / cc-pVTZ optimization: energy
values (Eh) and distances (Å).

Structure Energy, Eh
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Etot −310.673169

Eϖ −310.502967

Table S6: Molecular strain estimates for the least-energy conformers, kcal ·mol−1

Structure and its hyperhomodesmotic bond separation reaction Eς , kcal ·mol−1

BC CC

(1) + 7 (10) + 4 (11) → 4 (15) + 6 (16) 8.923 6.813
(2) + 7 (10) + 2 (11) + 2 (12) → 4 (15) + 3 (16) + 3 (17) 5.780 3.506
(3) + 7 (10) + 4 (12) → 4 (15) + 6 (17) 2.627 0.220
(4) + 6 (10) + 4 (11) + (14) → 4 (15) + 4 (16) + 2 (19) 8.015 7.183
(5) + 6 (10) + 2 (11) + 2 (12) + (14) → 4 (15) + 2 (16) + 2 (17) + (19) + (20) 4.574 3.652
(6) + 6 (10) + 4 (12) + (14) → 4 (15) + 4 (17) + 2 (20) 1.208 0.206
(7) + 7 (10) + 2 (11) + 2 (13) → 4 (15) + 3 (16) + 3 (18) 10.581 7.425
(8) + 7 (10) + 2 (12) + 2 (13) → 4 (15) + 3 (17) + 3 (18) 7.189 3.940
(9) + 7 (10) + 4 (13) → 4 (15) + 6 (18) 9.865 5.866
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