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Table S1. Formation energy E (kJ mol™) for T14-T14 with ¢ and 1 of 0°, £30°, +60°, £90°, +120°, +150°, and 180°.
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-1578214.45478478  -1578218.02604238  -1578206.24957218
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~1578222.89083133  -1578222.09548862  ~1578219.33994760
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Table S3. Formation energy E (kJ mol™) for T15-T14 with ¢ and 1 of 0°, £30°, +60°, £90°, +120°, +150°, and 180°.
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-1578212.73348072
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-1578274.90991535
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Figure S1. Formation energy map as a function of ¢ and ¢ for T14-T14, T14-T15, T15-T14, and T15-T15. Note that red ((R,G,B) = (255,0,0))
is assigned to the data with the highest energy, white ((R,G,B) = (0,0,0)) to the median, blue ((R,G,B) = (0,0,255)) to the data with the
lowest energy, and black to no data (calculation unsuccessful). in each diagram. Note: comparison of colors between different dia-
grams is not meaningful in this figure.
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Figure S2. 3D structures for most stable conformers of T14-T14 with (90,-120), T14-T15 with (90,-90), T15-T14 with (60,60) and T15-T15
with (30,60).
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Figure S3. Classification of CD spectra.
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Figure S4. Classification of simulated CD spectra against ¢ and ¢ for (a) T14-T14, (b) T1,4-T15, (c) T15-T14, and (d) T15-T1s.



Table S5. Difference in formation energy AE and molar ratio N/No for five pairs ((,¢’) and (-¢,—1))) for most energetically stable
conformers of T14-T1a.

Conformer E / Hartree AE /[ Hartree AE /] mol! N/No
T1,4-T14 (90,-120) -601.11881430 0 0 1
T1,4-T1,4 (60,-90) -601.11845790 0.00035640 935.73 0.687
T1,4-T1,4 (90,~150) -601.11843160 0.00038270 1004.78 0.668
T1,4-T1,4 (120,-120) -601.11816708 0.00064722 1699.28 0.506
T1,4-T1,4 (60,-120) -601.11812720 0.00068710 1803.98 0.485
T1,4-T14 (-90,120) -601.11887484 0 0 1.000
T1,4-T1,4 (-60,90) -601.11849879 0.00037605 987.32 0.673
T1,4-T1,4 (-90,150) -601.11839705 0.00047779 1254.44 0.605
T1,4-T1,4 (-120,120) -601.11847058 0.00040426 1061.38 0.653
T1,4-T1,4 (-60,120) -601.11813422 0.00074062 1944.50 0.459

Table Sé6. Difference in formation energy AE and molar ratio N/No for five pairs ((¢,¢’) and (-¢,—1))) for most energetically stable
conformers of T1,4-T15.

Conformer E / Hartree AE /[ Hartree AE /] mol! N/No
T1,4-T15 (90,-90) -601.13742413 0 0 1
T1,4-T1,5 (90,-120) -601.13735465 0.00006948 182.42 0.929
T1,4-T15 (90,~150) -601.13712308 0.00030105 790.41 0.728
T1,4-T1,5 (60,~120) -601.13663098 0.00079315 2082.42 0.434
T1,4-T1,5 (90,-60) -601.13646254 0.00096159 2524.65 0.363
T1,4-T15 (-90,90) -601.13742481 0 0 1.000
T1,4-T1,5 (-90,120) -601.13735225 0.00007256 190.51 0.926
T1,4-T15 (-90,150) -601.13712375 0.00030106 790.43 0.728
T1,4-T1,5 (-60,120) -601.13662961 0.00079520 2087.80 0.433
T1,4-T1,5 (-90,60) -601.13646044 0.00096437 2531.95 0.362




Table S7. Difference in formation energy AE and molar ratio N/No for five pairs ((,¢’) and (-¢,—1))) for most energetically stable
conformers of T15-T1a.

Conformer E / Hartree AE /[ Hartree AE /] mol! N/No
T15-T14 (60,60) -601.13755367 0 0 1
T1,5-T1,4 (30,60) -601.13624727 0.00130640 3429.95 0.253
T1,5-T1,4 (90,60) -601.13597379 0.00157988 4147.97 0.190
T1,5-T1,4 (60,90) -601.13520073 0.00235294 6177.64 0.084
T1,5-T1,4 (90,90) -601.13515012 0.00240355 6310.52 0.080
T15-T14 (-60,-60) -601.13755417 0 0 1
T1,5-T1,4 (=30,-60) -601.13624665 0.00130752 3432.89 0.252
T15-T1,4 (-90,-60) -601.13596908 0.00158509 4161.65 0.189
T1,5-T1,4 (-60,-90) -601.13519936 0.00235481 6182.55 0.084
T15-T1,4 (-90,-90) -601.13514429 0.00240988 6327.14 0.079

Table S8. Difference in formation energy AE and molar ratio N/No for five pairs ((,¢’) and (-¢,—1))) for most energetically stable
conformers of T15-T1s.

Conformer E / Hartree AE /[ Hartree AE /] mol! N/No
T15-T15 (30,60) -601.13039652 0 0 1
T15-T1,5 (0,90) -601.11958890 0.01080762 28375.41 0.000
T15-T15 (30,90) -601.11935870 0.01103782 28979.80 0.000
T1,5-T1,5 (=30,90) -601.11405186 0.01634466 42912.90 0.000
T15-T15 (0,120) -601.08651303 0.04388349 115216.10 0.000
T15-T15 (-30,-60) -601.13039752 0 0 1
T15-T1,5 (0,-90) -601.11958807 0.01080945 28380.21 0.000
T15-T15 (-30,-90) -600.93654890 0.19384862 508949.55 0.000
T1,5-T1,5 (30,-90) -601.11402921 0.01636831 42975.00 0.000
T15-T15 (0,-120) -601.08651334 0.04388418 115217.91 0.000




