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Figure S1: Reduced formulas of both observed chair confirmations in crystals of 9a,a’.
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Figure S2: Homodesmotic reactions used for the calculation of RSEs.

Cartesian coordinates (A) and energies (au) for all computed species.
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Figure S3: Positive and negative ESI-mass spectra of 14a.
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Figure S4: Intra- and intermolecular Hydrogen bonds (HB) in crystal of 15a.

Table 1: Bond lengths (in A) and angles of Hydrogen bonds (HB) in complex 15a.

C2-H2A---014 (HB1) 2.907(5) 0.95 258 100
C2-H2A---01 (HB2) 2.940(14) 0.95 2.58 103
C57-H57B---014 (HB3)  3.001(13) 0.99 2.58 106
C50-H50A-013 (HB4)  2.901(12) 0.99 2.55 100
C35-H35A-07 (HB5)  3.170(12) 0.98 251 124
C4-H4A-08* (HB6) 3.186(14) 0.99 2.42 134
C60-HB0A-05° (HB7)  3.403(11) 0.99 253 146
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