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X-ray Structure Determination

Figure 1S. Molecular structure of 1 with thermal ellipsoids set at 35% probability. Atoms labeled with a
prime belong to the centrosymmetric counterpart of the dimeric units with the symmetry code: (-x+1, -y+1, -

z).

Figure 2S. Molecular structure of 2 with thermal ellipsoids set at 35% probability. Atoms labeled with a
prime belong to the centrosymmetric counterpart of the dimeric units with the symmetry code: (-x+1, -y+2, -
z+1).



Figure 3S. Molecular structure of 4 with thermal ellipsoids set at 35% probability.

Table 18. Selected Intra- and Intermolecular bond lengths (A) and angles (deg) for comp. 4.

contact H---A DA D-H---A symmetry
C12-H12---O1 2.31 2.706(2) 104 Xz

C29-H29---03 2.30 2.700(2) 104 X,z

C13-H13---02 2.50 3.328(2) 146 -x+1,+y-1/2,-z+1/2
C17-H17---O4 2.56 3.525(2) 168 x+1,+y-1/2,-z+1/2
C30-H30---04 231 3.210(2) 158 -x+2, +y-1/2, z+1/2
C34-H34---02 2.68 3.653(2) 173 x+1, -y+172+1, +z+1/2




Figure 4S. Molecular structure of 5 with thermal ellipsoids set at 35% probability.
Table 2S. Selected Intra- and Intermolecular bond lengths (A) and angles (deg) for comp. 5.

contact H-A DA D-H-—A symmetry

C10-H10---01 239 2.911(3) 115 X, -y, 2]
C9-H9---02 2.49 3.298(3) 145 X+, -y, z




Figure 5S. Molecular structure of 6 with thermal ellipsoids set at 35% probability.
Table 3S. Selected Intra- and Intermolecular bond lengths (A) and angles (deg) for comp. 6.

contact H---A D---A D-H-—-A symmetry

Cl1-H11---02 2.66 3.551(13) 157 x-1/2, +y-1/2, +z
C6—H6---02 2.70 3.294(12) 121.5 x-172, -y+1/2, +z-1/2




Theoretical Section

a. Energies (Hartree) and coordinates of the calculated molecular systems
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b. Estimated barriers of rotation around the C-N-M-O angle in the [(MMe,)(1-O,CMe)(py-Me)] molecular
systems.
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Figure 6S. PES scan of the [(MMe,)(u-O,CMe)(py-Me)] system run for the C-N-M-O dihedral angle.
Values acquired for Boron, Aluminum and Gallium atoms.



