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Supplementary Information - 1 

 
Structural data of compounds [Ni(S-BBP-Gly)], [Ni(S-BBP-L-(and D-)-Ser)] and 

[Ni(S-BBP-L-(and D-)-aaIm)] 
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 Figure SI-1a   Relative positions of atoms of Ring A [Ni-N(1)-C(14)-C(12)-O(2)], to the 

plane defined by O(2)-Ni-N(1). The distances of atoms C(13) and C(14) to this plane are 

included between () in Å, and considered with a positive sign when the atom is on the same 

side of the coordination plane as the benzyl group. XR: X-ray structure; MM: structure 

calculated by Molecular Mechanics. 

 
Conformations of the rings in complexes 

 
 

[Ni(S-BBP-Gly)] - XR 

[Ni(S-BBP-Gly)] - MM 

[Ni(S-BBP-L-aaIm)] - XR 

[Ni(S-BBP-L-aaIm)] - MM 

[Ni(S-BBP-L-Ser)] - XR 
[Ni(S-BBP-L-Ser)] - MM 
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Figure SI-1b  Relative positions of atoms of Ring B [Ni-N(1)-C(19)-C(26)-C(27)-N(2)], to the 

plane defined by N(1)-Ni-N(2). The distances of atoms C(19), C(26) and C(27) to this plane 

are included between () in Å, and are considered with a positive sign when the atom is on the 

same side of the coordinating plane as the benzyl group. XR: X-ray structure; MM: structure 

calculated by Molecular Mechanics. 

 

[Ni(S-BBP-Gly)] - XR [Ni(S-BBP-Gly)] - MM 

[Ni(S-BBP-L-aaIm)] - XR 
[Ni(S-BBP-L-aaIm)] - MM 

[Ni(S-BBP-L-Ser)] - XR 

[Ni(S-BBP-L-Ser)] - MM 
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Figure SI-1c  Relative positions of atoms of Ring C [Ni-N(3)-C(2)-C(1)-N(2)], to the plane 

defined by N(2)-Ni-N(3). The distances of atoms C(1) and C(2) to this plane are included 

between () in Å, and are considered with a positive sign when the atom is on the same side 

of the coordinating plane as the benzyl group. XR: X-ray structure; MM: structure 

calculated by Molecular Mechanics. 

 

 

[Ni(S-BBP-Gly)] - XR 

[Ni(S-BBP-Gly)] - MM 

[Ni(S-BBP-L-aaIm)] - MM 

[Ni(S-BBP-L-aaIm)] - XR 

[Ni(S-BBP-L-Ser)] - MM 
[Ni(S-BBP-L-Ser)] - XR 
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Figure SI-2  Relative positions of atoms in the coordination plane. The deviations included are 

those of the 5th column in Table SI-1.  

 

 
 

 
 

[Ni(S-BBP-Gly)]

[Ni(S-BBP-L-Ser)] [Ni(S-BBP-D-Ser)] 

[Ni(S-BBP-L-aaIm)] [Ni(S-BBP-D-aaIm)] 


