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Appendix A1: Table of selected structural data for compound X 
(Part 1, Section 2.7) 

 Mg1 Mg2 Mg3 Mg4 

ˍ (geometry bias) 0.076 (sq. pyr.) 0.087 (sq. pyr.) 0.12 (sq. pyr.) 0.018 (sq. pyr.) 

bite angle (N-Mg-N) 63.82(14) 63.53(14) 63.28(14) 63.83(14) 

Mg-X (X=halide) 2.406(2), 2.449(2) 2.410(2), 2.434(2) 2.399(2), 2.429(2) 2.402(2), 2.449(2) 

ȹ Bi-X 0.043 0.024 0.030 0.047 

Mg-N bond distance (Å) 2.076(4), 2.188(4) 2.192(4), 2.080(5) 2.088(4), 2.183(4) 2.186(5), 2.078(4) 

ȹMg-N 0.11 0.11 0.095 0.11 

N-C 1.314(6), 1.312(6) 1.307(6), 1.317(6) 1.315(6), 1.317(6) 1.318(7), 1.331(6) 

ȹN-C 0.002 0.01 0.002 0.013 

Mg-N-C (°) 145.3(3),151.6(3) 153.0(3), 145.8(3) 144.9(4),  152.6(3) 152.5(3), 146.7(3) 

Interplanar angle 88.75(12) 86.86(13) 88.28(12) 85.8(13) 

Mg-O 2.070(4) 2.083(4) 2.086(4) 2.090(4) 

Largest angle N*-Mg-O N*-Mg-O N*-Mg-O N*-Mg-O 
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1H NMR spectrum for 1 
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1H NMR spectrum for 2 
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13C NMR spectrum for 2 
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1H NMR spectrum for 3 
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13C NMR spectrum for 3 
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1H NMR spectrum for 4.(THF) 
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13C NMR spectrum for 4.(THF) 
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1H NMR spectrum for 5 
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1H NMR spectrum for 6.(THF)4 
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13C NMR spectrum for 6.(THF)4 
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1H NMR spectrum for 7 
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13C NMR spectrum for 7 
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1H NMR spectrum: 1 Ϲ (#ḳ#0È ɉ#ÏÍÐÏÕÎÄ A) 
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13C NMR spectrum: 1 Ϲ (#ḳ#0È ɉ#ÏÍÐÏÕÎÄ A) 
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VT 1H NMR spectrum: 1 Ϲ (#ḳ#0È ɉ#ÏÍÐÏÕÎÄ A) 

  



26 
 

1H NMR spectrum: 1 + i-Pr-N=C=N-i-Pr (Compound B) 
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13C NMR spectrum: 1 + i-Pr-N=C=N-i-Pr (Compound B) 
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1H NMR spectrum: [1 Ϲ (#ḳ#0ÈɎ Ϲ i-Pr-N=C=N-i-Pr (Compound C) 
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13C NMR spectrum: [1 Ϲ (#ḳ#0ÈɎ Ϲ i-Pr-N=C=N-i-Pr (Compound C) 
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1H NMR spectrum: [C Ϲ (#ḳ#0ÈɎ Ϲ i-Pr-N=C=N-i-Pr 
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1H NMR spectrum: 2 + 6.(THF)4  
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1H NMR spectrum: 2 + 3  
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1H NMR spectrum: 2 + 4.(THF)  
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1( .-2 ÓÐÅÃÔÒÁȡ  (#ḳ#0È Ϲ i-Pr-N=C=N-i-Pr (1 mol% 1, 25 °C) 

 




































































































