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Figure S1. Thermal ellipsoid plot of 2.  Ellipsoids are drawn at the 30 % level.  H atoms 

have been omitted for clarity. The additional “A” letters in the atom labels indicate that 

these atoms are at (-x+1,-y,-z).  Selected inter-atomic distances (Å) and angles (
o
): Li(1)-

O(1) 1.928(7), Li(1)-N(2) 1.991(7), Li(1)-N(1A) 2.050(7), Li(1)-N(1) 2.283(8), O(1)-

Li(1)-N(2) 116.10(4), O(1)-Li(1)-N(1A) 110.70(3), N(2)-Li(1)-N(1A) 129.00(4),  O(1)-

Li(1)-N(1) 118.80(3), N(2)-Li(1)-N(1) 64.20(2), N(1A)-Li(1)-N(1) 109.00(3). 

 

 

 
  



Fig. S2 Thermal ellipsoid plot of 3.  Ellipsoids are drawn at the 30 % level.  H atoms 

have been omitted for clarity. Selected inter-atomic distances (Å) and angles (
o
): Cu(1)-

N(3) 1.877(2), Cu(1)-N(5) 1.882(2), Cu(2)-N(2) 1.875(2), Cu(2)-N(6) 1.876(2), N(3)-

Cu(1)-N(5) 170.39(9), N(2)-Cu(2)-N(6) 170.26(9). 

 

 

 



Fig.S3. Thermal ellipsoid plot of 6.  Ellipsoids are drawn at the 30 % level.  H atoms 

have been omitted for clarity. The additional “A” letters in the atom labels indicate that 

these atoms are at (-x+1,-y,-z). Selected inter-atomic distances (Å) and angles (
o
): Ag(1)-

N(6) 2.099(6), Ag(1)-N(7) 2.101(6),  Ag(2)-N(9) 2.075(6), Ag(2)-N(2) 2.076(6), Ag(3)-

N(4) 2.102(6), Ag(3)-N(3) 2.107(6), N(6)-Ag(1)-N(7) 163.4(2), N(9)-Ag(2)-N(2) 

169.2(2), N(4)-Ag(3)-N(3) 162.2(2). 

 

 

 

 

 

 

  



Fig.S4. Thermal ellipsoid plot of 8.  Ellipsoids are drawn at the 30 % level.  H atoms 

have been omitted for clarity. Selected inter-atomic distances (Å) and angles (
o
): Au(1)-

N(1) 2.029(13), Au(1)-Au(1A) 2.6613(14), N(1)-Au(1)-N(1) 165.9(8). 

 

  



Figure S4. Molecular orbitals of (a) 4 and (b) 6 calculated with B3LYP/LANL2DZ level 

of theory. (isocontour value of 0.032 au; eigenvalues in eV). 
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Table S1. Cartesian coordinates for (a) 4 and (b) 6  
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