
Table S1. Crystal Data and Structure Refinement for complexes 2, 4 and 9 

Complex 2 4 9 

Empirical formula  2C40H52Br2N6Zr* C18H40Cl2N6Zr  C50H72N8Zr.2C7H8 

Temperature (K)  260 (2) 260(2)  260(2) 

Wavelength (Å)  0.71073 0.71073 0.71073 

Cryst. Syst.  Triclinic Monoclinic Triclinic 

Space group  P-1 P21/n  P-1 

a (Å)  9.572(1) 14.478(1) 11.811(1) 

b (Å)  17.200(2) 12.135(1) 16.154(1) 

c (Å)  26.670(3) 15.990(2) 16.996(1) 

α (deg)  103.345(7) 90  72.863(3) 

β (deg)  93.393(8) 116.397(3) 79.891(3) 

γ (deg)  95.516(8) 90 75.840(3) 

Volume (Å3)  4237.6(8) 2516.4(4) 2985.8(3) 

Z 2 4 2 

Density (calcd) (g/cm3) 1.384 1.327 1.180 

Abs. coeff (mm–1) 2.180 0.664 0.229 

F(000)  1806 1056 1136 

Crystal size (mm3)  0.551 × 0.432 × 0.371 0.556 × 0.212 × 0.135 0.530 × 0.473 × 0.452 

Index ranges  –13 ≤ h ≤ 13 –19 ≤ h ≤ 20 –16 ≤ h ≤ 16 

 –24 ≤ k≤ 23 –17 ≤ k ≤ 16 –19 ≤ k ≤ 23 

 –37 ≤ l ≤ 38 –19 ≤ l ≤ 22  –24 ≤ l ≤ 24 

Reflections collected 41263 34675 31506 

Independent reflections  24916 [R(int) = 0.0746]  7744 [R(int) = 0.1185] 18065 [R(int) = 0.0442] 

Observed reflections 7753 4123 10808 

Data/restraints/params.  24916 / 0 / 918 7744 / 0 / 266 18065 / 0 / 665 

Goodness-of-fit on F2  0.848 0.963 0.995 

Extinction parameter   0.0001(6) 

Final R indices  R1 = 0.0747 R1 = 0.0629 R1 = 0.0598 

      wR2 = 0.1744 wR2 = 0.1379 wR2 = 0.1383 

Largest diff peak hole (eÅ–3) 1.224 and –2.437 0.868 and –0.841 0.933 and –0.634 

*Complex 2 shows a disordered toluene molecule



Figure S2. 1H NMR (C6D6, 25 °C) of  [Zr{κ2,N,N’-(Ni-Pr)(N4-t-BuC6H4)CNH(i-Pr)}2(CH2Ph)2] (1) 

 

  



Figure S3. 1H NMR (C6D6, 25 °C) of [Zr{κ2,N,N’-(Ni-Pr)(N4-BrC6H4)CNH(i-Pr)}2(CH2Ph)2]  (2) 

 

  



Figure S4. 1H NMR (C6D6, 25 °C) of [Zr{κ2,N,N’-(Nt-Bu)(NEt)CNMe2}2(CH2Ph)2] (3) 

 

  



Figure S5. 1H NMR (C6D6, 25 °C) of [Zr{κ2,N,N’-(Nt-Bu)(NEt)CNMe2}2Cl2}] (4) 

 

 

  



Figure S6. 1H NMR (C6D6, 25 °C) of [Zr{κ2,N,N’-(Ni-Pr)(N(4-t-BuC6H4))CNH(i-Pr)}2}{κ2-C,N(2,6-

Me2C6H3)N=C(CH2Ph)}(CH2Ph)] (5) 

 

 


