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1. Figures  
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Figure S1. Yield versus time for nickel catalysts at 60 oC. 

 

 

Figure S2.
 1H NMR spectrum of the Ni-Ph, Ni-Ph plus 2 eq. ligand, and L-Ph in CDCl3. 

*Solvent impurity in CDCl3. 
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Figure S3. 
1H NMR spectrum of the Ni-Ph-Ph, Ni-Ph-Ph plus 2 eq. ligand, and L-Ph-Ph in 

CDCl3.  

2. Fractionation Data 
Table S1. Fractionation data of bimodal polyethylene (Table 1, entry 2). 

 Yield/mg Tm
a/oC B

b Mw
c Mw/Mn

c 
entry 2 500 127.6 17 75.8 59.7 

Fraction 1 165 127.9 6 221.4 2.5 
Fraction 2 195 121.1 17 50.4 9.6 

Fraction 3 86 89.0 25 1.5 2.2 

aMelting temperature determined by DSC. bBranching numbers per 1000C were determined 
by 1H NMR. cMn: 104 g mol-1, Mn and Mw/Mn determined by GPC.  
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Figure S4a. 1H NMR spectrum of the table S1, Fraction 1(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 

 
Figure S4b. 1H NMR spectrum of the table S1, Fraction 2(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 
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Figure S4c. 1H NMR spectrum of the table S1, Fraction 3(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 
 

Table S2. Fractionation data of bimodal ethylene/methyl 10-undecenoate 
copolymer(Table 2, entry 11). 

 Yield/mg Tm
a/oC Comonomer incorp.[mol%]b 

entry 11 93 79.8/119.1 0.3 
Fraction 1 15 121.7  0.1   
Fraction 2 16  87.0/116.1 0.3 

Fraction 3 33  73.8 0.9 

aMelting temperature determined by DSC. bDetermined by 1H NMR spectroscopy. 
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Figure S5a. 1H NMR spectrum of the table S2, Fraction 1(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 
 

 
Figure S5b. 1H NMR spectrum of the table S2, Fraction 2(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 
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Figure S5c. 1H NMR spectrum of the table S2, Fraction 3(C2D2Cl4, 120oC). *Solvent 
impurity in C2D2Cl4. 

3. Experimental sections 

3.1 Ligand Synthesis. 

 

Ligand L-Ph 

A mixture of 2-pyridinecarboxaldehyde-N-oxide (123 mg, 1.0 mmol), 

2,6-bis(diphenylmethyl)-4-methylaniline (NH2-Ph) (440 mg, 1.0 mmol) and 

p-toluenesulfonic acid (20 mg) in toluene (50 mL) was stirred at 130 °C for 24 h. The solvent 

was partially evaporated under reduced pressure until a gray solid formed. The remaining 

solution was diluted with methanol (30 mL) and the gray solid was collected by filtration, 

washed three times with 10 mL of methanol to afford L-Ph (480 mg, 62.9 %). 1H NMR (400 

MHz, CDCl3) δ 8.21 (Py, s, 1H), 8.06 (Py, d, J = 6.4 Hz, 1H), 7.71 (Py, d, J = 8.4 Hz, 1H), 

7.33 – 7.12 (m, 14H), 7.09 (Py, d, J = 6.8 Hz, 1H), 7.03 (m, 7H), 6.65 (s, 2H), 5.47 (s, 2H), 

2.15 (CH3, s, 3H).13C NMR (101 MHz, CDCl3) δ 156.35, 147.47, 145.24, 143.49, 139.63, 
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133.26, 132.85, 129.61, 128.98, 128.25, 127.13, 126.25, 124.66, 124.51, 51.80, 21.44.HRMS 

(m/z): calcd for C39H33ON2: [M] 545.2587 found:545.2605. 

 

Ligand L-Np 

Using the same procedure as for the synthesis of L-Ph, except for 

2,6-bis(di(naphthalen-2-yl)methyl)-4-methylaniline (NH2-Np) (640 mg, 1.0 mmol), L-Np 

was obtained as a yellow powder (522 mg, 72%). 1H NMR (400 MHz, CDCl3) δ 8.49 (Py, s, 

1H), 7.93 (Py, d, J = 6.8 Hz, 1H), 7.79 (d, J = 6.8 Hz, 4H), 7.73 (d, J = 8.4 Hz, 4H), 7.64 (d, J 

= 6.4 Hz, 4H), 7.50 (d, J = 10.4 Hz, 2H), 7.47 – 7.36 (m, 12H), 7.14 (t, J = 9.2 Hz, 1H), 6.98 

(t, J = 8.8 Hz, 1H), 6.79 (s, 2H), 5.83 (s, 2H), 2.13 (CH3, s, 3H). 13C NMR (101 MHz, CDCl3) 

δ 155.00, 146.72, 144.12, 139.78, 139.11, 138.39, 132.59, 132.46, 132.37, 131.55, 131.36, 

131.17, 128.51, 128.42, 127.97, 127.26, 127.12, 126.84, 126.81, 126.51, 125.95, 124.96, 

124.81, 124.70, 124.50, 123.43, 123.39, 51.64, 51.14, 20.35, 19.95. HRMS (m/z): calcd for 

C55H41ON2: [M] 745.3213, found: 745.3225. 

 

Ligand L-Bz 

Using the same procedure as for the synthesis of L-Ph, except for 

2,6-bis(bis(benzothiophen-2-yl)methyl)-4-methylaniline (NH2-Bz) (566 mg, 1.0 mmol),L-Bz 

was obtained as a yellow powder (431 mg, 56%). 1H NMR (400 MHz, CDCl3) δ 7.85 (Py, s, 

1H), 7.82 (Py, d, J = 8.0 Hz, 1H),7.72 (d, J = 8.0 Hz, 4H),7.70 (Py, d, J = 6.8 Hz, 1H),7.66 

(Py, d, J = 7.2 Hz, 1H),  7.53 (d, J = 8.0 Hz, 1H), 7.45 (d, J = 7.2 Hz,1H), 7.38 – 7.28 (m, 

6H),7.27(s, 1H),7.22(s, 1H),7.16(m, 3H) 7.02 (d, J = 4.0 Hz,2H), 6.95 (s, 1H), 6.75 (m, 2H), 

6.55 (s, 1H), 6.36 (t, J = 7.8 Hz, 1H), 6.01 (s, 1H), 2.26 (CH3, s, 3H). 13C NMR (101 MHz, 

CDCl3) 
13C NMR (101 MHz, CDCl3) δ 150.88, 150.06, 145.42, 144.41, 144.32, 143.81, 

138.96, 138.88, 138.76, 138.72, 138.68, 138.50, 138.44, 137.96, 137.61, 133.55, 128.75, 

128.30, 125.73, 123.79, 123.68, 123.57, 123.53, 123.46, 123.42, 123.35, 123.15, 123.11, 
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122.84, 122.81, 122.75, 122.63, 122.60, 122.56, 122.55, 121.68, 121.36, 121.26, 121.11, 

120.66, 68.40, 59.88, 43.91, 20.18. HRMS (m/z): calcd for C47H33ON2S4: [M] 769.1470, 

found: 769.1462.  

 
Ligand L-An   

Using the same procedure as for the synthesis of L-Ph, except for 

2,4-dibenzhydryl-8-(p-tolyl)naphthalen-1-amine (NH2-An) (566 mg, 1.0 mmol) L-An was 

obtained as a yellow powder (576 mg, 86%). 1H NMR (400 MHz, CDCl3) δ 7.99 (t, J = 8.0 

Hz, 2H), 7.95 (s, 1H), 7.53 (Py, d, J = 8.1 Hz, 1H), 7.38 (Py, t, J = 8.8 Hz,1H), 7.13-7.25 (m, 

8H), 7.11 – 6.98 (m, 13H), 6.89 (d, J = 8.0 Hz, 2H), 6.87 – 6.79 (m, 4H), 6.67 (s, 1H), 6.22 (s, 

1H), 5.67 (s, 1H), 1.98 (CH3, s, 3H). 13C NMR (101 MHz, CDCl3) δ 154.11, 145.19, 143.86, 

142.71, 142.44, 141.30, 138.27, 138.19, 135.30, 134.36, 131.61, 129.51, 129.25, 129.18, 

128.47, 128.19, 127.77, 127.41, 127.29, 126.99, 125.45, 125.23, 124.93, 124.13, 123.55, 

122.89, 122.72, 52.35, 50.58, 19.79. HRMS (m/z): calcd for C49H39ON2 [M]: 671.3057, 

found: 671.3055.  

 

Ligand L-Ph-Ph   

    A mixture of 2-carbaldehyde-6-phenylpyridine N-Oxide (199 mg, 1.0 mmol), 

2,6-bis(diphenylmethyl)-4-methylaniline (NH2-Ph) (440 mg, 1.0mmol) and p-toluenesulfonic 

acid (20 mg) in toluene (50 mL) was stirred at 130 °C for 24 h. The solvent was partially 

evaporated under reduced pressure until the formation of a gray solid, and the remaining 

solution was diluted in methanol (30 mL). The gray solid was isolated by filtration, washed 

three times by 10 mL methanol to afford ligand L-Ph-Ph ( 550 mg, 90 %). 1H NMR (400 

MHz, CDCl3) δ 8.36 (Py, s, 1H), 7.72 (Py, d, J = 7.2 Hz, 2H), 7.68 (Py, d, J = 8.0 Hz, 1H), 

7.46 (m, 3H), 7.41 (d, J = 7.6 Hz, 1H), 7.13- 7.25(m, 13H), 7.04 (d, J = 7.2 Hz,  2H), 6.65 (s, 

2H), 5.52 (s, 2H), 2.15 (CH3, s, 1H). 13C NMR (101 MHz, CDCl3) δ 157.42, 149.42, 147.87, 

145.84, 143.41, 133.04, 132.82, 132.56, 129.67, 129.59, 129.29, 128.89, 128.52, 128.33, 

128.22, 126.22, 124.07, 123.40, 51.74, 21.44. HRMS (m/z): calcd for C49H39ON2 [M]: 

621.2900, found: 621.2885. 
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3.2 Syntheses of the Complexes. 

A Schlenk tube was charged with (DME)NiBr2 (0.5 mmol for Ni-Ph, Ni-Np, and Ni-Bz; 

1.0 mmol for Ni-Ph-Ph, and Ni-An), the ligand (1.0 mmol) and 20 mL dichloromethane. The 

reaction mixture was stirred at room temperature for 12 h, followed by the addition of diethyl 

ether (20 mL) to precipitate the metal complex. The precipitate was washed with diethyl ether 

and dried under reduced pressure at room temperature for 12 h.  

 

Complexes Ni-Ph, light red solid (589 mg, 90%). Anal. Calcd for C78H64Br2N4NiO2: C, 

71.63; H, 4.93; N, 4.28. Found: C, 71.45; H, 4.97; N, 4.35. MALDI-TOF: m/z 680.8602 

[M-L-Br]+; 682.8975 [M-L-Br + 2H]+. 

 

Complexes Ni-Np, light brown-red solid (734 mg, 86%). Anal. Calcd for C110H80Br2N4NiO2: 

C, 77.34; H, 4.72; N, 3.28. Found: C, 77.55; H, 4.57; N, 3.35. MALDI-TOF: m/z 880.8529 

[M-L-Br]+; 882.8887 [M-L-Br + 2H]+. 
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Complexes Ni-Bz, yellow solid (686 mg, 78%). Anal. Calcd for C94H66Br2N4NiO2S8: C, 

64.20; H, 3.78; N, 3.19. Found: C, 64.45; H, 3.57; N, 3.18. MALDI-TOF: m/z 903.9476 

[M-L-Br]+; 906.0133 [M-L-Br + 2H]+. 

 

Complexes Ni-An, light brown-red solid (718 mg, 92%). Anal. Calcd for C37H30Br2N2NiO: 

C, 60.29; H, 4.10; N, 3.80. Found: C, 60.37; H, 4.15; N, 3.65. MALDI-TOF: m/z 806.7671 

[M - Br]+; 808.7863  [M-Br + 2H]+. 

 

Complexes Ni-Ph-Ph, light brown-red solid (730 mg, 87%). Anal. Calcd for 

C45H36Br2N2NiO: C, 64.40; H, 4.32;N, 3.34. Found: C, 64.28; H, 4.38; N, 3.45. MALDI-TOF: 

m/z 756.8963 [M - Br]+; 758.8924 [M -Br + 2H]+. 
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4. Spectra Data 

4.1 
1
H and 

13
C NMR of Ligands. 

 

Figure S6. 1H NMR spectrum of L-Ph in CDCl3. 

 
Figure S7. 13C NMR spectrum of L-Ph in CDCl3. 
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Figure S8. 1H NMR spectrum of L-Np in CDCl3. ( # H2O) 

 

Figure S9. 13C NMR spectrum of L-Np in CDCl3. ( # H2O) 
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Figure S10. 1H NMR spectrum of L-Bz in CDCl3. ( # H2O) 

 
Figure S11. 13C NMR spectrum of L-Bz in CDCl3. 
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Figure S12. 1H NMR spectrum of L-An in CDCl3. ( # H2O) 

 
Figure S13. 13C NMR spectrum of L-An in CDCl3.  
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Figure S14. 1H NMR spectrum of L-Ph-Ph in CDCl3. ( # H2O) 

 
Figure S15. 13C NMR spectrum of L-Ph-Ph in CDCl3.  
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4.2 MALDI-TOF of Complexes. 
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Figure S16. MALDI-TOF of Complexes Ni-Ph. 
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Figure S17. MALDI-TOF of Complexes Ni-Np. 
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Figure S18. MALDI-TOF of Complexes Ni-Bz. 
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Figure S19. MALDI-TOF of Complexes Ni-An. 
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Figure S20. MALDI-TOF of Complexes Ni-Ph-Ph. 
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4.3 
1
H NMR of polymer and copolymer. 

 
Figure S21. 

1H NMR spectrum of the polymer from table 1, entry 1 (C2D2Cl4, 120oC). 

 

Figure S22. 
1H NMR spectrum of the polymer from table 1, entry 2 (C2D2Cl4, 120oC). 
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Figure S23. 
1H NMR spectrum of the polymer from table 1, entry3 (C2D2Cl4, 120oC). 

 

Figure S24. 
1H NMR spectrum of the polymer from table 1, entry 4 (C2D2Cl4, 120oC). 
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Figure S25. 
1H NMR spectrum of the polymer from table 1, entry 5 (C2D2Cl4, 120oC). 

 

Figure S26. 
1H NMR spectrum of the polymer from table 1, entry 9(C2D2Cl4, 120oC). 
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Figure S27. 
1H NMR spectrum of the polymer from table 1, entry 10 (C2D2Cl4, 120oC). 

 

Figure S28. 
1H NMR spectrum of the polymer from table 1, entry 11 (C2D2Cl4, 120oC). 
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Figure S29. 
1H NMR spectrum of the polymer from table 1, entry 12 (C2D2Cl4, 120oC). 

 

Figure S30. 
1H NMR spectrum of the polymer from table 1, entry 13 (C2D2Cl4, 120oC). 
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Figure S31. 
1H NMR spectrum of the polymer from table 1, entry 17 (C2D2Cl4, 120oC). 

 
Figure S32. 

1H NMR spectrum of the polymer from table 1, entry 18 (C2D2Cl4, 120oC). 
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Figure S33. 
1H NMR spectrum of the polymer from table 1, entry 19 (C2D2Cl4, 120oC). 

 

Figure S34. 
1H NMR spectrum of the polymer from table 1, entry 20(C2D2Cl4, 120oC). 
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Figure S35. 
1H NMR spectrum of the polymer from table 1, entry 21 (C2D2Cl4, 120oC). 
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Figure S36. 
1H NMR spectrum of the polymer from table 1, entry 23 (C2D2Cl4, 120oC). 
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Figure S37. 
1H NMR spectrum of the polymer from table 1, entry 24 (C2D2Cl4, 120oC). 
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Figure S38. 
1H NMR spectrum of the polymer from table 1, entry 25 (C2D2Cl4, 120oC). 
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Figure S39. 
1H NMR spectrum of the polymer from table 1, entry 26 (C2D2Cl4, 120oC). 
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Figure S40. 
1H NMR spectrum of the polymer from table 1, entry 27 (C2D2Cl4, 120oC). 
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Figure S41. 

1H NMR spectrum of the polymer from table 2, entry 1 (C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 

 
Figure S42. 

1H NMR spectrum of the polymer from table2, entry 2(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 
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Figure S43. 

1H NMR spectrum of the polymer from table2, entry 3(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 

 

Figure S44. 
1H NMR spectrum of the polymer from table2, entry 4(C2D2Cl4, 120oC). 
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*Solvent impurity in C2D2Cl4. 

 
Figure S45. 

1H NMR spectrum of the polymer from table2, entry 5(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 

 

Figure S46. 
1H NMR spectrum of the polymer from table2, entry 6(C2D2Cl4, 120oC). 

*Solvent impurity in C2D2Cl4. 
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Figure S47. 

1H NMR spectrum of the polymer from table2, entry 7(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 

 
Figure S48. 

1H NMR spectrum of the polymer from table2, entry 8(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4.  
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Figure S49. 

1H NMR spectrum of the polymer from table2, entry 9(C2D2Cl4, 120oC). 
*Solvent impurity in C2D2Cl4. 
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Figure S50. 
1H NMR spectrum of the polymer from table2, entry 10(C2D2Cl4, 120oC). 

*Solvent impurity in C2D2Cl4. 

16
14

.3
8

3.
38

2.
11

3.
00

O O

H
a

H
b

H
c

Ha 

Hb Hc * 

O O 

H 
a

H 
b

H
c

Ha 

Hb 
* Hc 



S35 

 

Figure S51. 
1H NMR spectrum of the polymer from table2, entry 11(C2D2Cl4, 120oC). 

*Solvent impurity in C2D2Cl4. 

4.4 DSC of polymer and copolymer. 

 

Figure S52. DSC of the polymer from table 1, entry 1. 
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Figure S53. DSC of the polymer from table 1, entry 2. 

 
Figure S54. DSC of the polymer from table 1, entry 3. 
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Figure S55. DSC of the polymer from table 1, entry 4. 

 

Figure S56. DSC of the polymer from table 1, entry 5. 
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Figure S57. DSC of the polymer from table 1, entry 6. 

 
Figure S58. DSC of the polymer from table 1, entry 7. 
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Figure S59. DSC of the polymer from table 1, entry 8. 

 

Figure S60. DSC of the polymer from table 1, entry 9. 
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Figure S61. DSC of the polymer from table 1, entry 10. 

 

Figure S62. DSC of the polymer from table 1, entry 11. 
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Figure S63. DSC of the polymer from table 1, entry 12.  

Figure S64. DSC of the polymer from table 1, entry 13. 
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Figure S65. DSC of the polymer from table 1, entry 14. 

 

Figure S66. DSC of the polymer from table 1, entry 15. 
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Figure S67. DSC of the polymer from table 1, entry 16. 

 

Figure S68. DSC of the polymer from table 1, entry 17. 
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Figure S69. DSC of the polymer from table 1, entry 18. 

 
Figure S70. DSC of the polymer from table 1, entry 19. 
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Figure S71. DSC of the polymer from table 1, entry 20. 

 

Figure S72. DSC of the polymer from table 1, entry 21. 
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Figure S73. DSC of the polymer from table 1, entry 23. 

 
Figure S74. DSC of the polymer from table 1, entry 24. 
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Figure S75. DSC of the polymer from table 1, entry 25. 

 

Figure S76. DSC of the polymer from table 1, entry 26. 
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Figure S77. DSC of the polymer from table 1, entry 27. 

 
Figure S78. DSC of the polymer from table 1, entry 28. 
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Figure S79. DSC of the polymer from table 1, entry 29. 

 

Figure S80. DSC of the polymer from table 2, entry 1. 
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Figure S81. DSC of the polymer from table 2, entry 2. 

 
Figure S82. DSC of the polymer from table 2, entry 3. 
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Figure S83. DSC of the polymer from table 2, entry 4. 

 

Figure S84. DSC of the polymer from table 2, entry 5. 
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Figure S85. DSC of the polymer from table 2, entry 6. 

 
Figure S86. DSC of the polymer from table 2, entry 7. 
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Figure S87. DSC of the polymer from table 2, entry 8. 

 

Figure S88. DSC of the polymer from table 2, entry 9. 
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Figure S89. DSC of the polymer from table 2, entry 10. 

 

Figure S90. DSC of the polymer from table 2, entry 11. 
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Figure S91. DSC of the polymer from table S1, Fraction 1. 

 

Figure S92. DSC of the polymer from table S1, Fraction 2. 
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Figure S93. DSC of the polymer from table S1, Fraction 3. 

 

Figure S94. DSC of the polymer from table S2, Fraction 1. 
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Figure S95. DSC of the polymer from table S2, Fraction 2. 
 

 

Figure S96. DSC of the polymer from table S2, Fraction 3. 
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4.5 GPC of polymer and copolymer.  

  

Figure S97. GPC of the polymer from table 1, entry 1. 
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Figure S98. GPC of the polymer from table 1, entry 2. 
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Figure S99. GPC of the polymer from table 1, entry 3. 
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Figure S100. GPC of the polymer from table 1, entry 4. 
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Figure S101. GPC of the polymer from table 1, entry 5. 
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Figure S102. GPC of the polymer from table 1, entry 6. 
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Figure S103. GPC of the polymer from table 1, entry 7. 
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Figure S104. GPC of the polymer from table 1, entry 8. 
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Figure S105. GPC of the polymer from table 1, entry 9. 
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Figure S106. GPC of the polymer from table 1, entry 10. 
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. Figure S107. GPC of the polymer from table 1, entry 11. 
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Figure S108. GPC of the polymer from table 1, entry 12. 
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Figure S109. GPC of the polymer from table 1, entry 13. 
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Figure S110. GPC of the polymer from table 1, entry 14. 
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Figure S111. GPC of the polymer from table 1, entry 15. 
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Figure S112. GPC of the polymer from table 1, entry 16. 
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Figure S113. GPC of the polymer from table 1, entry 17. 
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Figure S114. GPC of the polymer from table 1, entry 18. 
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Figure S115. GPC of the polymer from table 1, entry 19.  
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Figure S116. GPC of the polymer from table 1, entry 20. 
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Figure S117. GPC of the polymer from table 1, entry 21. 
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Figure S118. GPC of the polymer from table 1, entry 23. 
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Figure S119. GPC of the polymer from table 1, entry 24. 
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Figure S120. GPC of the polymer from table 1, entry 25. 
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Figure S121. GPC of the polymer from table 1, entry 26. 
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Figure S122. GPC of the polymer from table 1, entry 27. 
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Figure S123. GPC of the polymer from table 1, entry 28. 
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Figure S124. GPC of the polymer from table 1, entry 29. 
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Figure S125. GPC of the polymer from table 2, entry 1. 
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Figure S126. GPC of the polymer from table 2, entry 2. 
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Figure S127. GPC of the polymer from table 2, entry 3. 
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Figure S128. GPC of the polymer from table 2, entry 4. 
 



S90 

. 

Figure S129. GPC of the polymer from table 2, entry 5. 
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Figure S130. GPC of the polymer from table 2, entry 6. 
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Figure S131. GPC of the polymer from table 2, entry 7. 
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Figure S132. GPC of the polymer from table 2, entry 8. 
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Figure S133. GPC of the polymer from table 2, entry 9. 
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Figure S134. GPC of the polymer from table 2, entry 10. 
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Figure S135. GPC of the polymer from table 2, entry 11. 
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Figure S136. GPC of the table S1, Fraction 1. 
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Figure S137. GPC of the table S1, Fraction 2. 
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Figure S138. GPC of the table S1, Fraction 3. 
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6. X-ray Crystallography 

Complexes Ni-Ph: 

Figure S139. Molecular structure of complex Ni-Ph. Selected bond lengths (Å) and angles 

(deg): Ni1-Br1 2.5239(14), Ni1-Br2 2.5220(14), Ni1-O1 2.044(5), Ni1-O2 2.066(5), Ni1-N2 

2.158(6), Ni1-N4 2.151(6); Br2-Ni1-Br1 91.78(5), O1-Ni1-O2 86.69(19), N4-Ni1-N2 

161.9(2). Hydrogen atoms have been omitted for clarity. Atoms are drawn at the 30% 

probability level. 
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Table S3. Crystal data and structure refinement for Ni-Ph. 

Entry Ni-Ph  

Formula C79 H66 Br2 Cl2 N4 Ni O2 
Formula weight 1392.79 
Temperature[K] 293(2) 

λ(Mo-Kα)[Å] 1.54178 
Crystal system Triclinic 
Space group P-1 

a[Å] 16.5810(9) 
b[Å] 16.5963(16) 
c[Å] 16.8376(12) 
α[°] 85.765(2) 
β[°] 68.6950(10) 
γ[°] 66.2460(10) 

Volume[Å3] 3936.8(5) 
Z 2 

D(calc)[g·cm-3] 1.175 
µ[mm-1] 2.504 
F(000) 1432 

θ min-max (º) 3.7170- 67.3470 
h -19→19 
k -19→19 
l -19→19 

Reflections collected 13715 
Reflections unique 13715 

R(int) 0.0000 
Data / restraints / parameters 13715 /0 / 815 

Final R indices [I>2σ(I)] 
R1 = 0.1009 

wR2 = 0.2429 

R indices (all data) 
R1 =0.1409 

wR2 = 0.2703 
GOF on F2 1.120 
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Complexes Ni-Ph-Ph: 

 

Figure S150.Molecular structure of complex Ni-Ph-Ph. Selected bond lengths (Å) and 

angles (deg): Ni1 Br1 2.461(2), Ni1 Br2 2.405(3), Ni1 O1 1.998(9), Ni1 N1 2.046(12); Br2 

Ni1 Br1 105.24(9), O1 Ni1 N1 84.9(4). Hydrogen atoms have been omitted for clarity. Atoms 

are drawn at the 30% probability level. 
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Table S4. Crystal data and structure refinement for Ni-Ph-Ph. 

 Entry  Ni-Ph-Ph 
Formula C90 H72 Br4 N4 Ni2 O2 

Formula weight 1678.58 
Temperature[K] 298(2) 

λ(Mo-Kα)[Å] 0.71073 
Crystal system Triclinic 
Space group P -1 

a[Å] 11.8392(9) 
b[Å] 14.1257(12) 
c[Å] 14.3685(13) 
α[°] 90.9240(10) 
β[°] 102.292(2) 
γ[°] 113.080(3) 

Volume[Å3] 2146.6(3) 
Z 1 

D(calc)[g·cm-3] 1.298 
µ[mm-1] 2.346 
F(000) 852 

θ min-max (º) 2.588 -22.095 
h -14→13 
k -15→16 
l -12→17 

Reflections collected 10807 
Reflections unique 7374 

R(int) 0.1592 
Data / restraints / parameters 7374 /0 /461 

Final R indices [I>2σ(I)] 
R1 = 0.1567 

wR2 = 0.3638 

R indices (all data) 
R1 =0.2193 

wR2 = 0.4024 
GOF on F2 1.143 


