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Table S1 Crystal data and structure refinements for Co1 and Co2 
Identification code Co1 Co2 

CCDC number 2464596 2464597 
Empirical formula C100Cl12Co2N6 C52Cl6CoN3H45 
Formula weight 1828.32 983.59 
Temperature/K 102(3) 170.00(10) 
Crystal system monoclinic monoclinic 
Space group P21/n I2/a 

a/Å 17.8722(8) 19.3959(2) 
b/Å 24.8273(8) 17.3211(2) 
c/Å 21.6954(10) 30.0962(5) 
α/° 90 90 
β/° 99.168(4) 96.1810(10) 
γ/° 90 90 

Volume/Å3 9503.7(7) 10052.3(2) 
Z 4 43 

ρcalcg/cm3 1.278 1.259 
μ/mm-1 6.217 5.906 
F(000) 3600.0 3753.0 

Crystal size/mm3 0.35 × 0.2 × 0.02 0.2 × 0.07 × 0.02 
Radiation Cu Kα (λ = 1.54184) Cu Kα (λ = 1.54184) 

2Θ range for data 
collection/° 5.45 to 150.668 5.896 to 150.642 

Index ranges -21 ≤ h ≤ 22, -30 ≤ k ≤ 29, -27 ≤ l ≤ 
26 

-24 ≤ h ≤ 24, -20 ≤ k ≤ 21, -37 ≤ l 
≤ 36 

Reflections collected 71517 34019 
Independent 
reflections 

18848 [Rint = 0.1681, Rsigma = 
0.1238] 

10001 [Rint = 0.0809, Rsigma = 
0.0650] 

Data/restraints/parame
ters 18848/0/1081 10001/0/564 

Goodness-of-fit on F2 1.383 1.050 
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Final R indexes 
[I>=2σ (I)] R1 = 0.1607, wR2 = 0.3992 R1 = 0.0736, wR2 = 0.2029 

Final R indexes [all 
data] R1 = 0.2334, wR2 = 0.4452 R1 = 0.0818, wR2 = 0.2108 

Largest diff. peak/hole 
/ e Å-3 2.43/-1.28 0.96/-0.78 

CCDC-2464596 for Co1 and 2464597 for Co2 contain the supplementary 
crystallographic data for this article; these data can be obtained free of charge via 
http://www.ccdc.cam.ac.uk/conts/retrieving.html. 

 

 

 

 
Figure S1 For Co1/MMAO: (a) dual plots of catalytic activity and molecular weight of the 
polymer as a function of the Al:Co molar ratio and (b) GPC traces showing variations of log 
Mw of the polymer as the molar ratio is varied (entries 2 and 6 - 9, Table 3). 
 

 
Figure S2 For Co1/MMAO: (a) dual plots of catalytic activity and molecular weight of the 
polymer as a function of reaction time and (b) GPC traces showing variations of log Mw as the 
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reaction time is varied (entries 7 and 10 - 13, Table 3). 
 

 
Figure S3 13C NMR spectrum of the polyethylene obtained using Co1/MMAO at 30 oC (entry 
7, Table 3); recorded in 1,1,2,2- tetrachloroethane-d2 at 100 oC. 
 
 
 
 
 

 

 

 

 

 

 

 

 



S5 
 

 

 

 

 

 

 

 

 

 

 



S6 
 

 
Figure S4 High resolution (MALDI-TOF-MS) mass spectrum of 2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Me2C6H3)N=CMe}C5H3N (L1). 
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Figure S5 High resolution (MALDI-TOF-MS) mass spectrum of 2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Et2C6H3)N=CMe}C5H3N (L2). 
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Figure S6 High resolution (MALDI-TOF-MS) mass spectrum of 2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-iPr2C6H3)N=CMe}C5H3N (L3). 
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Figure S7 High resolution (MALDI-TOF-MS) mass spectrum of 2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6- {(2,4,6-Me3C6H2)N=CMe}C5H3N (L4). 
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Figure S8 High resolution (MALDI-TOF-MS) mass spectrum of 2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Et2-4-MeC6H2)N=CMe}C5H3N (L5). 
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Figure S9 High resolution (ESI-MS) mass spectrum of [2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Me2C6H3)N=CMe}C5H3N]CoCl2 (Co1). 
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Figure S10 High resolution (ESI-MS) mass spectrum of [2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Et2C6H3)N=CMe}C5H3N]CoCl2 (Co2). 
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Figure S11 High resolution (ESI-MS) mass spectrum of [2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-iPr2C6H3)N=CMe}C5H3N]CoCl2 (Co3). 
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Figure S12 High resolution (ESI-MS) mass spectrum of [2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,4,6-Me3C6H2)N=CMe}C5H3N]CoCl2 (Co4). 
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Figure S13 High resolution (ESI-MS) mass spectrum of [2-{{2,4-((p-ClPh)2CH)2-6-
MeC6H2}N=CMe}-6-{(2,6-Et2-4-MeC6H2)N=CMe}C5H3N]CoCl2 (Co5). 

 


