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Table S1 Crystallographic data for complexes 3a, 3b, 5a and 5b 

Parameters 3a 5a 

Empirical formula C60H76N6Zn C61H80CdN6O 

Formula weight 946.64 1025.71 

Crystal System Monoclinic Orthorhombic 

Space group P2(1)/n Pnma 

a (Å) 10.559 19.145 

b (Å) 21.306 21.378 

c (Å) 24.365 14.170 

α (deg) 90 90 

β (deg) 97.43 90 

 (deg) 90 90 

Volume (Å)
3
 5435.2 5799.7 

Temperature (K) 100(2) 100(2) 

Z 4 4 

μ mm
‒1

 0.494 0.419 

D (calcd.) (g/cm
3
) 1.157 1.175 

F(000) 2032 2176 

Crystal size (mm) 0.16 × 0.12 × 0.10 0.22 × 0.18 × 0.14 

θ range (deg) 1.27 to 25.05 1.72 to 25.07 

Index ranges ‒12<=h<=12 

‒21<=k<=25 

‒29<=l<=26 

‒22<=h<=22 

‒25<=k<=25 

‒16<=l<=16 

Reflections collected 

/ unique 

24621 / 9522 

Rint = 0.0807 

54127 / 5296 

Rint = 0.0534 

Data completeness 98.9 % 99.9 % 

Transmission 

(max/min) 

0.9522 / 0.9251 0.9436 / 0.9134 

Data / restraints / 

parameters 

9522 / 0 / 652 5296 / 0 / 366 

Goodness-of-fit on F
2
 1.075 1.161 

Final R indices 

[I>2sigma(I)] 

R1 = 0.0720 

wR2 = 0.1685 

R1 = 0.0440 

wR2 = 0.0984 

R indices (all data) R1 = 0.0946 

wR2 = 0.1825 

R1 = 0.0472 

wR2 = 0.1003 

Largest diff. peak / 

hole, e Å
‒3

 

0.749 / ‒0.399 0.583 / ‒0.459 
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Crystal Structure of 3a 

 

 

Fig. S1 ORTEP of molecular structure of 3a. Thermal ellipsoids are shown at 30% probability 

levels. Hydrogen atoms are omitted for clarity. Selected bond lengths [Å] and angles [°]: 

Zn1‒N2 = 1.971(3), Zn1‒N1 = 2.097(3), Zn1‒N5 = 1.996(3), Zn1‒N4 = 2.054(3), N2‒Zn1‒N1 

= 82.55(12), N4‒Zn1‒N1 = 116.93(12), N5‒Zn1‒N4 = 84.00(11), N2‒Zn1‒N5 = 111.04(12), 

N5‒Zn1‒N1 = 117.46(12), N2‒Zn1‒N4 = 147.48(12), C9‒C8‒C7 = 133.2(4), C10‒C11‒C12 = 

128.2(4), C7‒N1‒C6 = 117.7(3), C12‒N3‒C13 = 119.5(3), C42‒N6‒C43 = 118.1(3), 

C40‒C41‒C42 = 128.6(3), C39‒C38‒C37 = 132.5(3), C37‒N4‒C36 = 116.7(3). 
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Crystal Structure of 3b 

 

Fig. S2 ORTEP of molecular structure of 3b. Thermal ellipsoids are shown at 30% probability 

levels. Hydrogen atoms are omitted for clarity. 
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Crystal Structure of 5a 

 

Fig. S3 ORTEP of molecular structure of 5a. Thermal ellipsoids are shown at 30% probability 

levels. Hydrogen atoms are omitted for clarity. Selected bond lengths [Å] and angles [°]: 

Cd1‒N2 = 2.271(3), N5‒Cd1 = 2.716(3), Cd1‒N4 = 2.149(3), N6‒Cd1 = 2.716(3), Cd1‒N1 = 

2.275(3), Cd1‒O1 = 2.336(3), N2‒Cd1‒N1 = 76.37(10), N1‒Cd1‒O1 = 85.08(11), N4‒Cd1‒O1 

= 94.68(11), N4‒Cd1‒N2 = 103.87(10), N4‒Cd1‒N5 = 67.62, N4‒Cd1‒N6 = 67.62, 

N5‒Cd1‒N6 = 135.09, N6‒Cd1‒O1 = 90.12, N6‒Cd1‒N1 = 112.38, N6‒Cd1‒N2 = 96.86, 

C7‒C6‒C5 = 128.97, C8‒C9‒C10 = 127.1(3), C5‒N1‒C4 = 116.4(3), C10‒N3‒C11 = 128.5(3), 

C29‒C28‒C27 = 132.4(2), C27‒N5‒C26 = 118.0(2), N4‒Cd1‒N1 = 179.76(10), N2‒Cd1‒O1 = 

161.45(11).  
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Crystal Structure of 5b 

 

Fig. S4 ORTEP of molecular structure of 5b. Thermal ellipsoids are shown at 30% probability 

levels. Hydrogen atoms are omitted for clarity.  
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1H NMR ― 3a 
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13C NMR ― 3b 

S11

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

CHN ― 3b 

S12

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

1H NMR ― 5a 
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13C NMR ― 5a 
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1H NMR ― 7 
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13C NMR ― 7 
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Mass Spectra― 7 

S19

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

1H NMR ― 8 

S20

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

13C NMR ― 8 

S21

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

HRMS ― 8 

S22

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

1H NMR ― 10 

S23

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

13C NMR ― 10 

S24

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

Mass Spectra― 10 

S25

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

1H NMR ― 11 

S26

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

13C NMR ― 11 

S27

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012



 

Mass Spectra ― 11 

S28

Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012
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1H NMR ― 13b 
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