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Crystal structure data
Table S1. Crystallographic data and refinement details for complexes 1-3

1 2 3
Formula C76H81Cl2Mg4N8O10 C42H50Br2Mg2N4O6 C50H68I2Mg2N4O8
Fw 1434.62 915.30 1155.50
T, K 150(2) 150(2) 150(2)
Crystal system Monoclinic Triclinic Triclinic
Space group P21/n P-1 P-1
a, Å 10.8220(19) 9.9392(5) 9.589(2)
b, Å 18.680(3) 13.5508(7) 13.949(3)
c, Å 18.011(3) 17.0101(9) 20.580(5)
 90 102.2506(19) 109.499(7)
 102.400(8) 95.5112(19) 98.510(7)
 90 104.691(2) 94.697(7)
V, Å3 3556.1(10) 2138.24(19) 2540.7(10)
 2 2 2
ρcalc,g/m3 1.340 1.422 1.510
mm-1 0.192 1.975 1.318
Reflections 
collected

67660 43734 42609

No. of parameters 455 513 603
Indep. reflns (Rint) 8488 (0.0762) 10134 (0.0371) 10258 (0.0608)
Final R indices R1

a, 

wR2
a

R1= 0.0564, wR2= 
0.1475

R1= 0.0401, wR2= 
0.1052

R1= 0.0628, wR2= 
0.1502

R indices(all data) R1= 0.0828, wR2= 
0.1681

R1= 0.0556, wR2= 
0.1173

R1= 0.0827, wR2= 
0.1681

GoF b 1.038 1.041 1.031






b GoF = [Σw(F0

2-Fc
2)2/(Nrflns – Nparams)]1/2.
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Figure S1. 1H NMR (400 MHz, CDCl3, 298 K) of complex 1

012345678910

oxaPhOHMgBr.46.fid

MgBr_NHOxa_1:1_s_2d_1080819

6.
00

6.
13

2.
13

2.
34

2.
14

2.
30

2.
58

2.
80

4.
96

2.
78

2.
48

2.
46

1.
19

1.
21

1.
23

1.
45

1.
48

3.
45

3.
47

3.
49

3.
50

4.
07

4.
10

4.
13

4.
15

5.
19

6.
46

6.
48

6.
54

6.
55

6.
56

6.
57

6.
58

7.
04

7.
06

7.
08

7.
26

7.
39

7.
41

7.
42

7.
44

7.
65

7.
66

7.
67

7.
68

7.
69

7.
70

7.
83

7.
85

7.
96

7.
97

7.
98

7.
99

Figure S2-1. 1H NMR (400 MHz, CDCl3, 298 K) of complex 2
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Figure S2-2. 1H NMR (400 MHz, CDCl3, 298 K) of complex 2
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Figure S2-3. 1H NMR (400 MHz, DMSO-d6, 298 K) of complex 2
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Figure S3-1. 1H NMR (400 MHz, CDCl3, 298 K) of complex 3
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Figure S3-2. 1H NMR (400 MHz, CDCl3, 298 K) of complex 3
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Figure S3-3. 1H NMR (400 MHz, THF-d8, 298 K) of complex 3
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Figure S4. Atmospheric pressure chemical ionization (APCI) mass spectrum for complex 1
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Figure S5. Atmospheric pressure chemical ionization (APCI) mass spectrum for complex 2
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Figure S6. Atmospheric pressure chemical ionization (APCI) mass spectrum for complex 3
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Figure S7. 1H NMR spectrum of PCL initiated by ε-CL/complex 1/BnOH (150/1/1, Table 2, 
entry 1, Mn(GPC)= 23.2 Kg/mol, Ð= 1.12)
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Figure S8. 1H NMR spectrum of PCL initiated by ε-CL/complex 1/BnOH (150/1/0, Table 2, 
entry 14, Mn(GPC)= 114.2 Kg/mol, Ð= 1.14)
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Figure S9. 13C NMR spectrum of PCL initiated by ε-CL/complex 1/BnOH (150/1/0, Table 2, 
entry 14, Mn(GPC)= 114.2 Kg/mol, Ð= 1.14)
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Figure S10. (a)-(b) MALDI-TOF spectrum of PCL initiated by ε-CL/complex 1/BnOH 
(150/1/1, Table 2, entry 1, Mn(GPC)= 23.2 Kg/mol, Ð= 1.12); (c) From m/z 7500 to 7900, PCL 
was analyzed by MALDI-TOF-MS.
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Figure S11. (a)-(b) MALDI-TOF spectrum of PCL initiated by ε-CL/complex 1/BnOH 
(150/1/0, Table 2, entry 14, Mn(GPC)= 114.2 Kg/mol, Ð= 1.14); (c) From m/z 1600 to 1950, 
PCL was analyzed by MALDI-TOF-MS.


