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     Table S1. Selected bond distances (Å) and angles (°) for complexes 1 and 2 

1 

Mn(1)–O(1) 2.222(3) Mn(2)–O(1) 2.274(3) 

Mn(2)–O(2) 2.252(3) Mn(1)#1–O(3) 2.102(3) 

Mn(2)#1–O(4) 2.061(3) Mn(2)#2–O(5) 2.195(3) 

Mn(2)#2–O(6) 2.308(3) Mn(1)–O(7) 2.197(4) 

Mn(2)–O(11) 2.193(4) Mn(1)–O(7)#5 2.197(4) 

Mn(1)–O(3)#4 2.102(4) Mn(1)–O(3)#5 2.102(4) 

Mn(1)–O(1)#5 2.222(3) Mn(2)–O(4)#3 2.061(3) 

Mn(2)–O(5)#6 2.195(3) Mn(2)–O(6)#6 2.308(3) 

Mn(1)–O(1)–Mn(2) 112.06(13) O(7)–Mn(1)–O(3)#4 92.63(17) 

O(7)#3–Mn(1) –O(3)#4 87.37(17) O(7)#3–Mn(1)–O(3)#5 92.63(17) 

O(7)–Mn(1)–O(1) 90.47(15) O(7)#3–Mn(1)–O(1) 89.53(15) 

O(3)#4–Mn(1)–O(1) 85.29(15) O(3)#5–Mn(1)–O(1) 94.71(15) 

O(7)–Mn(1)–O(1)#3 89.53(15) O(7)#3–Mn(1)–O(1)#3 90.47(15) 

O(3)#4–Mn(1)–O(1)#3 94.71(15) O(3)#5–Mn(1)–O(1)#3 85.29(15) 

O(4)#4–Mn(2)–O(11) 96.30(18) O(4)#4–Mn(2)–O(5)#6 104.95(17) 

O(11)–Mn(2)–O(5)#6 91.76(17) O(4)#4–Mn(2)–O(2) 159.25(17) 

O(11)–Mn(2)–O(2) 86.95(17) O(5)#6–Mn(2)–O(2) 95.40(16) 

2    

Mn(1)–O(1) 2.109(4) Mn(1)–N(1) 2.242(5) 

Mn(1)–O(6)#2 2.341(4) Mn(2)#3–O(2) 2.060(4) 

Mn(2)–O(3) 2.054(4) Mn(2)#4–O(5) 2.230(4) 

Mn(2)#4–O(6) 2.325(4) Mn(2)#6–N(2) 2.185(5) 

O(1)#1–Mn(1)–N(1) 93.91(16) O(1)–Mn(1)–N(1) 86.09(16) 

O(1)#1–Mn(1)–O(6)#2 93.50(15) O(1)–Mn(1)–O(6)#2 86.50(15) 

N(1)–Mn(1)–O(6)#2 94.20(17) N(1)#1–Mn(1)–O(6)#2 85.80(17) 

Mn(2)#4–O(6)–Mn(1)#5 110.10(16) O(3)–Mn(2)–O(2)#7 103.38(18) 
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O(3)–Mn(2)–N(2)#8 99.49(18) O(2)#7–Mn(2)–N(2)#8 99.68(18) 

O(3)–Mn(2)–O(5)#9 97.57(19) O(2)#7–Mn(2)–O(5)#9 157.14(17) 

N(2)#8–Mn(2)–O(5)#9 85.63(18) O(3)–Mn(2)–O(6)#9 129.66(17) 

O(2)#7–Mn(2)–O(6)#9 101.43(15) N(2)#8–Mn(2)–O(6)#9 118.51(17) 

O(5)#9–Mn(2)–O(6)#9 57.30(15)   

*Symmetry modes: 1：#1 x + 2, y, z – 1, #2 x + 1, y + 1, z, #3 – x – 2, – y – 1, – z 

+ 2, #4 x – 2, y, z + 1, #5 – x, – y – 1, – z + 1, #6 x – 1, y – 1, z; 2: #1 – x – 1, – y 

+ 1, – z + 1, #2 x – 2, y, z + 1, #3 x – 1, y + 1, z + 1, #4 x + 1, y + 1, z, #5 x + 2, y, 

z – 1, #6 x, y, z + 1, #7 x + 1, y – 1, z – 1, #8 x, y, z – 1, #9 x – 1, y – 1, z. 
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Figure S1. The M vs. H plots for 1 (a) and 2 (b) measured at 2 K. 

 

 

The isotropic Heisenberg spin Hamiltonian: 
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Figure S2. The simulative (red line) and experimental (black line) powder X-ray 

diffraction pattern for complex 1. 

 

 

 

 

Figure S3. The simulative (red line) and experimental (black line) powder X-ray 

diffraction pattern for complex 2. 

 

 

Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013



 

 6 

 

 

 

Figure S4. The TG curve of complex 1. 

 

 

 

 

 

Figure S5. The TG curve of complex 2. 
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