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Table S1. Selected bond lengths (Å) and bond angles (o) in 1·Co, 2·Co and 2·Mn. 

 
1·Co 2·Co 2·Mn 

Co(1)-O(5)#1 2.030(2) Co(1)-O(4)#1 2.001(3) Mn(1)-O(5)#1 2.077(2) 

Co(1)-O(4) 2.092(2) Co(1)-O(3) 2.083(3) Mn(1)-O(2) 2.147(2) 

Co(1)-O(3) 2.103(2) Co(1)-O(5) 2.098(3) Mn(1)-O(4) 2.162(2) 

Co(1)-O(2)#2 2.126(2) Co(1)-N(1) 2.135(3) Mn(1)-O(3)#2 2.226(2) 

Co(1)-N(1) 2.146(2) Co(1)-O(1) 2.180(3) Mn(1)-N(1) 2.248(2) 

Co(1)-O(1) 2.152(2) Co(1)-O(2)#2 2.199(3) Mn(1)-O(1) 2.295(2) 

O(5)#1-Co(1)-O(4) 94.82(8) O(4)#1-Co(1)-O(3) 97.6(1) O(5)#1-Mn(1)-O(2) 99.57(7) 

O(5)#1-Co(1)-O(3) 95.92(7) O(4)#1-Co(1)-O(5) 99.8 (1) O(5)#1-Mn(1)-O(4) 99.41(7) 

O(4)-Co(1)-O(3) 91.59(7) O(3)-Co(1)-O(5) 92.1(1) O(2)-Mn(1)-O(4) 91.57(7) 

O(5)#1-Co(1)-O(2)#2 90.34(7) O(4)#1-Co(1)-N(1) 113.3(1) O(5)#1-Mn(1)-O(3)#2 86.81(7) 

O(4)-Co(1)-O(2)#2 174.22(6) O(3)-Co(1)-N(1) 147.5(1) O(2)-Mn(1)-O(3)#2 89.27(7) 

O(3)-Co(1)-O(2)#2 90.47(7) O(5)-Co(1)-N(1) 92.2(1) O(4)-Mn(1)-O(3)#2 173.49(7)

O(5)#1-Co(1)-N(1) 115.47(8) O(4)#1-Co(1)-O(1) 170.5(1) O(5)#1-Mn(1)-N(1) 117.67(8) 

O(4)-Co(1)-N(1) 89.81(7) O(3)-Co(1)-O(1) 73.8(1) O(2)-Mn(1)-N(1) 141.22(7)

O(3)-Co(1)-N(1) 148.35(7) O(5)-Co(1)-O(1) 84.8(1) O(4)-Mn(1)-N(1) 92.55(6) 

O(2)#2-Co(1)-N(1) 85.61(7) N(1)-Co(1)-O(1) 74.5(1) O(3)#2-Mn(1)-N(1) 82.78(6) 

O(5)#1-Co(1)-O(1) 169.90(7) O(4)#1-Co(1)-O(2)#2 86.0(1) O(5)#1-Mn(1)-O(1) 168.87(7)

O(4)-Co(1)-O(1) 85.21(7) O(3)-Co(1)-O(2)#2 89.6(1) O(2)-Mn(1)-O(1) 70.97(6) 

O(3)-Co(1)-O(1) 73.99(6) O(5)-Co(1)-O(2)#2 173.7(1) O(4)-Mn(1)-O(1) 86.97(7) 

O(2)#2-Co(1)-O(1) 90.17(7) N(1)-Co(1)-O(2)#2 83.1 (1) O(3)#2-Mn(1)-O(1) 87.20(7) 

N(1)-Co(1)-O(1) 74.62(7) O(1)-Co(1)-O(2)#2 89.8 (1) N(1)-Mn(1)-O(1) 70.78(6) 

#1 -x+3/2,y+1/2,z; #2 -x+1,y+1/2,-z+3/2 #1 -x-1/2,y,z+1/2; #2 -x-1,-y,z+1/2 #1 -x-1/2,y,z+1/2; #2 -x-1,-y-1,z+1/2 
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Figure S1. Side views of 3D packing structures of 1·Co (a) and 2·Co (b). 
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Figure S2. The simulated and experimental X-ray powder diffraction patterns of 1·Co and 

1·Mn. 
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Figure S3. The simulated and experimental powder X-ray diffraction patterns of 2·Mn and 

2·Co. 
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Figure S4. Hysteresis curve for 1·Co at 2 K. Insets: a blow-up of the hysteresis loop and M-H 

plot in the lower field region. 
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Figure S5. M-H plot and the blow-up of hysteresis curve (inset) at 2 K for 1·Mn. 
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Figure S6. Field-dependence magnetization for 2·Co at different temperatures. 
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Figure S7. χmT–T and 1/χ-T plots for 2·Mn at 1000 Oe. The solid lines represent the best fit 

of the experimental data to Equation 1 (blue) and Curie-Weiss law (red), respectively. Inset: 

field-cooled magnetization curves for 2·Mn at different fields. 
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Figure S8. The blow-up of hysteresis curve and M-H plot (inset) at 2 K for 2·Mn. 
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