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Figure S2. Molecular structure of complex 2. The hydrogen atoms of the ligands are omitted.
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Figure S3. Molecular structure of complex 3, the hydrogen atoms of the ligands are omitted.
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Figure S4. Temperature dependence of the magnetic susceptibility in the form of y\, and in 2 kOe
for 1-3. The solid lines represent the best fit with the PHI program.
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Figure S5. Plot of yytvs T for 1. The solid line represents the best-fit curve following Curie-Weiss

law.
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Figure S6. Plot of yy 2 vs T for 2. The solid line represents the best-fit curve following Curie-Weiss
law.

Figure S7. Plot of Mvs H for 1 at the indicated temperatures. The solid lines are the best-fit
curves by spin approximation and combined fitting process with susceptibility.
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Figure S8. Plot of Mvs H for 2 at the indicated temperatures. The solid lines represents the best—fit
curves.



Figure S9. Plot of Mvs H for 3 at the indicated temperatures. The solid lines are the best-fit

curves.
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Figure S10. Plot of low-lying Zeeman energy levels for 1 using a full calculation.
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Figure S11. Plot of low-lying Zeeman energy levels for 2 using a full calculation
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Figure S12. Plot of low-lying Zeeman energy levels for 3 using a full calculation. Considering the
clarity of the graph, only the ground state, first excited state and second excited state were been

shown.
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Table S1. Metal-Ligand Bond Lengths (A) and Angles (°) in Complex 1.

Cul-01 1.9710(19) Cul-06 1.888(3)  Zn1-04 2.084(3)
Cul-02 2.288(3) Zn1-03 2.074(3)  Zn1-04 2.084(3)
Cul-03 2.011(3) Zn1-03/ 2.074(3)  Zn1-04i 2.084(3)
Cul-05 1.947(3) Zn1-03i 2.074(3)  08-HSA 0.8484
01-Cul 1.9710(19) 0O1-Cull 1.966(2)  03i-zZn1-04i  86.25(12)
03-Cul-02 74.47(11) 06-Cul-05 93.70(13) 04-Zn1-04  88.60(14)
01-Cul-02 105.41(10) 03-Zn1-03i 87.10(11) 03-Zn1-04  170.87(13)
05-Cul-02 91.91(14) 03-Zn1-03i 87.10(11) 03-Zn1-04'  86.25(12)
06-Cul-02 100.87(13) 03-Zn1-03i 87.10(11) 03i-Zn1-04'  86.25(12)
01-Cul-03 88.18(13) 03-Zn1-04 86.25(12) 04-Zn1-04  88.60(14)
05-Cul-03 89.98(12) 03-Znl-04 98.79(14) 04i-Zn1-04'  88.60(14)
06-Cul-03 174.18(14) 03i-zZn1-04 170.87(12) Cul-0O1-Cul 108.43(12)
05-Cul-01 161.38(13) 03-Zn1-04i 98.79(13) Cul-O1-Culi 108.43(12)
06-Cul-O1 89.75(15) 03-Znl-04" 170.87(13) Cul-O1-Culi 108.43(12)

Symmetry codes: (i) -x+y, —-x+1, z; (i) —y+1, x-y+1, z.



Table S2. Metal-Ligand Bond Lengths (A) and Angles (°) in Complex 2.

Cul-01 1.9679(13) Cul-06 1.876(2) Ni1-04 2.027(2)
Cul-02 2.291(2) Ni1-03 2.026(2) Ni1-04i 2.027(2)
Cul-03 2.000(2) Ni1-03t 2.026(2) Ni1-04i 2.027(2)
Cul-05 1.941(2) Ni1-03i 2.026(2)  03i-Ni1-04i  89.10(9)
Cul-01 1.9679(13) Culi-01 1.9679(13) 04-Ni1-04i  88.69(10)
03-Cul-02 74.55(8)  06-Cul-O5 93.63(10) 03-Ni1-04  175.37(9)
01-Cul-02 105.71(8) 03-Ni1-03' 87.05(9)  O03-Ni1-04i  89.11(9)
05-Cul-02 90.96(10) 03-Ni1-03" 87.05(9)  O04i-Ni1-04  95.33(10)
06-Cul-02 101.48(10) O3-Ni1-03i 87.05(9)  04-Ni1-04  88.69(10)
01-Cul-03 87.93(10) 03-Nil-04 89.10(9)  O4i-Ni1-04'  88.68(10)
05-Cul-03 89.84(9)  03-Nil-04 95.33(10) Cul-04-Cul 108.32(10)
06-Cul-03 174.79(10) O3i-Ni1-04 175.37(9) Cul-04-Culi 108.32(10)
05-Cul-01 161.90(10) 0O3-Ni1-04% 95.33(10) Cul-04—Culi 108.31(10)
06-Cul-01 89.96(11) O04-Nil-04i 88.69(10)

Symmetry codes: (i) -x+y, —-x+1, z; (i) -y+1, x-y+1, z.

Table $3. Metal-Ligand Bond Lengths (A) and Angles (°) in Complex 3.
Cul-01 1.9590(14) Cul-06 1.877(2) Col1-03 2.062(2)
Cul-02 2.274(2) Col-04 2.062(2) Co1-03 2.062(2)
Cul-03 1.997(2) Col-04 2.062(2) Col1-03i 2.062(2)
Cul-05 1.942(2) Col-04i 2.062(2) 03-Col1-04  97.93(10)
Cul-01 1.9590(14) Culi-01 1.9590(14) 03-Col1-04%"  87.44(9)
03-Cul-02 74.70(9) 06-Cul-05 94.02(10) 03-Co1-04" 97.93(10)
01-Cul-02 105.49(8) 04-Col-04" 88.46(10) O03i-Col-04" 172.31(9)
05-Cul-02 91.78(10) 04i-Col-04' 88.46(10) 03-Col1-03 86.68(9)
06-Cul-02 101.26(10) 03-Col-04" 97.93(10) 03i-Col-03  86.68(9)
01-Cul-03 88.49(11) 03-Col1-04' 172.31(9) 03i-Col-03" 86.68(9)
05-Cul-03 89.64(9) 031-Col1-04' 87.44(9) Cul-04-Cul 108.28(11)
06-Cul-03 174.66(11) 047-Col-04 88.46(10) Cul-O4-Cull 108.28(11)
05-Cul-01 161.46(10) 03-Col-04 172.31(9) Cul-04-Cul’ 108.28(11)
06-Cul-01 89.26(12) 03-Col-04 87.44(9)

Symmetry codes: (i) —x+y, —-x+1, z; (i) -y+1, x-y+1, z.



