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Table S1. Crystallographic data and structure refinement para-
meters for 1

Formula C32H24Co4N4O17

Fw 972.27

Crystal system Orthorhombic

Space group Pbcn

a /Å 14.008(12)

b /Å 15.864(13)

c /Å 14.558(14)

α (°) 90

β (°) 90

γ (°) 90

V /Å3 3235(5)

Z 4

dcal /g cm−3 1.996

F(000) 1952

θ range (°) 1.94−27.10

Reflections collected/unique 17579/3573

R (int) 0.0460

GOF on F 2 0.996

∆ρmax /∆ρmin (e Å−3) 0.422 / −0.361

Final R indices [I > 2σ(I)] R1 = 0.0331 and wR2 = 
0.0816

R indices (all data) R1 = 0.0488, wR2 = 0.0895

R1 = Σ||Fo|–|Fc||/Σ|Fo|; 
bwR2 = {Σ [w Fo

2–Fc
2 2]/Σ [w Fo

2 2]}1/2

Table S2. Selected bond lengths (Å) and angles (°) for the complex 1

Co(1)-O(8)A 1.982(2) O(4)C-Co(1)-O(2) 104.63(10)

Co(1)-O(5)B 1.993(2) O(1)-Co(1)-O(2) 59.60(8)

Co(1)-O(4)C 2.019(2) O(8)A-Co(1)-O(9) 75.17(13)

Co(1)-O(1) 2.185(2) O(5)B-Co(1)-O(9) 92.30(12)

Co(1)-O(2) 2.194(2) O(4)C-Co(1)-O(9) 101.58(13)

Co(1)-O(9) 2.289(4) O(1)-Co(1)-O(9) 93.79(12)

Co(2)-O(1) 2.039(2) O(2)-Co(1)-O(9) 153.15(12)

Co(2)-O(3) 2.051(2) O(1)-Co(2)-O(3) 87.22(11)

Co(2)-O(6)D 2.055(2) O(1)-Co(2)-O(6)D 89.45(10)

Co(2)-O(7)D 2.084(2) O(3)-Co(2)-O(6)D 167.71(8)

Co(2)-N(1) 2.102(5) O(1)-Co(2)-O(7)D 164.15(8)

Co(2)-O(7)A 2.364(3) O(3)-Co(2)-O(7)D 95.71(10)

O(8)A-Co(1)-O(5)B 165.26(9) O(6)D-Co(2)-O(7)D 84.41(10)

O(8)A-Co(1)-O(4)C 91.29(10) O(1)-Co(2)-N(1) 102.45(14)

O(5)B-Co(1)-O(4)C 98.94(10) O(3)-Co(2)-N(1) 88.34(14)

O(8)A-Co(1)-O(1) 87.34(11) O(6)D-Co(2)-N(1) 103.99(14)

O(5)B-Co(1)-O(1) 85.76(10) O(7)D-Co(2)-N(1) 93.22(14)

O(4)C-Co(1)-O(1) 163.69(8) O(3)-Co(2)-O(7)A 83.99(8)

O(8)A-Co(1)-O(2) 98.35(11) O(6)D-Co(2)-O(7)A 83.93(7)

O(5)B-Co(1)-O(2) 89.35(9) O(7)D-Co(2)-O(7)A 80.06(8)

O(1)-Co(2)-O(7)A 84.75(7) N(1)-Co(2)-O(7)A 169.22(15)

*Symmetry mode for the complex: A: -x+1/2, y-1/2, z; B: -x+1/2, -y+1/2, z-1/2; C: x, -y, z-1/2; D: x-1/2, -y+1/2, -z+1.
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