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Fig.S1. Experimental and simulated powder XRD patterns of compounds 1(a) and 2(b).
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Table S1Crystal data and structure refinement for coordination compounds 1 and 2

Compound 1 2
Empirical formula Cs H; Bi N4 Og Cis Hoy Fes N5 Oq9
Formula weight 460.13 1060.16
Temperature 293(2) K 293(2) K
Wavelength 0.71073 A 0.71073 A
Crystal system Orthorhombic Monoclinic
Space group Pbca C2/c
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Table S2 Selected Bond Distances (A) and Angles (°) for coordination compounds 1 and 2

Compound 1

Bi(1)-0(5)

Bi(1)-0(1)

2.362(4)

2.399(4)

Bi(1)-0(1W)

Bi(1)-0(4)i

2.558(4)

2.604(4)




Bi(1)-0(6)
Bi(1)-0(3)i
Bi(1)-N(2)ii
N(2)ii-Bi(1)-O(6)iii
O(1W)-Bi(1)-O(6)iii
O(4)i-Bi(1)-O(6)iii

0(2)-Bi(1)-O(6)iii
0(5)-Bi(1)-O(1)
0(5)-Bi(1)-0(6)
O(1)-Bi(1)-O(6)
0(5)-Bi(1)-0(3)i
0(1)-Bi(1)-0(3) i
0(4)i-Bi(1)-0(2)
0(5)-Bi(1)-O(6)iii
O(1)-Bi(1)-O(6)iii
0(6)-Bi(1)-O(6)iii
0(3)i-Bi(1)-O(6)iii
0(4)i-Bi(1)-0(2)
0(5)-Bi(1)-O(6)iii
0(3)i-Bi(1)-0(2)
N(2)ii-Bi(1)-0(2)

O(1W)-Bi(1)-0(2)

2.475(4)
2.505(4)
2.551(5)

142.19(14)
81.67(13)
71.78(12)
70.77(13)
75.15(14)
67.82(11)
79.31(14)
69.30(16)
136.50(14)
132.21(12)
131.51(13)
87.65(14)
64.53(12)
134.99(13)
132.21(12)
131.51(13)
138.42(12)
72.83(14)

72.32(13)

Bi(1)-0(2)

Bi(1)-0(6)iii

0(6)-Bi(1)-0(3) i
0(5)-Bi(1)-N(2)ii
O(1)-Bi(1)-N(2)ii
0(6)-Bi(1)-N(2)ii
0(3)i-Bi(1)-N(2)ii
0(5)-Bi(1)-O(1W)
O(1)-Bi(1)-O(1W)
0(6)-Bi(1)-O(1W)
0(3)i-Bi(1)-O(1W)
N(2)ii-Bi(1)-O(1W)
0(5)-Bi(1)-O(4)i
O(1)-Bi(1)-O(4)i
0(6)-Bi(1)-O(4)i
0(3)i-Bi(1)-O(4)i
N(2)ii-Bi(1)-O(4)i
O(1W)-Bi(1)-0(4)i
0(5)-Bi(1)-0(2)
0(1)-Bi(1)-0(2)

0(6)-Bi(1)-0(2)

2.648(4)

2.670(3)

108.38(12)
77.95(14)
77.23(15)

142.39(14)
71.62(13)

145.40(14)

122.49(14)

139.68(14)
79.75(14)
77.93(15)

104.36(14)

152.21(14)
75.07(16)
63.78(11)
130.33(14)
73.85(15)
122.61(13)

50.98(13)

112.89(12)

Symmetry transformations used to generate equivalent atoms: i: x+1/2,-y+3/2,-z; ii -x+2,y+1/2,-

z+1/2; il -x+2,-y+1,-z;

Compound 2
O(7)-Fe(1) 2.018(3) Fe(1)-0(4) 2.058(3)
O(8)-Fe(1) 1.898(3) Fe(2)-0(2) 1.997(3)



0(8) -Fe(2) i
O(8)-Fe(2)
Fe(1)-0(6)i
Fe(1)-0(6)
Fe(1)-O(4)i
Fe(1)-O(8)-Fe(2)i
Fe(1)-O(8)-Fe(2)
Fe(2)i-O(8)-Fe(2)
0(8)-Fe(1)-0(7)
O(8)-Fe(1)-0(6)i
O(7)-Fe(1)-0(6)i
0(8)-Fe(1)-0(6)
O(7)-Fe(1)-0(6)
0(6)i-Fe(1)-0(6)
0(8)-Fe(1)-O(4)i
O(7)-Fe(1)-O(4)i
0(6)i-Fe(1)-O(4)i
0(6)-Fe(1)-O(4)i
0(8)-Fe(1)-0(4)
O(7)-Fe(1)-O(4)

0(2)-Fe(2)-0(9)

1.9216(16)
1.9216(16)
2.041(2)
2.041(2)
2.058(3)
120.61(8)
120.61(8)
118.79(15)
180.000(1)
97.14(7)
82.86(7)
97.14(7)
82.86(7)
165.71(14)
91.83(7)
88.17(7)
91.78(11)
87.77(11)
91.83(7)
88.17(7)

85.47(12)

Fe(2)-0(9)
Fe(2)-0(1)i
Fe(2)-0(3)
Fe(2)-0(5)
O(1)-Fe(2)i
0(8)-Fe(2)-O(1)i
0(2)-Fe(2)-O(1)i
0(9)-Fe(2)-O(1)i
0(8)-Fe(2)-0(3)
0(2)-Fe(2)-0(3)
0(9)-Fe(2)-0(3)
0(1)i-Fe(2)-0(3)
0(8)-Fe(2)-0(5)
0(2)-Fe(2)-0(5)
0(9)-Fe(2)-0(5)
0(1)i-Fe(2)-0(5)
0(6)i-Fe(1)-0(4)
0(6)-Fe(1)-0(4)
O(4)i-Fe(1)-0(4)
O(8)-Fe(2)-0(2)

0(8)-Fe(2)-0(9)

2.006(3)
2.007(3)
2.014(3)
2.023(2)
2.007(3)
93.37(10)
91.00(13)
83.57(12)
92.89(9)
169.32(11)
84.42(12)
91.28(13)
96.71(9)
89.59(12)
86.27(12)
169.75(11)
87.77(11)
91.78(11)
176.34(14)
97.40(10)

175.86(11)

Symmetry transformations used to generate equivalent atoms: i: -x+1,y,-z+1/2

Table S3 Hydrogen bond interactions in 2



D-H-A D-A(A)

09-H5+N8 2.735

O7-H2--N4 2.748

09-H6+N11 2.666




