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Table S-1   Hydrogen bonding geometry for Mn(dca)2(CH3OH)2, M = Mn, Fe, Mn(dca)2(C2H5OH)2.(CH3)2CO and Mn(dca)2(H2O)2.H2O


Bond
D-H (Å)
H...A (Å)
D...A (Å)
D-H...A (°)

Mn(dca)2(CH3OH)2
O(1)-H(1)...N(2)i
0.80(4)
1.99(3)
2.791(3)
177(4)

Fe(dca)2(CH3OH)2
O(1)-H(1)...N(2)i
0.78(5)
1.99(5)
2.766(4)
172(5)

Mn(dca)2(C2H5OH)2.(CH3)2CO

O(1)-H(1)...O(11)
0.76(3)
2.03(3)
2.789(2)
173(3)

Mn(dca)2(H2O)2.H2O

O(1)-H(11)...O(3)
0.83(3)
1.94(3)
2.761(3)
166(3)

O(1)-H(12)...O(3)ii
0.83(4)
2.00(4)
2.809(3)
166(3)

O(2)-H(21)...O(1)
0.83(4)
2.17(4)
2.884(2)
144(3)

O(2)-H(22)...N(3)iii
0.85(4)
2.07(4)
2.904(3)
166(4)

O(3)-H(31)...N(6)iv
0.97(4)
1.96(4)
2.901(3)
165(3)

O(3)-H(32)...O(2)v
0.75(4)
2.43(4)
3.083(3)
146(4)


Symmetry transformations: (i): x-1/2, y-1/2, z-1; (ii): 1-x, -y, 2-z; (iii): x+1, y, z; (iv): -x, -y, 2-z; (v): 1/2+x, -y-1/2, z+1/2.

