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Fig. S1. IR spectrum of the compound MnL2.H2O

Table S1. 

Crystal data and structure refinement for Mn(L)2·(H2O)·0.5(DMF) 


Table 2 
 

Table S2: Selected bond lengths (Ǻ) and bond angles (˚) of  Mn(II) complex








  %T





wavenumber, cm-1





Parameter�
Mn(L)2·(H2O)·0.5(DMF)�
�
Empirical Formula�
C37.5H34.5MnN10.5O1.5S2�
�
Formula weight (M)�
767.31�
�
Temperature (T) K�
293(2)�
�
Wavelength (Mo Kα) (Å)�
0.71073�
�
Crystal system�
Triclinic�
�
Space group�
Pī�
�
Lattice constants 


 a (Å)


b (Å)


c (Å)


α (°)


β (°)


 (°)�



13.4241(18)


14.2981(19)


20.254(3)


95.073(3)


99.802(2) 


93.632(2)�
�
Volume V (Å3)�
3803.5(9)�
�
Z


Calculated density (ρ) (Mg m-3)�
2


1.340�
�
Absorption coefficient (μ) (mm-1)�
0.502�
�
F(000)�
1592�
�
Crystal size (mm)�
0.356 x 0.334 x 0.256�
�
θ Range for data collection�
1.69-27.5�
�
Limiting Indices�
-17 ≤ h ≤ 17, -18 ≤ k ≤ 18,-26≤ l ≤ 26�
�
Reflections collected�
44896�
�
Unique Reflections�
10537 [Rint = 0.1005]�
�
Completeness to θ�
28.041 (96.4 %)�
�
Absorption correction�
Multi-Scan�
�
Maximum and minimum transmission�
0.882 and 0.841�
�
Data / restraints / parameters�
17782 /0/ 942�
�
Goodness-of-fit on F2�
1.137�
�
Final R indices [I > 2σ (I)]�
R1 = 0.1035, wR2 = 0.2255�
�
R indices (all data)�
R1 = 0.1740, wR2 = 0.2566�
�
 





Parameter�
Mn(L)2�
�
Mn1-N1�
2.302(4)�
�
Mn1-N3�
2.245(4)�
�
Mn1-S1�
2.4851(17)�
�
Mn1-N6�
2.308(4)�
�
Mn1-N8�
2.238(4)�
�
Mn1-S2�
2.5276(16)�
�
S1-C12�
1.727(4)�
�
N3-C6�
1.297(6)�
�
N4-N3�
1.378(5)�
�
N4-C12�
1.323(6)�
�
S2-C30�
1.731(5)�
�
N8-C24�
1.294(5)�
�
N9-N8�
1.371(5)�
�
N9-C30�
1.318(6)�
�
N1-Mn1-N3�
71.25(13)�
�
N1-Mn1-S1�
147.16(10)�
�
N1-Mn1-N6�
88.35(14)�
�
N3-Mn1-S1�
75.92(9)�
�
N6-Mn1-N8�
71.24(13)�
�
N6-Mn1-S1�
94.62(10)�
�
N6-Mn1-S2�
146.89(9)�
�
N6-Mn1-N3�
96.89(13)�
�
N8-Mn1-S2�
75.74(9)�
�
N8-Mn1-N1�
90.86(13)�
�
S2-Mn1-N1�
94.58(10)�
�
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