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                                         Fig. S1. FTIR spectra of 1 and 2.
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Fig. S2. Selected bond distances and bond angles for 1 and 2.

Fig. S3. (a) Formation of a 2D sheet network as a result of O∙∙∙H and π∙∙∙π interactions in 1. 
(b) Formation of a 2D sheet network through O∙∙∙H, S∙∙∙H,  C–H∙∙∙π  and π∙∙∙π interactions in 
2.



Fig. S4. Thermal UV-visible spectra of 1 (a) and 2 (b) and EPR spectra for 1 (c) and 2 (d).

Fig. S5. As-synthesized and simulated PXRD patterns for 1 and 2.

Fig. S6. Cyclic voltammogram of 2 obtained at a 100 mVs-1 scan rate.



Fig. S7. Time-dependent UV–vis spectra for 1 (10−4 M) upon the addition of  (100-fold) 3,5-
DT BC (10−2 M) in MeOH at 298 K.

Fig. S8. (a) ESI-MS spectrum (positive mode) of a mixture of 2 and 3,5-DTBC recorded in methanol. 
(b) EPR spectrum of the complex and before and after mixing 3,5-DTBC.



 

Fig. S9. The ESP map front view and 3D-deformation density map showing the presence of 
CD regions (in red) and CC regions (in blue). The iso surfaces are drawn at 0.008 for 1 (a, b), 
2 (c, d).

Fig. S10. Intermolecular O···H interactions through red spots shown by Hirshfeld surface 
mapping over (a) curvedness, (b) shape index and the ESP back view for 1 (a), (b) and (c) 
and 2 (d), (e) and (f). 



Fig. S11. The 2D-fingerprint plots of 1 (a) and (b), 2 (c), and (d) for showing different 
interactions.

Fig. S12. B3LYP (a) optimized structure (left) and its spin density (right) plot of 11(hs,hs) and (b) 
optimized structure (left) and its spin density plot (right) of the 12.
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Table. 1S Bond Lengths for 1.



Table. 2S Bond Lengths for 2. 



Table. 3S Bond Angles for 1.



Table. 4S Bond Angles for 2.



Table S5. Possible spin interactions of the 1.

 

Electronic Configurations 

Spin States Metal 1 Metal 2 

111(hs,hs)   

11(hs,hs)   
 

71(is,is)   

11(is,is)   

31(ls,ls)   

11(ls,ls)   



Table S6. Computed selected structural parameters of 1 and 2.

                                                                                    Bond lengths(Å)                                                                                       Bond angle ()
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Mn1-S Mn2-S Mn1-
O1-
Mn2

Mn1-
O2-
Mn2

N1-
Mn1-
N2

N1-
Mn2-
N2

111(hs,hs) 3.367 2.171 2.162 2.162 2.171 2.255 2.268 2.268 2.255 3.046 3.046 101.9 101.9 74.0 74.0

11(hs,hs) 3.364 2.169 2.162 2.162 2.169 2.255 2.268 2.268 2.255 3.048 3.048 101.8 101.8 74.0 74.0

71(is,is) 3.384 2.301 1.999 1.999 2.301 2.025 1.997 1.997 2.025 2.926 2.926 103.5 103.5 81.0 81.0

11(is,is) 3.392 2.304 1.998 1.998 2.304 2.025 1.996 1.996 2.025 2.927 2.927 103.8 103.8 81.0 81.0

31(ls,ls) 3.275 2.064 2.104 2.201 2.012 2.005 2.031 2.038 2.016 2.917 2.576 103.5 101.9 80.8 80.7

11(ls,) 3.4 2.9 2.7 2.6 2.8 2.2 2.1 2.0 2.2 2.5 2.5 15 106 80.7 80.7
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N1-
Cu2-
N2

32 3.332 2.015 2.282 2.282 2.015 2.067 2.067 2.067 2.066 3.009 3.009 101.4 101.4 80.4 80.4

12 3.332 2.015 2.283 2.283 2.015 2.066 2.067 2.067 2.066 3.009 3.010 101.4 101.4 80.4 80.4




