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Table S1 Selected bond distances (Å) and angles (°) for 1 and 2
Co(TO)2(DNBA)2(H2O)2 (1)

Co(1)-N(1) 2.095(3) Co(1)-O(7) 2.116(2)
Co(1)-O(8) 2.115(2)
N(1)-Co(1)-N(1) 180.0(2) N(1)#1-Co(1)-O(8) 92.32(9)
O(8)-Co(1)-O(8) 180.0(2) N(1)-Co(1)-O(7)#1 91.02(7)
N(1)#1-Co(1)-O(7) 88.98(7) O(8)-Co(1)-O(7)#1 87.57(8)
O(8)#1-Co(1)-O(7) 92.43(8) N(1)-Co(1)-O(7) 88.98(7)
N(1)#1-Co(1)-O(7) 91.02(7) O(8)-Co(1)-O(7) 92.43(8)
O(8)#1-Co(1)-O(7) 87.57(8) Co(1)-O(8)-H(8W) 100(3)

Cu(HTZA)(DNBA) (2)
Cu(1)-O(7)#1 1.959(4) O(1)-Cu(1)-O(6) 88.3(2)
Cu(1)-O(8)#1 1.960(5) O(7)#1-Cu(1)-N(4)#2 100.56(19)
Cu(1)-O(1) 1.969(5) O(8)#1-Cu(1)-N(4)#2 95.3(2)
Cu(1)-O(6) 1.985(4) O(1)-Cu(1)-N(4)#2 97.5(2)
Cu(1)-N(4)#2 2.159(5) O(7)#1-Cu(1)-Cu(1)#1 80.55(13)
O(7)#1-Cu(1)-O(8)#1 89.4(2) O(8)#1-Cu(1)-Cu(1)#1 81.07(15)
O(7)#1-Cu(1)-O(1) 89.5(2) O(1)-Cu(1)-Cu(1)#1 86.12(14)
O(8)#1-Cu(1)-O(1) 167.15(19) O(6)-Cu(1)-Cu(1)#1 86.70(13)
O(7)#1-Cu(1)-O(6) 167.18(18) N(4)#2-Cu(1)-Cu(1)#1 176.18(15)
O(8)#1-Cu(1)-O(6) 90.0(2)

Symmetry transformations used to generate equivalent atoms: #1=-x+1,-y,-z; #2=-x+1,-y+1,-z

Table S2 Hydrogen bonding interactions in 1 

Symmetry transformations used to generate equivalent atoms: 

#1 -x+1,-y+1,-z    #2 x+1,y,z    #3 x-1,y,z  

D—H···A H···A (Å) D···A (Å) D—H···A (Å) D—H···A (°)

N(2)-H(2)...O(8)#2 0.86 2.21 2.844(3) 130.6

N(2)-H(2)...O(7) 0.86 2.55 2.980(3) 112.1

O(8)-H(8WB)...O(1)#3 0.83(4) 1.99(4) 2.759(3) 155(4)

O(8)-H(8WA)...O(6) 0.82(4) 1.77(4) 2.568(3) 164(4)



Fig. S1 XRPD curves for complex 1.

Fig. S2 XRPD curves for complex 2.
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      Fig. S4  TG curve of complex 2

 Fig. S5  DSC curve of complex 1 under the linear heating rate of 5 oC/min



Fig. S6  DSC curve of complex 1 under the linear heating rate of 10 oC/min

Fig. S7  DSC curve of complex 1 under the linear heating rate of 15 oC/min



Fig. S8  DSC curve of complex 1 under the linear heating rate of 20 oC/min

  Fig. S9  DSC curve of complex 2 under the linear heating rate of 5 oC/min

  



Fig. S10  DSC curve of complex 2 under the linear heating rate of 10 oC/min

Fig. S11  DSC curve of complex 2 under the linear heating rate of 15 oC/min



Fig. S12  DSC curve of complex 2 under the linear heating rate of 20 oC/min

Fig. S13  DSC curve of complex 1 + RDX under the linear heating rate of 5 oC/min



Fig. S14 DSC curve of complex 1 + RDX under the linear heating rate of 10 oC/min 

    
Fig. S15 DSC curve of complex 1 + RDX under the linear heating rate of 15 oC/min 



Fig. S16 DSC curve of complex 1 + RDX under the linear heating rate of 20 oC/min

Fig. S17 DSC curve of complex 2 + RDX under the linear heating rate of 5 oC/min



Fig. S18 DSC curve of complex 2 + RDX under the linear heating rate of 10 oC/min

Fig. S19 DSC curve of complex 2 + RDX under the linear heating rate of 15 oC/min



 Fig. S20 DSC curve of complex 2 + RDX under the linear heating rate of 20 oC/min


