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Table S1. Selected bond lengths [Å] and angles [] for 
[Cu(tda)(9heade)(H2O)]·2H2O. 

Cu(1)-O(4) 1.933(2) 
Cu(1)-O(1)                     1.962(2) 
Cu(1)-N(21)                    2.025(2) 
Cu(1)-O(8)                     2.262(2) 
Cu(1)-S(1)                     2.3625(8) 
Cu(1)-O(2)a                    3.060(4) 
O(4)-Cu(1)-O(1)              175.04(10) 
O(4)-Cu(1)-N(21)              96.16(9) 
O(1)-Cu(1)-N(21)              87.56(9) 
O(4)-Cu(1)-O(8)               86.36(10) 
O(1)-Cu(1)-O(8)               96.03(9) 
N(21)-Cu(1)-O(8)             102.95(9) 
O(4)-Cu(1)-S(1)               87.22(7) 
O(1)-Cu(1)-S(1)               88.77(7) 

 
N(21)-Cu(1)-S(1)             173.58(7) 
O(8)-Cu(1)-S(1)               82.67(5) 
O(4)-Cu(1)-O(2)a               70.77(10) 
O(1)-Cu(1)-O(2)a              105.90(9) 
N(21)-Cu(1)-O(2)a              92.04(9) 

 
O(8)-Cu(1)-O(2)a              153.95(8) 
S(1)-Cu(1)-O(2)a               83.90(6) 
_____________________________________________________________  
Symmetry transformations used to generate equivalent atoms: 
a = x-1,y,z. 
  



Table S2. Hydrogen bonds for [Cu(tda)(9heade)(H2O)]·2H2O [Å and ]. 
 
 
 D-H···A        d(D-H)     d(H···A)     d(D···A)    (DHA) 
O(1)-
H(1B)...O(8)a    0.85         1.86         2.699(3)     168.2 
O(1)-
H(1A)...O(9)b   0.85 1.79 2.662 (3) 163.7 
O(2)-
H(2C)...O(4)    0.85 2.50 3.108 (4) 129.7 
O(2)-
H(2C)...O(5)    0.85 1.86 2.691 (4) 164.7 
O(2)-
H(2D)...O(5)c   0.85 1.98 2.816 (3) 167.8 
O(3)-
H(3A)...O(9)b   0.85 1.98 2.819 (3) 169.9 
O(3)-
H(3B)...N(23)a  0.85 2.11 2.918 (4) 157.7 
O(32)-
H(32)...O(3)    0.82 1.93 2.744 (3) 170.8 
N(26)-
H(26A)...O(2)a  0.86 1.96 2.757 (4) 154.0 
 N(26)-
H(26B)...N(27)d 0.86 2.18 2.980 (4) 154.1 
C(2)-
H(2A)...O(32)e  0.97 2.35 3.297 (4) 165.2 
C(6)-
H(6B)...O(32)e  0.97 2.53 3.443 (4) 156.4 
C(22)-
H(22)...O(1)f   0.93 2.52 3.412 (4) 161.2 
 C(22)-
H(22)...O(8)    0.93 2.61 3.282 (4) 129.6 
___________________________________________________________________

Symmetry transformations used to generate equivalent atoms:  

a = x-1,y,z; b = -x+1,-y+1,-z+1; c = -x+2,-y+1,-z+2; d = -x,-y,-
z+2; e = x,y+1,z; f = x+1,y,z 
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Figure S1a. Minimally ground sample of compound 1.b.Ground sample of 
compound 1. 

 

   



Figure S2. Electronic spetrun (diffuse reflectance) 

 

   



Figure S3. TGA analysis. Three FT-IR spectra of the evolved gases during 

the TGA of compound 1. 

 

 

   



Figure S4. Comparison between experimental (blue) (collected using 
Phillips and room temperature) and calculated powder X-ray diffraction 
patterns for the complex 1. The two diffractograms are similar, 
confirming that the bulk crystalline sample consists of a single 
phase. 

 

   



Figure S5. ESR spectra. 

 

 
 


