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Tables 

 

Table S1. Hydrogen bonding geometry for CaGluc2·H2O 
Donor Hydrogen Acceptor D-H( Å) H-A( Å) D-A( Å) DHA Angle( º) 

O(2_1) H(2O_1) O(4_1) 0.83(2) 2.04(2) 2.753(1) 143(2) 

O(2_1) H(2O_1) O(6_2)i 0.83(2) 2.42(2) 2.938(1) 121(2) 

O(3_1) H(3O_1) O(6_1)ii 0.79(2) 1.84(2) 2.629(1) 175(2) 

O(4_1) H(4O_1) O(1'_1)iii 0.83(2) 1.98(2) 2.762(1) 156(2) 

O(5_1) H(5O_1) O(1'_1)iv 0.81(2) 2.09(2) 2.860(1) 160(2) 

O(6_1) H(6O_1) O(1W)i 0.84(2) 1.88(2) 2.698(1) 163(2) 

O(2_2) H(2O_2) O(2_1)v 0.72(2) 2.58(2)x 2.946(1) 114(2) 

O(2_2) H(2O_2) O(3_1)v 0.72(2) 2.03(2) 2.724(1) 162(2) 

O(3_2) H(3O_2) O(1W) 0.821(19) 1.87(2) 2.685(1) 170(2) 

O(4_2) H(4O_2) O(1'_1)vi 0.79(2) 1.94(2) 2.678(1) 156(2) 

O(5_2) H(5O_2) O(4_1)vii 0.78(2) 1.99(2) 2.763(1) 171(2) 

O(6_2) H(6O_2) O(1'_2)viii 0.88(2) 1.76(2) 2.637(1) 173(2) 

O(1W) H(1WA) O(6_2)i 0.83(3) 1.81(3) 2.641(1) 172(2) 

O(1W) H(1WB) O(5_2)ix 0.90(2) 1.82(2) 2.703(1) 165(2) 
i 1–x, y+1/2, –z+1/2; ii x–1/2, 11/2–y, 1–z; iii x+1, y, z; iv x+1/2, 11/2–y, 1–z; v x–1/2, 1/2–y, 1–z; vi x+1/2, 1/2–y, 1–

z; vii 1–x, y–1/2, 1/2–z; viii –x, y–1/2, –1/2–z; ix –x, y+1/2, –z+1/2 
x This distance is at the edge of being considered as hydrogen bond. 

 

 

 

 

 

Table S2. Hydrogen bond geometry for CaIsa2 

Donor Hydrogen Acceptor D-H( Å) H-A( Å) D-A( Å) DHA angle( º) 

O(6) H(6O) O(1')i 0.83(2) 1.92(3) 2.752(2) 178(5) 

O(2) H(2O) O(1')ii 0.83(4) 1.91(5) 2.733(3) 173(4) 

O(4) H(4O) O(6)iii 0.88(5) 1.90(5) 2.777(3) 179(5) 

O(5) H(5O) O(1)iv 0.84(2) 2.05(3) 2.831(3) 155(4) 
i x+1/2, –y+1/2, –z; ii x, y, z+1; iii x–1, y, z; iv 1–x, –y, z+1 

 

  



Figures 

 
Figure. S1. View down the hydrogen bond linked coordination polymer chains and a axis of the 

orthorhombic P212121 crystal structure of CaGluc2·H2O (see also Fig. S2).  

 

 
Figure S2. Hydrogen bonds link polynuclear chains of CaGluc2 running parallel to the a axis in 

the 100K single crystal structure of CaGluc2·H2O (see also Fig. S1). 



 

 

Figure S3.  Coordination sphere atoms of the 100 Kelvin single crystal structure of 

CaGluc2·H2O, with displacement ellipsoids at the 95% level. The superscript i denotes the 

operation 1+x, 0.5-y, 1-z and the superscript ii denotes x+1, y, z. 

 

 

 

Figure S4.  Depiction of the metal binding sites of ligand 1 in the 100 Kelvin single crystal 

structure of CaGluc2·H2O, with displacement ellipsoids at the 95% level. The superscript i 

denotes the operation x-0.5, 0.5-y, 1-z. 

 



 

Figure S5.  Depiction of the metal binding sites of ligand 2 in the 100 Kelvin single crystal 

structure of CaGluc2·H2O, with displacement ellipsoids at the 95% level. The superscript i 

denotes the operation x-0.5, 0.5-y, 1-z and the superscript ii x-1, y, z. 

 

 

Figure S6.  Coordination sphere atoms of the 100 Kelvin single crystal structure of CaIsa2, with 

displacement ellipsoids at the 90% level. The superscript i denotes the operation 1-x, -y, z and 

the superscript ii denotes the operation -x, -y z and the superscript iii denotes the operation 1-x, 

y, z. 



 

 

 

Figure S7.  Depiction of the asymmetric unit atoms and metal binding sites in the 100 Kelvin 

single crystal structure of CaIsa2, with displacement ellipsoids at the 90% level. The superscript i 

denotes the operation x+1, y, z. 

 

 
Figure S8. Hydrogen bond linked coordination polymer chains parallel to the a axis in the 100K 

single crystal structure of CaIsa2. 



 

Figure S9. View down the hydrogen bond linked coordination polymer chains and a axis of the 

orthorhombic P212121 crystal structure of KGluc·H2O. 
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