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Figure S1.  Powder XRD patterns of the reactants, urea ionic cocrystals and simulated 

theoretical.  Theoretical XRD patterns were simulated of the crystal structures obtained from 

Cambridge Crystallographic Data Centre (CCDC). 

 

 

CaSO4⋅4CO(NH2)2. 

 

PXRD of the reactants and the product of CaSO4⋅4CO(NH2)2. 
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Ca(H2PO4)2⋅4CO(NH2)2 

 
PXRD of the reactants and the product of Ca(H2PO4)2⋅4CO(NH2)2. 
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Ca(NO3)2⋅4CO(NH2)2 

 
PXRD of the reactants and the product of Ca(NO3)2⋅4CO(NH2)2. 
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MgSO4⋅6CO(NH2)2⋅0.5H2O 

 
PXRD of the reactants and the product of MgSO4⋅6CO(NH2)2⋅0.5H2O. 
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Mg(H2PO4)2⋅4CO(NH2)2 

 
PXRD data of the reactants and the product of Mg(H2PO4)2⋅4CO(NH2)2. 
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Mg(NO3)2⋅4CO(NH2)2 ⋅xH2O 

 
PXRD of the reactants and the product of Mg(NO3)2⋅4CO(NH2)2 ⋅xH2O. 
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MgSO4⋅xCO(NH2)2⋅yH2O 

 
PXRD patterns of the reactants and products for the mechanochemical reaction between 

magnesium sulphate heptahydrate and urea. The above powder pattern does not match the 

theoretical XRD pattern of MgSO4⋅6CO(NH2)2⋅0.5H2O and instead represents an unknown 

ionic cocrystal product.  

 


