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Figure S1 The asymmetric unit diagrams of the PDA-TPA crystal forms, showing the atom-

numbering schemes. Displacement ellipsoids are drawn at the 50% probability level.  
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Figure S2 Packing diagrams of the PDA-TPA monohydrate (a) and anhydrate (b). 
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Table S1 Hydrogen bonds data of the PDA-TPA two crystal forms. 

Form I 

D－H∙‧·A D(D-H) / Å d(H∙‧·A) / Å d(D∙‧·A)/ Å D－H∙‧·A 

N1－H1A∙‧·O4 0.8900 2.0000 2.883(2) 173.00 

N1－H1B∙‧·O1 0.8900 1.8400 2.695(2) 159.00 

N1－H1C∙‧·O3 0.8900 2.0300 2.914(2) 175.00 

N2－H2A∙‧·O5 0.8900 1.9100 2.779(2) 165.00 

N2－H2B∙‧·O2 0.8900 1.9700 2.822(2) 159.00 

N2－H2C∙‧·O4 0.8900 1.9000 2.782(2) 169.00 

O5－H5C∙‧·O2 0.8500 1.8700 2.716(2) 171.00 

O5－H5D∙‧·O3 0.8500 1.9300 2.773(2) 171.00 

C8－H8∙‧·O2 0.9300 2.4700 2.781(2) 100.00 

C12－12B∙‧·O3 0.9700 2.5700 3.383(2) 142.00 

  

Form II 

D－H∙‧·A D(D-H) / Å d(H∙‧·A) / Å d(D∙‧·A)/ Å D－H∙‧·A 

N1－H1A∙‧·O1 0.8900 1.9300 2.810(3) 169.00 

N1－H1B∙‧·O2 0.8900 1.8700 2.752(3) 171.00 

N1－H1C∙‧·O3 0.8900 1.8500 2.718(3) 165.00 

N2－H2A∙‧·O4 0.8900 1.9800 2.779(2) 165.00 

N2－H2B∙‧·O4 0.8900 1.8700 2.822(2) 159.00 

N2－H2C∙‧·O1 0.8900 1.8800 2.782(2) 169.00 

C11－11A∙‧·O3 0.9700 2.4900 3.291(3) 140.00 
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Figure S3 PXRD diagram of the form I of PDA-TPA after dehydration. 

 

 


