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Rietveld refinement plots – inorganic problem: 

 

Figure S2: Rietveld refinement plot of the BTEM separated pure phase ZnO pattern. 

 

Figure S3: Rietveld refinement plot of the BTEM separated pure phase CaF2 pattern. 



 

Figure S4: Rietveld refinement plot of the BTEM separated pure phase Al2O3 pattern. 



Rietveld refinement plots – polymorphic problem: 

 

Figure S5: Rietveld refinement plot of the BTEM separated pure phase tolbutamide I
L
 pattern. 

 

Figure S6: Rietveld refinement plot of the reference tolbutamide I
L
 pattern. 



 

Figure S7: Rietveld refinement plot of the BTEM separated pure phase tolbutamide II pattern. 

 

Figure S8: Rietveld refinement plot of the reference tolbutamide II pattern. 



 

Figure S9: Rietveld refinement plot of the BTEM separated pure phase tolbutamide III pattern. 

 

Figure S10: Rietveld refinement plot of the reference tolbutamide III pattern. 



Rietveld refinement plots – generic organic problem: 

 

Figure S11: Rietveld refinement plot of the BTEM separated pure phase paracetamol I pattern. 

 

Figure S12: Rietveld refinement plot of the BTEM separated pure phase α-lactose monohydrate pattern. 



 

Figure S13: Rietveld refinement plot of the BTEM separated pure phase α-glycine pattern. 

 



Superpositions of reference structure solutions for tolbutamide IL to III: 

 

Figure S14: Superposition of tolbutamide I
L
 from Rietveld refinement of the Reference tolbutamide I

L
 

powder pattern (green) with single crystal structure (red). 

 

Figure S15: Superposition of tolbutamide II from Rietveld refinement of the reference tolbutamide II 
powder pattern (green) with single crystal structure (red). 



 

Figure S16: Superposition of tolbutamide III from Rietveld refinement of the reference tolbutamide III 
powder pattern (green) with single crystal structure (red). 

 

 



Processing steps of generic organic example 

 

Figure S17: Processing steps of organic data a) raw mixture data b) BTEM estimated pure phase 
diffractograms c) cleaned-up BTEM pure phase diffractograms.   


