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Polymer Sample Record Checklist: 

Sample Structure 

​Sample ID 
​Repeat unit structure 
​Molecular weight  
​Polymer Representation (SMILES, SMARTS, SELFIES, etc) 

Synthesis and PurificationPurPup Conditions 

​Temperature 
​Pressure  
​Catalyst 
​ pH level of reaction 
​Solvent/Medium 
​Concentration  
​Reaction Time 
​Processing conditions  
​Heating medium  
​Cooling Method 
​Stirring Method 

○​ Revolutions Per Minute 
○​ Mixing time 

​Batch or Flow 
○​ Reactor type 

​Purification Method  
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○​ Type of method used (precipitation, chromatography, etc) 
○​ Filtration Medium (Büchner Funnel, Membrane, etc) 

Sample Preparation/Conditions 

​Amount used 
​Annealing 

​Time 
​Temperature 
​Apparatus (oven, hot plate, etc) 

​Molding conditions 
​Geometry  
​Temperature 
​Pressure 

​Casting conditions 
​Solvent(s) 
​Additive(s) 
​Revolutions per minute 
​Film thickness 

​Other preparation 
​Powderization (method, details, etc.) 
​Coating (material, method, amount, etc.) 

Label Measurements 

​Replicates 
​Uncertainties  
​Measurement method  
​Units 
​ Labelling Source (Humans, AI, Automated Software) 

Instrument Settings 

​Calibration Metadata 
​ Instrument Used 
​Measurement Units 
​Model/serial number of instruments 

Supplementary 

​ Labeler ID 
​Raw data files 



​Notes/comments 
​Software/firmware version 

 

Example Polymer Sample Record 
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