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Description 
The​ ​data​ ​depository​ ​contains​ ​XYZ​ ​atomic​ ​positional​ ​coordinates​ ​for​ ​all​ ​relevant​ ​structures​ ​to 
describe​ ​the​ ​dry-grinding,​ ​mechanochemical​ ​activation​ ​of​ ​nanokaolinite.​ ​During​ ​this​ ​process​ ​the 
kaolinite​ ​undergo​ ​dehydration,​ ​followed​ ​by​ ​edge​ ​dehydroxylation,​ ​dissociation​ ​of​ ​the​ ​surface 
trapped​ ​water,​ ​and​ ​finally​ ​dehydroxylation​ ​of​ ​the​ ​surface​ ​hydroxides.​ ​The​ ​overall​ ​five​ ​step 
procedure​ ​results​ ​in​ ​amorphous​ ​metakaolinite​ ​particle​ ​with​ ​highly​ ​activated​ ​surface​ ​sites.​ ​The 
theoretical​ ​results​ ​are​ ​in​ ​close​ ​correlation​ ​with​ ​SEM/TEM,​ ​FTIR,​ ​and​ ​TG/DTG​ ​experimental 
measurements. 
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