Description of Additional Supplementary Files

File Name: Supplementary Data 1

Description: Optimized atomic coordinates of ZIF 8 (I-43m) after toluene adsorption.
File Name: Supplementary Data 2

Description: Optimized atomic coordinates of ZIF8 (Cm) after toluene adsorption.
File Name: Supplementary Data 3

Description: Optimized atomic coordinates of ZIF8 (R3m) after toluene adsorption.
File Name: Supplementary Movie 1

Description: 1000 water molecules evaporated from ZIF-8 with freely rotated imidazole
linkages during 0-2000 ps.



