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<Additional adsorption isotherm of 1 in various conditions > 
 

 
 

Figure S1 The plot of adsorption heat (ΔHiso) (kJmol-1) versus adsorption amount: (a) methanol, (b) 

acetonitrile. (A: adsorbed amount of organic vapors in crystal host 1). 

 

 

 
Figure S2 Adsorption isotherm curve for 1 at 293 K: pure methanol (a) and pure acetonitrile (b). 

(A: adsorbed amount of organic vapors in crystal host 1). 
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CH3CN → CH3OH 

 

 
 

Figure S3 Adsorption isotherm curve of mixture for 1 at 293 K with various switching pressure (10 

Torr (a), 20 Torrr (b), 30 Torr (c), 40 Torr (d), 50 Torr (e), 60 Torr (f)). (A: adsorbed amount of 

organic vapors in crystal host 1). 
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CH3OH → CH3CN 

 

 

 

Figure S4 Adsorption isotherm curve of mixture for 1 at 293 K with various switching pressure (10 

Torr (a), 20 Torr (b), 30 Torr (c), 40 Torr (d), 50 Torr (e), 60 Torr (f)). (A: adsorbed amount of 

organic vapors in crystal host 1). 
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The crystal structure of methanol inclusion of 1 
 

 

Figure S5 Arrangement of adsorbed methanol in the inclusion crystal of 1 along the channel (a) 

and the dimer structure of methanol molecules with hydrogen-bonded interaction (b). Disordered 

molecules and hydrogen atoms are omitted for clarity. 
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The crystal structure of acetonitrile inclusion of 1 

 
Figure S6 Arrangement of adsorbed acetonitrile in the inclusion crystal of 1 along the channel with 

the crystal host (a) and arrangement of acetonitrile molecules in the channel (b). Disordered 

molecules at the centrosymmetry positions are omitted for clarity.  
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The crystal structure of mixture inclusion which adsorbed both methanol and 
acetonitrile 

 
Figure S7 Top view along b axis (a) and side view along a axis (b) of mixture 
inclusion crystal of 1 (1•0.5 CH3CN•1.3 CH3OH): Adsorbed molecules are all array in the 
channel along b axis. 
 

 

Figure S8 Arrangement of adsorbed methanol and acetonitrile in the mixture inclusion crystal of 

1 along the channel with the crystal host. Disordered molecules are omitted for clarity. 
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