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Fig. S1 Side view of the stacking of adjacent three BTBs shown in Fig. 2b with two guanidiniums 

above and below. All molecules are shown in a stick model and the hydrogen atoms are omitted for 

the clarity. Red: O; blue: N; gray: C.   

 

 

 
Fig. S2 3D structure of 1 a) along the c-axis; b) along the a-axis. Red: O; blue: N; gray: C; White H.   

 

 



 
Fig. S3 Two 3D structures of (H2O)32 clusters due to the disorder of OW8. a) OW8; b) OW8b. The 

Ow6-Ow8-Ow7 angel and OW6-Ow8b-Ow7 angel were shown in blue. The black dash lines indicate 

the hydrogen between two oxygen atoms. Left: top view; right: side view. 

 

 

 

 

 

 

 

 


