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Figure S1. (a) Distribution of patchy sites D1, D2 and D3 around the mass center R1; (b) Distribution of patchy sites O1 

and O2 around the mass center R2. All mass of corresponding building units are concentrated to their rigid center R1 and 

R2. Attractive patchy pairs D1-O1 and D2-O2 attract each other, transparent pair O2-O2 does not interact, while the re-

maining repulsive pairs repulse each other to prevent overlapping. 

 

Figure S2. A schematic illustration of the possible connections of BTCs to the top and bottom of SBU, in the absence of 

patchy site D3. 
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Figure S3. RDF results at different reactant concentrations. (a) Comparison of RDF distribution of R1-R1; (b) Comparison 

of RDF distribution of R2-R2; (c) Comparison of RDF distribution of R1-R2; (d) Enlarged RDF distribution of R1-R1; (e) 

Enlarged RDF distribution of R2-R2; (f) Enlarged RDF distribution of R1-R2; The peak intensity and peak width of the 

lower temperature cases have been weakened and broadened to varying degrees comparing to the structure obtained at 

25 oC. 
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Figure S4. RDF results at different temperatures. (a) Comparison of RDF distribution of R1-R1; (b) Comparison of RDF 

distribution of R2-R2; (c) Comparison of RDF distribution of R1-R2; (d) Enlarged RDF distribution of R1-R1; (e) Enlarged 

RDF distribution of R2-R2; (f) Enlarged RDF. 


