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Figure S1. (a,b) Relationship between radon selectivity/uptake and nitrogen selectivity/uptake of
COFs. (c,d) Relationship betwen radon selectivity/uptake and oxygen selectivity/uptake of COFs.
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Figure S2. Rn selectivity order of the top five candidates obtained from two different force fields,
(a) developed by Sanjon et al. [1] and (b) developed by Mick et al. [2].
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Figure S3. Rn uptake capacity order of the top five candidates obtained from two different force

fields, (a) developed by Sanjon et al. [1] and (b) developed by Mick et al. [2].

Table S1. The IUPAC names and structures of the linker groups in top five COFs. Carbon atoms are
shown in gray, nitrogen in light blue, hydrogen in white and Dummy atoms in green.

Linker # IUPAC Name Strucfure
11 3,6-dibromobenzene-1,2,4,5-tetraamine oA jd
13 1,4-dibromo-2,3,5,6-tetramethylbenzene : 4
101 3,3”,5,5 -tetrabromo-2,2’-biphenyldiamine
99 3,3,5,5-tetrabromo-1,1-biphenyl
107 3,3°,5,5’-tetrabromo-4,4’-biphenyldiamine

105 3,3°,5,5’-tetrabromo-4,4’-biphenyldiol
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Table S2. Lennard-Jones Parameters of Rn atom in different force fields.

Model e (A) &/ky (K)
Sanjon et al. [1] 4.53 272.24
Mick et al. [2] 4.15 292.00
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