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Table S1. Surface areas (m2 g–1) for MOFs plotted in Fig. 5. 
 
 
MOF 0.002 au 

surface area 
0.0003 au 

surface area 
BET experiment Langmuir experiment 

MOF-74 1790 1514 9501, 7832 10721, 11322 
MIL-53(Cr) 2915 1991 10263 15004 
HKUST-1 2595 2606 19441, 15072, 11545, 6926, 

16807, 18507, 12968, 15029 
22571, 21752, 19585, 9186, 

22169 
IRMOF-18 3967 2895  150110 
IRMOF-13 3355 3008 15512 21002 
IRMOF-11 3450 3083 19841 23371, 191110 
IRMOF-1 3234 3403 35341, 22965, 310011, 

380011, 57212, 280013 
41711, 336210, 38405, 330011, 

440011, 290014, 308015, 101412 
IRMOF-20 3194 3469 40241, 34092 45931, 43462 
IRMOF-6 3395 3514 28041, 24762 33051, 32632, 263016 
IRMOF-9 3666 3650 19042 26132 
IRMOF-8 3563 3838  146610, 181815 
IRMOF-14 3734 4077 145316 193616 
MOF-177 3865 4153 47461, 17 56401, 17, 452610, 450018 
 
 
Table S2. Pore volumes (cm3 g–1) for MOFs plotted in Fig. 5. PLATON values were obtained using the same crystal 
structures as modified in the present work, using a probe radius of 1.2 Å and a grid spacing of 0.2 Å.  
 
 

 

 
 

MOF 0.002 au 
volume 

0.0003 au 
volume 

PLATON 
"solvent 
excluded 
volume" 

PLATON 
"solvent 

accessible 
volume" 

experiment 

MOF-74 0.467 0.363 0.477 0.291 0.392 
MIL-53(Cr) 0.555 0.387 0.526 0.243 0.564 
HKUST-1 0.681 0.526 0.703 0.388 0.752, 0.698, 0.769 
IRMOF-18 0.809 0.623 0.825 0.486  
IRMOF-11 1.041 0.837 1.071 0.650 0.732 
IRMOF-13 2.203 1.991 2.251 1.779  
IRMOF-9 1.232 1.047 1.270 0.871 1.1313, 1.0414 
IRMOF-6 1.232 1.047 1.270 0.871 1.532 
IRMOF-1 1.777 1.575 1.812 1.357 1.142, 0.9216 
IRMOF-20 1.817 1.602 1.865 1.384 0.902 
IRMOF-8 1.777 1.575 1.812 1.357  
MOF-177 0.467 0.363 0.477 0.291 0.6916 
IRMOF-14 0.809 0.623 0.825 0.486 1.5918, 1.6917 



Table S3. Surface areas (m2 g–1) for COFs plotted in Fig. 7. 
 
 
COF 0.002 au 

surface area 
0.0003 au 

surface area 
BET experiment Langmuir 

experiment 
COF-1 3776 2608 711,19 628,8 75020 97020 
COF-5 2501 1989 1590,19 1670,20 202721 199020 
COF-6 2093 1513 75020 98020, 22 
COF-8 2673 1998 135020 140020, 22 
COF-10 2616 2091 176020 208020, 22 
COF-102 4786 4965 3472,23 3620,20 292621 4452,23 465020 
COF-103 4889 5085 4210,23 353020 5207,23 463020 
COF-105 4921 5423   
COF-108 4622 5131   
COF-18Å 2392 1895 126024  
TP-COF 2359 1942 86825  
COF-202 4973 4653 269026 321426 
 
 
Table S4. Pore volumes (cm3 g–1) for COFs plotted in Fig. 5. PLATON values were obtained using the same crystal 
structures as modified in the present work, using a probe radius of 1.2 Å and a grid spacing of 0.2 Å.  
 
 
COF 0.002 au 

volume 
0.0003 au 
volume 

PLATON 
"solvent 
excluded 
volume" 

PLATON 
"solvent 

accessible 
volume" 

experiment 

COF-1 0.412 0.231 0.391 0.084 0.32,19 0.36,8 0.3020 
COF-5 1.143 1.026 1.135 0.901 1.0720 
COF-6 0.385 0.289 0.376 0.198 0.3220 
COF-8 0.823 0.699 0.808 0.577 0.6920 
COF-10 1.487 1.364 1.484 1.236 1.4420 
COF-102 1.748 1.483 1.794 1.220 1.35,23 1.5520 
COF-103 1.941 1.668 1.991 1.399 1.66,23 1.5420 
COF-105 5.065 4.792 5.124 4.696  
COF-108 5.288 5.031 5.328 4.707  
COF-18Å 0.716 0.599 0.706 0.481 0.2924 
TP-COF 1.338 1.226 1.338 1.103 0.7925 
COF-202 1.264 1.002 1.282 0.734 1.0926 
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