Supplementary Data 3. Optimized atomic coordinates of ZIF-8 (R3m) after toluene
adsorption.

Atom number X y z
Cl1 0.92854 0.41519 0.71069
N2 0.89795 0.33296 0.61056
H3 0.86814 0.42525 0.73214
H4 0.92515 0.19386 0.46702
C5 0.78493 0.25676 0.31317
N6 0.72923 0.27657 0.3692
H7 0.81946 0.20348 0.31774
H8 0.57831 0.324 0.39834
C9 0.04024 0.76916 0.47267
N10 0.08063 0.70651 0.42666
H11 0.09416 0.85016 0.54275
H12 0.01116 0.46909 0.31158
Cl13 0.37254 0.66806 0.61174
N14 0.26896 0.65489 0.56227
H15 0.43831 0.71719 0.60356
H16 0.07429 0.62115 0.54733
H17 0.26021 0.06978 0.55057
Znl8 0.741 0.2363 0.48843
C19 0.99212 0.34277 0.61149
C20 -0.00027 0.27327 0.51945
C21 0.71052 0.92868 0.41494
N22 0.6104 0.89812 0.33273
H23 0.73197 0.86825 0.42493
H24 0.46692 0.92535 0.19366
C25 0.3125 0.78391 0.25588
N26 0.36901 0.72875 0.27624
H27 0.31691 0.81814 0.20234
H28 0.39844 0.57811 0.32489
C29 0.47271 0.04004 0.76927
N30 0.42662 0.08039 0.70664
H31 0.5427 0.09398 0.85034
H32 0.3113 0.01049 0.46895
C33 0.61251 0.37311 0.66908
N34 0.56315 0.26951 0.65589
H35 0.60453 0.43891 0.71849
H36 0.54828 0.07501 0.62207
H37 0.55044 0.26039 0.07013
Zn38 0.48845 0.74101 0.23624
C39 0.61136 0.99234 0.34262
C40 0.51942 0 0.273
C41 0.41483 0.71038 0.92845
N42 0.3327 0.61021 0.89792
H43 0.42475 0.73184 0.86802
H44 0.1937 0.46676 0.92547
C45 0.25636 0.31304 0.78412
N46 0.27608 0.36884 0.72822

H47 0.20307 0.31773 0.8186
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0.32253
0.76908
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0.46909
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0.65582
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0.42668
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0.86799
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0.09423
0.0109
0.37316
0.26958
0.43896
0.07504
0.26056
0.74086
0.99202
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0.71048
0.61035
0.73191
0.46681
0.31326
0.36918
0.31787
0.39679
0.47288
0.42679
0.54293
0.31167
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0.56272
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0.57595
0.04017
0.08059
0.09407
0.0113
0.37309
0.26948
0.43889
0.07484
0.26032
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0.99218
-0.00003
0.71053
0.61038
0.73195
0.46702
0.31237
0.36884
0.31672
0.39905
0.47273
0.42672
0.54279
0.31139
0.61261
0.56315
0.60453
0.54829
0.55047
0.48817
0.61138
0.51945
0.41484
0.33262
0.42482
0.19368
0.25658
0.27643
0.20315
0.32359
0.76939
0.70671
0.85041
0.46903
0.66844
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0.62125
0.07027
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0.00007
0.71033
0.61015
0.73176
0.46648
0.31299
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0.31773
0.39721
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0.42662
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0.31175
0.61276
0.56329
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0.54805
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0.27944
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0.48846
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0.51938
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0.25658
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0.20345
0.32296
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0.70651
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0.46895
0.66919
0.65596
0.71853
0.62192
0.07007
0.23601
0.34267
0.27326
0.34419
0.38324
0.46089
0.59125
0.55867
0.4813
0.6961
0.63027
0.68185
0.20937
0.09305
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0.59187
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0.34744
0.32881
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0.92854
0.89802
0.8681
0.92545
0.78428
0.72845
0.81896
0.57683
0.04009
0.0805
0.09399
0.01072
0.37312
0.26953
0.43893
0.07487
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0.74094
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0.0001
0.34418
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0.59188
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0.09295
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