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Figure S1. Ternary plot of CH4/H, separation performance metrics showing their contribution to

overall separation performance score.
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Figure S2. CH, density profiles determined for CH4/H, mixture in MOF-812 (top), BUT-67
(center), and BUT-66 (bottom) at 1 (left) and 10 (right) bar at 298 K.



Figure S3. H, density profiles determined for CH4/H, mixture in MOF-812 (top), BUT-67
(center), and BUT-66 (bottom) at 1 (left) and 10 (right) bar at 298 K.
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Figure S4. Ternary plot of CH4/N, separation performance metrics (according to PACMOF

charges) showing their contribution to overall separation performance score.
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Figure S5. CH, density profiles determined for CH4/N, mixture in BUT-67 (top), Zr-AbBA
(center), and PCN-702 (bottom) at 1 (left) and 10 (right) bar at 298 K.
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Figure S6. N, density profiles determined for CH4/N, mixture in BUT-67 (top), Zr-AbBA
(center), and PCN-702 (bottom) at 1 (left) and 10 (right) bar at 298 K.
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Figure S7. Histograms of Ky (left) and -AH® (right) of H,O in the Zr-MOFs calculated at 298 K
with PACMOF charges.



Figure S8. Representations of the top three Zr-MOFs for the CF,/CHy4 separation. (PCN-700-
BPDC-TPDC (top left), LIFM-90 (top right), and BUT-67 (bottom)) (H, C, O, N and Zr atoms
are shown in white, grey, red, blue and cyan, respectively) (constituents of the linkers are shown
on the same plane when possible)



Figure S9. Depictions of the first and third ranked Zr-MOFs for the CH4/H; separation. (MOF-
812 (left), and BUT-66 (right)) (H, C, O, and Zr atoms are shown in white, grey, red, and cyan,
successively) (constituents of the linkers are shown on the same plane when possible)



Figure S10. Illustration of the second and third best Zr-MOFs for the CH,4/N, separation. (Zr-
AbBA (left), and PCN-702 (right)) (H, C, O, and Zr atoms are shown in white, gray, red, and
cyan, respectively) (constituents of the linkers are shown on the same plane when possible)
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Table S1. Separation performance metrics and structural features of the ranked Zr-MOFs for the
separation of CF,/CH, gas mixture.

S AN R GCD PLD  LCD SA %
Structure. o0 ) . d A A vy VT emiy
PCN-700-
BPDC- 48 2.0 851 871 644 871 31229 0602 0.800
TPDC
LIFM-90 46 2.0 842 797 696 797 29334 0576 0737
BUT-67 47 2.1 757 796 629 790 17087 0461  0.501
PU-1 5.1 1.6 834 1092 603 1092 26836 0543 0753
BUT-11 46 1.7 829 1025 493 1025 20268 0558 0616
N%Cg};DO]O)_c 3.9 1.7 832 845  7.68 845 27685 0577 0736
LIFM-78 3.9 15 851 702 643 700 23079 0555 0613
LIFM-76 3.8 1.5 859 694 636 694 23175 0543 0.599
LIFM-83 38 15 863 705 633 705 23852 0548 0.609
LIFM-77 38 1.5 86.1 699 642 699 23533 0546  0.602
LIFM-80 3.9 1.4 857 725 645 703 24056 0566  0.628
LIFM-79 3.9 1.4 857 729 645 708 23294 0559  0.621
LIFM-84 38 1.4 858 719 645 701 23855 0555  0.613
LIFM-75 38 1.4 857 718 649 713 23460 0553 0.610
LIFM-73 3.9 1.4 859 733 659 713 23370 0557 0610
LIFM-74 38 1.4 854 708 644 708 23668 0554 0611
BUT-66 62 13 540 698 6.8 698 13117 0406 0387
PCN-700-
e 4.0 13 86.1 12.88 1247 1288 30302 0663 0987
BUT-10 36 1.4 836 955 498 955 24525 0581  0.679
NPDC(Ii:;}(’)Ig-C 3.6 1.4 841 1196 695 829 29715 0613 0818
Ze-MTBC 35 13 879 1454 801 1352 37336 0671 1154
NNU-28 3.9 1.4 80.6 1654 519 1614 24817 0543 0746
LIFM-86 3.6 13 864 716 663 716 23454 0552 0597
LIFM-85 3.5 1.4 857 714 650 714 22887 0541 0.591
1];%1\]13-;3% 3.6 13 834 1113 1018 1113 23995 0577  0.723
DUT-98-0p 4.0 12 849 1244 915 1244 18127 0574 0677
MOF-806 3.6 13 8§72 1279 594 1279 25785 0619  0.790
PCN-702 3.0 1.5 859 876  7.54 820 32136 0612 0813
LIFM-71 34 13 851 694 635 694 21359 0527 0556
LIFM-72 33 13 862 701 643 701 21900 0527  0.560
P(I;g-];(():o- 32 1.4 866 846  8.06 846 28958 0597  0.780
PCN-133 42 12 795 894 755 894 32242 0663 0962
LIFM-82 3.0 1.4 865 721 650 721 23669 0548  0.605
LIFM-94 28 1.5 830 8290 739 820 21909 0507  0.608
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Scry

ANCF4

RcF,

GCD

PLD

LCD

SA

Structure 0¥ (mol/kg) % A A A oy VT (emy
PCN-56 34 12 871 1666 714 1666 42305 0707 1393
Ui0-67-Me 33 13 834 1218 584 1218 24733 0583 0746
E;ﬁ;gi' 34 11 864 1662 730 1661 39510 0687 1298
ZiDMTD 34 1.0 872 1667 669 1667 38922 0707 1292
PCN-58 34 11 855 1265 5890 1265 35357  0.627  1.047
UIONDI 35 11 837 2099 859 2099 41429 0718  1.560
PCI\I;I;COO' 34 11 842 1381 1306 1380 29014  0.654 0935
NPF-300-5 33 1.0 8§74 1552 829 1552 38225 0720 1318
Zt-BTDC 38 0.9 841 1084 595 1084 21360 0575  0.626
NPF-300-2 32 11 875 1683 1151 1682 39135 0725 1373
UiO-BPYDC 34 1.0 88.4 1244 653 1244 27630 0646 0867
Ui0-67Me 32 1.0 866 1049 524 1049 27682 0594 0791
Ui0-67 31 1.0 878 1283 596 1283 29668 0638  0.883
MOF-535 3.0 1.0 890 1667 557 1667 35572 0712 1277
PCN-700-

BD%—B7]())]0)C 25 13 819 884 752 884 23532 0542 0.642
PC;XZQO' 33 1.0 835 1364 1288 1363 27058 0639 0875
LIFM-92 24 13 826 797 697 797 27616 0550  0.689

UiO-67-NH2 3.1 1.0 867 1152 533 1152 27920 0610 0811
LIFM-70 2.6 12 850 696 64l 696 20780 0523 0.550
PCN-703 2.9 12 813 1069 820 861 25550 0585 0733
UiO-67-BN 3.2 0.9 872 1104 527 1102 18056 0491 0536

Zr-cca 33 1.0 837 993 534 989 24457 0590  0.677

UiO-68-NH2 3.0 0.9 88.0 1762 885 1762 42699 0737 1508
PCN-701 33 1.0 813 1391 1324 1383 26128 0637  0.859
NU-801 3.1 0.8 8920 1204 6091 1185 34152 0679  1.031
NPF-300-6 3.1 0.9 876 1539 1053 1539 39048 0751 1490
NPF-300-8 2.8 1.0 873 1560 1064 1552 40183 0741 1437
LIFM-31 34 0.8 834 1399 1315 1399 21601 0613 0723
UiO-68-0H 3.0 0.9 88.0 1662 735 1662 41929 0737 1447
Ui0-68-0 2.9 0.9 873 1627 78I 1627 40910 0713 1366
Ui0-67-C1 3.1 0.8 87.1 1255 616 1255 26017  0.608  0.769
PIZOF-2 3.9 0.6 839 1781 1025 1781 20641 0551  0.826
CPM-99H2 2.7 0.9 870 2240 837 2174 46948 0785  1.979

Ui0-68-C=0 2.8 0.8 882 1688 872 1687 40925 0742 1474
Zr6}'3§]2)0 3.0 0.7 88.1 1465 650 1465 29282 0653 0835
B£ﬁ§§L 2.6 0.9 882 1760  6.98 1760 55956 0717 1757

o AZZrEI'BDC 2.9 0.7 870 1424 854 1424 28150 0671 0984
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Scry

ANCF4

RcF,

GCD

PLD

LCD

SA

Structure Y olke) A A ¥y VT (emilg)
LIFM-32 2.8 0.8 87.5 13.62 12.39 13.35 2187.9 0.598 0.722
LMOF-1 2.5 0.8 89.3 20.49 8.47 20.49 4720.1 0.780 1.911
UBMOF-8 2.8 0.8 88.7 14.91 8.62 14.91 3686.2 0.717 1.306
Ui0-68 2.7 0.8 88.2 17.07 9.31 17.07 4068.9 0.753 1.594
Zr-L6 3.3 0.6 84.6 17.29 9.16 17.29 2093.0 0.567 0.869
Zr6]_3]§?B_ 2.9 0.7 87.8 14.82 6.48 14.82 2945.5 0.656 0.833
3D-MOF-D 2.7 0.7 88.5 12.16 9.29 12.15 4143 .4 0.728 1.444
Pci:rljlglllgo- 2.7 0.7 89.1 14.53 8.28 14.53 3631.1 0.714 1.269
Zr6-AzoBDC 2.7 0.7 89.6 14.40 8.33 14.40 3540.6 0.708 1.215
Zr-L7 3.3 0.5 85.8 18.06 11.02 18.06 1993.9 0.597 0.899
Zrptba 2.5 0.7 89.3 18.73 7.06 18.73 4142.0 0.763 1.643
NU-1101 2.1 0.9 89.3 18.00 7.57 18.00 4783.3 0.740 1.652
Zr-1.2 3.0 0.6 86.9 14.84 11.01 14.83 2381.5 0.588 0.946
Zr-TDC 3.2 0.8 74.9 9.81 5.22 9.79 1620.6 0.530 0.488
MOF-1004 2.5 0.7 88.9 28.83 13.66 28.83 4310.1 0.788 2.067
ZrOMTP 2.7 0.6 89.2 18.72 7.16 18.72 3037.2 0.703 1.204
UBMOF-9 2.3 0.6 89.3 15.05 7.26 15.03 3576.3 0.681 1.154
Zrbtba 2.4 0.6 89.0 18.72 7.30 18.72 4466.0 0.770 1.747
BUT-30 2.4 0.6 88.9 15.63 8.89 15.63 3850.3 0.728 1.375
BPHV-MOF 2.4 0.6 89.0 14.39 9.02 14.39 4552.2 0.773 1.724
LIFM-29 2.7 0.6 834 11.59 10.02 11.59 1839.9 0.543 0.564
TPHN-MOF 2.4 0.6 88.6 18.31 9.73 18.31 5064.5 0.799 2.194
Zr-14 2.9 0.4 87.1 19.05 12.79 19.04 1958.5 0.613 0.963
Zr-L1 2.8 0.5 86.9 19.02 13.46 19.02 2114.8 0.627 1.057
Zr-1L.3 2.9 04 87.3 18.79 12.69 18.79 1983.2 0.607 0.954
PIZOF-1 2.8 0.5 87.3 18.21 10.94 18.21 2144.5 0.606 0.994
Zr-L5 3.0 04 86.6 19.03 12.74 19.03 1819.4 0.600 0.880
Ui0-67-Br2 2.8 04 87.4 10.44 5.25 10.44 1796.1 0.538 0.515
bpyv-MOF 2.2 0.5 89.7 13.71 9.57 13.71 4521.2 0.765 1.652
LIFM-30 2.6 04 87.8 11.68 9.75 11.68 1901.9 0.529 0.570
NPF-200 2.1 0.5 89.0 18.35 10.46 18.35 4868.6 0.770 1.975
NU-1103 2.0 0.6 89.1 2391 11.21 2391 5639.0 0.840 2.890
NU-1104 2.0 0.6 89.2 25.53 10.66 25.53 5542.1 0.843 2.956
PCN-111 2.1 0.5 89.5 18.84 10.94 18.84 4503.6 0.790 1.966
PCN-704 2.0 0.8 77.0 10.70 8.30 8.73 2432.5 0.577 0.713
LIFM-33 1.9 0.6 87.7 12.56 9.79 12.53 1639.8 0.514 0.561
NU-800 2.1 0.5 89.9 13.68 6.84 13.68 4426.3 0.746 1.295
PCN-230 1.8 0.6 88.7 29.36 14.88 29.36 6807.5 0.877 4.644
nitro-MOF 1.9 0.5 88.7 23.79 13.37 23.75 6054.4 0.865 3.632
Zr-1.1-Br4 1.6 04 87.8 12.33 9.75 12.33 1635.8 0.519 0.518
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S AN R GCD PLD LCD SA \Y
Structare OV W d @ A ¥y VT (emilg)
MOF-805 1.4 0.7 76.5 9.23 4.80 9.23 1677.5 0.507 0.489
PCN-57 0.8 0.4 89.9 17.81 5.52 17.76 3864.2 0.670 1.243
JLU-Liu35 1.2 0.3 89.1 12.74 7.47 12.73 3186.2 0.616 0910

GCD: Global Cavity Diameter, PLD: Pore Limiting Diameter, LCD: Largest Cavity Diameter, SA: Surface Area, V¢
Void Fraction, V,: Pore Volume
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Table S2. Separation performance metrics and structural features of the ranked Zr-MOFs for the
separation of CH4/H, gas mixture.

AN R GCD PLD LCD  SA %
Structure  SCH/H; L oot R ) A i VT (emd
MOF-812 61.6 3.0 707 580 397 579 9398 0345 0294
BUT-67 36.7 41 827 796 629 790 17087 0461 0501
BUT-66 4622 34 747 698 618 698 13117 0406 0387
Zr-DTDC 4.0 31 750 842 402 842 11401 0449 0382
MOF-805 30.7 35 820 923 480 923 16775 0507 0489
IRV 247 37 822 884 752 884 23532 0542 0642
LIFM-92 23.0 38 83.0 797 697 797 27616 0550  0.689
LIFM-90 213 38 842 797 696 797 29334 0576 0737
PCN-700-
BPDC- 19.7 38 85.1 871 644 871 31229 0602  0.800
TPDC
PCN-702 19.4 38 852 876 754 820 32136 0612 0813
Zr-AbBA 148 41 848  17.87 448 17.87 31098 0639  1.094
MOF-525 153 3.9 873 1627 427 1627 25862 0641 0923
v 20.6 3.7 83.9 845 768 845 27685 0577 0736
LIFM-94 252 35 80.7 829 739 829 21909 0507  0.608
DUT-52 238 33 843 923 442 923 20024 0526 0557
LIFM-82 226 33 842 721 650 721 23669 0548  0.605
PCN-704 20,0 34 833 1070 830 873 24325 0577 0713
BUT-10 18.7 34 849 955 498 955 24525 0581  0.679
PCN-700-
AT 17.5 3.5 852 1196 695 829 29715 0613 0818
PCN-703 18.8 34 843 1060 820 861 25550 0585 0733
LIFM-78 215 32 841 702 643 700 23079 0555 0613
Zr-TDC 237 3.0 854 981 522 979 16206 0530 0488
LIFM-74 20.9 31 849 708 644 708 23668 0554 0611
LIFM-70 23.6 3.0 83.1 696 641 696 20780 0523 0550
LIFM-83 20.9 31 847 705 633 705 23852 0548  0.609
LIFM-85 216 31 842 714 650 7.4 22887 0541 0591
Ui0-67-Me 17.3 33 855 1218 584 1218 24733 0583  0.746
LIFM-79 203 31 849 729 645 7.08 23294 0559 0621
LIFM-76 212 31 842 694 636 694 23175 0543 0599
BUT-11 202 32 83.6 1025 493 1025 20268 0558 0616
LIFM-80 19.9 31 85.1 725 645 7.03 24056 0566  0.628
LIFM-75 202 31 847 718 649 7.13 23460 0553 0610
LIFM-77 208 31 843 699 642 699 23533 0546  0.602
LIFM-84 204 31 844 719 645 701 23855 0555 0613
LIFM-71 224 29 83.1 694 635 694 21359 0527 0556
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ANCH4

Rch,

GCD

PLD

LCD

SA

Structure  SCH/H; e oy A A ) m¥y T (emYlg)
Zr-MTBC 10.9 35 870 1454 801 1352 37336 0671  1.154
LIFM-86 206 3.0 848 716 663 7.6 23454 0552 0597
NNU-28 16.8 33 839 1654 519 1614 24817 0543 0746
PCN-700-
o 18.2 3.1 842 1113 1018 1113 23995 0577 0723
LIFM-72 214 2.9 841 701 643 701 21900 0527 0560
PCN-57 114 35 854 1781 552 1776 38642 0670 1243
LIFM-73 19.6 3.0 850 733 659 713 23370 0557 0610
PU-1 16.9 3.1 852 1092 603 1092 26836 0543 0753
PCB%];OCO' 16.9 32 834 846 806 846 28958 0597  0.780
UiO-67-BN 19.4 2.7 880 1104 527 1102 18056 0491  0.536
PCI\I;I];?O' 13.7 3.1 869 13.81 13.06 1380 29014 0.654  0.935
NU-1101 8.4 34 877 1800 7.57 18.00 47833 0740  1.652
Zr-cca 16.1 2.9 875 993 534 989 24457 0590  0.677
MOF-806 143 3.0 864 1279 594 1279 25785 0619  0.790
Ui0-67Me 13.6 2.9 872 1049 524 1049 27682 0594  0.791
PCI&'ZOO' 13.2 2.8 868 1364 1288 1363 27058 0639 0875
Ui0-67 11.9 2.9 878 12.83 596 1283 29668 0638  0.883
PCN-701 13.7 2.9 857 1391 1324 1383 26128 0637  0.859
BII\I/;I(?FP - 7.0 3.1 885  17.60 698 17.60 55956 0717 1757
PCN-133 122 2.9 851 894 755 894 32242 0663 0962
PCN-700-
e 11.8 2.9 862 12.88 1247 1288 30302 0.663 0987
NPF-300-8 8.7 31 865 1560 10.64 1552 40183 0741 1437
Ui0-67-NH2 12.6 2.8 871 1152 533 1152 27920 0610 0811
PCN-56 8.7 3.0 866 1666 7.4 1666 42305 0707 1393
LMOF-1 6.3 3.0 88.6 2049 847 2049 47201 0780 1911
MOF-535 8.5 2.9 884 1667 557 1667 35572 0712 1277
NPF-300-2 8.6 2.9 870 1683 1151 1682 39135 0725 1373
NPF-300-5 8.6 2.9 873 1552 829 1552 38225 0720 1318
DUT-98-0p 14.8 26 85.1 1244 915 1244 18127 0574  0.677
HHU-1 227 2.0 850 890 443 890 11079 0512 0356
CPM-99H2 6.1 2.9 883 2240 837 2174 46948 0785  1.979
Ui0-67-Cl 12.1 2.6 88.0 1255 616 1255 26017 0.608  0.769
UiO-BPYDC 1.1 25 88.1 1244 653 1244 27630 0646 0867
[ill(k)yfli 8.8 2.8 856 1662 730 1661 39510 0687 1298
Ui0-68-ol 8.2 2.8 867 1627 781 1627 40910 0713 1366
PCN-58 10.6 2.7 846  12.65 589 1265 35357 0627  1.047
Z:DMTD 8.4 2.7 866 1667 669 1667 38922 0707 1292
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ANCH4

Rch,

GCD

PLD

LCD

SA

Structure  SCH/H; e oy A A ) m¥y T (emYlg)
NU-801 94 26 888 1204 691 1185 34152 0679  1.031
Ui0-68 6.8 2.7 883 17.07 931 17.07 40689 0753  1.59
LIFM-33 15.6 23 851 1256 979 1253 16398 0514 0561
Ui0-68-NH2 72 2.7 874  17.62 885 17.62 42699 0737  1.508
Zrptba 6.4 2.7 888 1873 7.06 1873 41420 0763  1.643
Ui0-68-OH 74 2.7 876 1662 735 1662 41929 0737 1447
NPF-300-6 72 26 877 1539 10.53 1539 39048 0751 1490
PCN-230 3.0 2.9 88.8 2036 1488 2936 6807.5 0877  4.644
Zr-BTDC 134 23 857 1084 595 1084 21360 0575  0.626
UBMOF-9 8.3 25 885 1505 726 1503 35763 0681  1.154
UiO-NDI 7.7 2.8 842 2099 859 2099 41429 0718  1.560
LIFM-31 12.9 23 859 1399 1315 1399 2160.1 0613 0723
UBMOF-8 7.6 25 880 1491 862 1491 3682 0717 1306
NU-1103 4.0 2.7 80.1 2391 1121 2391 5639.0 0840  2.890
Ui0-68-C=0 6.9 25 877 1688 872 1687 40925 0742 1474
Zrbtba 58 25 88.6 1872 730 1872 44660 0770 1747
LIFM-29 14.7 2.1 856 1159 1002 1159 18399 0543  0.564
MOF-1004 5.4 2.6 88.0  28.83 13.66 28.83 4310.1 0788  2.067
LIFM-32 12.2 22 856 13.62 1239 1335 21879 0598 0722
NU-1104 3.9 2.6 88.8 2553 10.66 2553 55421 0843  2.956
BPHV-MOF 5.7 24 89.1 1439 902 1439 45522 0773 1724
3D-MOF-D 6.5 24 88.6 1216 929 1215 41434 0728 1444
NPF-200 5.0 25 880 1835 1046 1835 48686 0770 1975
PC{E;IIISO' 73 24 880 1453 828 1453 36311 0714 1269
TPHN-MOF 49 25 883 1831 973 1831 50645 0799  2.194
Azir]g]')c 72 22 883 1440 833 1440 35406 0708 1215
o fzrgisDc 8.7 22 869 1424 854 1424 28150 0671 0984
bpyv-MOF 55 23 802 1371 957 1371 45212 0765  1.652
BUT-30 6.6 22 879 1563 889 1563 38503 0728 1375
Ui0-66-PDC 20.7 1.8 775 844 430 843 11286 0446 0359
Ui0-66 2.1 18 744 856 410 856 10540 0438 0358
nitro-MOF 3.1 24 80.0 2379 1337 2375 60544 0865  3.632
Zr-L1-Bré 143 18 848 1233 975 1233 16358 0519 0518
ZtOMTP 6.5 2.1 80.7 1872 7.6 1872 30372 0703 1204
NU-800 6.4 2.1 895 1368 684 1368 44263 0746 1295
zw;gc- 9.6 2.0 865 1465 650 1465 29282 0653 0835
JLU-Liu35 8.3 2.0 872 1274 747 1273 31862 0616 0910
Zr6]'31;:?B' 9.4 1.9 859 1482 648 1482 29455 0656  0.833
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ANcH, RcH, GCD PLD LCD SA V,

Structure SCHM: k) ) A A A m¥y VT (emy)
PCN-111 4.6 2.1 88.2 18.84 1094 18.84 4503.6 0.790 1.966
Zr-L6 83 1.8 86.8 1729 9.16 17.29 2093.0 0.567 0.869
Zr-1L.2 7.0 1.8 87.1 14.84 11.01 14.83 2381.5 0.588 0.946
LIFM-30 10.0 1.5 87.9 11.68 9.75 11.68 1901.9 0.529 0.570
PCN-59 13.5 1.9 74.0 14.50 428 14.50 2243.6 0.469 0.652
Zr-L1 6.4 1.6 87.5 19.02 1346 19.02 2114.8 0.627 1.057
PIZOF-1 6.6 1.6 87.6 18.21 1094 18.21 2144.5 0.606 0.994
Zr-L7 7.0 1.5 86.8 18.06 11.02 18.06 1993.9 0.597 0.899
PIZOF-2 8.0 1.5 85.2 17.81 10.25 17.81 2064.1 0.551 0.826
UiO-67-Br2 8.1 1.3 87.7 1044 525 1044 1796.1 0.538 0.515
Zr-L4 6.1 1.4 87.4 19.05 12.79 19.04 1958.5 0.613 0.963
Zr-L3 6.2 14 87.1 18.79 12.69 18.79 1983.2 0.607 0.954
Zr-L5 6.0 1.3 86.8 19.03 12.74 19.03 1819.4 0.600 0.880
Ui0-66-OH 11.8 1.2 75.6 7.65 3.87 7.65 872.9 0.393 0.303
Ui0-66-F 11.1 1.1 77.5 7.67 3.92 7.67 892.8 0.398 0.306
Z16-fBPDC 6.0 0.8 88.7 13.38 3.87 13.38 1490.6 0.515 0.509
Ui0-66-NH?2 11.3 1.1 72.9 7.64 3.80 7.64 828.2 0.365 0.285

GCD: Global Cavity Diameter, PLD: Pore Limiting Diameter, LCD: Largest Cavity Diameter, SA: Surface Area, V¢
Void Fraction, V,,: Pore Volume
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Table S3. Separation performance metrics and structural features of the ranked Zr-MOFs
(determined with PACMOF charges) for the separation of CH4/N, gas mixture.

AN R GCD PLD LCD  SA v
Structure  SCHyN, (molC/lI;E) (?A,})L‘ D dD A mrp V" ey
BUT-67 45 36 81.1 796 629 790 17087 0461  0.501
Zr-AbBA 34 3.9 840 1787 448 17.87 31098 0639  1.094
PCN-702 38 35 845 876 754 820 32136 0612 0813
MOF-812 6.3 2.6 639 580 397 579 9398 0345 0294
PCN-700-
IRV 42 33 81.0 884 752 884 23532 0542  0.642
MOF-525 32 36 868 1627 427 1627 25862 0641 0923
FRASAYCCONE ¥ 35 841 871 644 871 31229 0602 0800
LIFM-90 38 34 829 797 696 797 29334 0576  0.737
NI];CCI\_]I';S]O)'C 3.8 34 83.1 845 768 845 27685 0577  0.736
LIFM-92 38 34 816 797 697 797 27616 0550  0.689
BUT-66 5.1 2.9 728 698 618 698 13117 0406 0387
Z-DTDC 52 2.8 737 842 402 842 11401 0449 0382
DUT-52 4.0 3.0 832 923 442 923 20024 0526  0.557
PCN-704 38 32 827 1070 830 873 24325 0577 0713
LIFM-82 4.0 3.0 830 721 650 721 23669 0548  0.605
PCN-703 37 32 835 1069 820 861 25550 0585  0.733
PCN-700-
S 35 32 841 1196 695 829 29715 0613 0818
MOF-805 4.0 31 805 923 480 923 1677.5 0507  0.489
PCN-57 31 34 851 1781 552 1776 38642 0670 1243
LIFM-78 3.9 2.9 834 702 643 700 23079 0555  0.613
Ui0-67-Me 35 3.1 846 1218 584 1218 24733 0583  0.746
Zr-MTBC 2.8 33 877 1454 801 1352 37336 0671  1.154
LIFM-70 41 2.8 819 696 641 696 20780 0523  0.550
LIFM-83 3.8 2.8 834 705 633 705 23852 0548  0.609
LIFM-79 38 2.9 838 729 645 708 23294 0559  0.621
LIFM-94 3.7 31 792 829 739 829 21909 0507  0.608
NNU-28 35 3.0 831 1654 519 1614 24817 0543 0.746
P(};I]\;-];(()jO— 35 3.0 830 846 806 846 28958 0597  0.780
I];%I‘};'IZ]?)OC' 3.7 2.9 835 1113 1018 1113 23995 0577 0723
LIFM-74 37 2.8 835 708 644 708 23668 0554 0611
Zr-TDC 3.9 2.7 843 981 522 979 16206 0530 0488
LIFM-75 37 2.8 839 718 649 713 23460 0553  0.610
LIFM-80 3.7 2.8 842 725 645 703 24056 0566  0.628
LIFM-77 38 2.8 833 699 642 699 23533 0546  0.602
LIFM-84 3.7 2.8 837 719 645 701 23855 0555  0.613
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ANCH .

Rcp,

GCD

PLD

LCD

SA

Structure  SCH/N; (o o' ) ) A ¥y Y (eme)
LIFM-76 3.8 2.8 82.8 6.94 6.36 6.94 2317.5 0.543 0.599
LIFM-71 4.0 2.7 82.4 6.94 6.35 6.94 21359 0.527 0.556
LIFM-85 3.7 2.8 82.9 7.14 6.50 7.14 2288.7 0.541 0.591
LIFM-86 3.8 2.7 83.5 7.16 6.63 7.16 2345.4 0.552 0.597
LIFM-72 39 2.7 83.0 7.01 6.43 7.01 2190.0 0.527 0.560

PU-1 34 2.8 84.2 10.92 6.03 10.92  2683.6 0.543 0.753
LIFM-73 3.6 2.7 83.5 7.33 6.59 7.13 2337.0 0.557 0.610

PCN-700-NDC 3.2 2.8 85.9 13.81 13.06 13.80 2901.4 0.654 0.935
BUT-11 34 2.8 82.2 10.25 493 10.25 2026.8 0.558 0.616
NU-1101 2.5 3.2 87.0 18.00 7.57 18.00 4783.3 0.740 1.652
BUT-10 2.9 3.1 83.6 9.55 4.98 9.55 2452.5 0.581 0.679

Zr-cca 3.3 2.6 86.6 9.93 5.34 9.89 24457 0.590 0.677

UiO-67-BN 3.5 2.5 86.8 11.04 5.27 11.02 1805.6 0.491 0.536
UiO-67Me 3.2 2.7 86.3 10.49 5.24 10.49 2768.2 0.594 0.791
PCN-701 32 2.7 85.4 13.91 13.24 13.83 2612.8 0.637 0.859
PCN-700-MA 3.2 2.7 86.1 13.64 12.88 13.63 2705.8 0.639 0.875
MOF-806 3.0 2.8 85.7 12.79 5.94 12.79  2578.5 0.619 0.790
BINAP-MOF 2.3 3.0 88.0 17.60 6.98 17.60 5595.6 0.717 1.757
Ui0-67 2.9 2.7 87.2 12.83 5.96 12.83  2966.8 0.638 0.883
UiO-67-NH2 3.0 2.6 86.9 11.52 5.33 11.52  2792.0 0.610 0.811
NPF-300-8 2.6 2.9 86.1 1560 10.64 1552 40183 0741  1.437
PCN-700-

BPDC 3.0 2.7 85.6 12.88 1247 12.88 3030.2 0.663 0.987
PCN-133 2.9 2.8 84.8 8.94 7.55 8.94 3224.2 0.663 0.962
PCN-56 2.6 2.9 85.9 16.66 7.14 16.66 4230.5 0.707 1.393

NPF-300-2 2.5 2.8 86.5 16.83 11.51 16.82 3913.5 0.725 1.373
NPF-300-5 2.6 2.8 87.2 15.52 8.29 15.52 3822.5 0.720 1.318
MOF-535 2.5 2.8 88.0 16.67 5.57 16.67 3557.2 0.712 1.277
LMOF-1 2.2 2.9 88.3 20.49 8.47 20.49  4720.1 0.780 1.911
Ui0-67-Cl 2.9 24 87.7 12.55 6.16 12.55 2601.7 0.608 0.769
UiO-68-alkyne 2.6 2.7 854 16.62 7.30 16.61 3951.0 0.687 1.298
CPM-99H2 2.1 2.8 87.9 22.40 8.37 21.74  4694.8 0.785 1.979
DUT-98-op 3.2 2.4 84.2 12.44 9.15 12.44 1812.7 0.574 0.677
Ui0-68-0l 2.5 2.6 86.4 16.27 7.81 16.27 4091.0 0.713 1.366
LIFM-33 3.5 2.1 84.5 12.56 9.79 12.53 1639.8 0.514 0.561
NU-801 2.6 2.5 88.4 12.04 6.91 11.85 3415.2 0.679 1.031
Ui0-68 2.3 2.6 87.9 17.07 9.31 17.07 4068.9 0.753 1.594
UBMOF-9 2.5 2.5 88.3 15.05 7.26 15.03 3576.3 0.681 1.154
ZrDMTD 2.5 2.6 86.1 16.67 6.69 16.67 3892.2 0.707 1.292
UiO-68-NH2 2.4 2.6 86.9 17.62 8.85 17.62  4269.9 0.737 1.508
Zrptba 2.2 2.6 88.5 18.73 7.06 18.73 4142.0 0.763 1.643
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ANCH .

Rcp,

GCD

PLD

LCD

SA

Structure  SCH/N; (o o' ) ) A ¥y Y (eme)
LIFM-31 32 2.1 85.5 13.99 13.15 13.99 2160.1 0.613 0.723
UiO-NDI 2.5 2.6 84.2 20.99 8.59 20.99 41429 0.718 1.560
UiO-BPYDC 2.6 2.4 87.2 12.44 6.53 12.44  2763.0 0.646 0.867
UiO-68-OH 24 2.5 87.1 16.62 7.35 16.62 41929 0.737 1.447
Zr-BTDC 3.1 2.1 85.2 10.84 5.95 10.84 2136.0 0.575 0.626
NPF-300-6 24 2.5 87.0 15.39 10.53 15.39 3904.8 0.751 1.490
PCN-230 1.7 2.9 88.4 2936 14.88 29.36 6807.5 0.877 4.644
HHU-1 3.7 1.8 84.8 8.90 4.43 8.90 1107.9 0.512 0.356
PCN-58 2.5 2.5 83.9 12.65 5.89 12.65 3535.7 0.627 1.047
Zrbtba 2.2 2.5 88.7 18.72 7.30 18.72  4466.0 0.770 1.747
UBMOF-8 2.4 2.4 87.7 14.91 8.62 14.91 3686.2 0.717 1.306
MOF-1004 2.2 2.5 87.8 28.83 13.66 28.83 4310.1 0.788 2.067
LIFM-32 3.0 2.1 85.2 13.62 1239 13.35 21879 0.598 0.722
LIFM-29 3.3 1.9 85.2 11.59 10.02 11.59 1839.9 0.543 0.564
3D-MOF-D 2.2 2.3 88.5 12.16 9.29 12.15 41434 0.728 1.444
BPHV-MOF 2.1 2.4 88.9 14.39 9.02 14.39 4552.2 0.773 1.724
NU-1104 1.8 2.5 88.6 25.53 10.66 25.53 5542.1 0.843 2.956
NU-1103 1.8 2.6 88.5 23.91 11.21 23091 5639.0 0.840 2.890
Pcirljl;rllgo- 2.4 2.3 87.6 14.53 8.28 14.53 3631.1 0.714 1.269
Ui0-68-C=0 2.2 2.4 87.2 16.88 8.72 16.87 4092.5 0.742 1.474
NPF-200 2.0 24 88.7 18.35 10.46 18.35 4868.6 0.770 1.975
TPHN-MOF 2.0 2.4 88.0 18.31 9.73 18.31 5064.5 0.799 2.194
BUT-30 2.3 2.1 87.9 15.63 8.89 15.63 3850.3 0.728 1.375
bpyv-MOF 2.1 2.2 89.1 13.71 9.57 13.71 4521.2 0.765 1.652
Zr-L1-Br4 33 1.7 84.0 12.33 9.75 12.33 1635.8 0.519 0.518
ZrOMTP 2.2 2.1 89.6 18.72 7.16 18.72 3037.2 0.703 1.204
Cl2/f;(6)i3DC 2.4 2.1 86.5 14.24 8.54 14.24  2815.0 0.671 0.984
NU-800 2.2 2.1 89.3 13.68 6.84 13.68 4426.3 0.746 1.295
Z16-SDC-Br2 2.7 1.9 85.6 14.65 6.50 14.65 2928.2 0.653 0.835
nitro-MOF 1.7 2.4 88.7 2379 13.37 23.75 6054 .4 0.865 3.632
Z1r6-AzoBDC 2.1 2.1 87.6 14.40 8.33 14.40 3540.6 0.708 1.215
Zr6-EDB-Br2 2.7 1.8 85.7 14.82 6.48 14.82 2945.5 0.656 0.833
Ui0-66 39 1.6 72.8 8.56 4.10 8.56 1054.0 0.438 0.358
PCN-111 2.0 2.0 87.9 18.84 1094 18.84 4503.6 0.790 1.966
JLU-Liu35 2.3 1.9 86.8 12.74 7.47 12.73 3186.2 0.616 0.910
Zr-1.2 2.5 1.7 86.7 14.84 11.01 14.83 2381.5 0.588 0.946
Ui0-66-PDC 3.5 1.6 75.9 8.44 4.30 8.43 1128.6 0.446 0.359
Zr-L6 2.5 1.7 86.1 17.29 9.16 17.29  2093.0 0.567 0.869
LIFM-30 2.8 14 87.4 11.68 9.75 11.68 1901.9 0.529 0.570
Ui0-67-Br2 2.9 1.2 87.3 10.44 5.25 10.44 1796.1 0.538 0.515
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ANcH, RcH, GCD PLD LCD SA \Y

Structure  SCH/N; (o o' ) ) A ¥y Y (eme)
PIZOF-2 2.6 1.5 85.5 17.81 10.25 17.81 2064.1 0.551 0.826
Zr-L1 2.2 1.5 87.2 19.02 1346 19.02 2114.8 0.627 1.057
PIZOF-1 2.3 1.5 87.1 18.21 1094 18.21 2144.5 0.606 0.994
Zr-L7 2.3 1.5 86.2 18.06 11.02 18.06 1993.9 0.597 0.899
Ui0-66-NH2 4.0 1.0 71.9 7.64 3.80 7.64 828.2 0.365 0.285
Zr-L4 2.3 14 87.0 19.05 12.79 19.04 1958.5 0.613 0.963
Zr-L3 2.2 1.3 87.0 18.79 12.69 18.79 1983.2 0.607 0.954
UiO-66-OH 3.5 1.0 73.6 7.65 3.87 7.65 872.9 0.393 0.303
Zr-L5 2.1 1.2 86.5 19.03 12.74 19.03 1819.4 0.600 0.880
Zr6-fBPDC 2.2 0.8 88.4 13.38 3.87 13.38 1490.6 0.515 0.509
PCN-59 1.5 14 71.2 14.50 4.28 14.50 2243.6 0.469 0.652
UiO-66-F 1.7 1.0 76.2 7.67 3.92 7.67 892.8 0.398 0.306

GCD: Global Cavity Diameter, PLD: Pore Limiting Diameter, LCD: Largest Cavity Diameter, SA: Surface Area, V¢
Void Fraction, V,,: Pore Volume
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Table S4. Separation performance metrics and structural features of the ranked Zr-MOFs

(determined with EQeq charges) for the separation of CH4/N, gas mixture.

AN R GCD PLD LCD  SA %
Suctre  SCHN: i o' A R B i VT (el

BUT-67 47 3.6 SL1 796 629 790 17087 0461 0501
MOF-812 6.6 27 689 580 397 579 9398 0345 0294
Zr-AbBA 34 38 839 1787 448 1787 31098 0639 1094

OSSO ¥ 35 843 871 644 871 31229 0602  0.800
MOF-525 32 3.6 866 1627 427 1627 25862 0641 0923
LIFM-90 38 34 830 797 696 797 29334 0576 0737
MOF-805 44 31 807 923 480 923 16775 0507 0489
PCN-702 3.6 35 839 876 754 820 32136 0612 0813
LIFM-92 39 34 814 797 697 797 27616 0550  0.689
BUT-66 5.2 29 731 698 618 698 13117 0406 0387

Boehor 40 33 80.6 884 752 884 23532 0542 0642

SO 33 829 845 768 845 27685 0577 0736
LIFM-94 42 31 794 829 739 829 21909 0507  0.608
Z+-DTDC 5.2 28 736 842 402 842 11401 0449 0382
PCN-703 37 32 835 1069 820 861 25550 0585 0733

ST 35 32 841 1196 695 829 29715 0613 0818
PCN-704 38 32 826 1070 830 873 24325 0577 0713

DUT-52 39 3.0 831 923 442 923 20024 0526 0557
PCN-57 31 33 844 1781 552 1776 38642 0670 1243
Zr-MTBC 28 33 875 1454 801 1352 37336 0671 1154

Ui0-67-Me 35 31 848 1218 584 1218 24733 0583 0746

BUT-10 35 31 837 955 498 955 24525 0581  0.679
NNU-28 35 3.0 832 1654 519 1614 24817 0543 0746
PCN-700-

e 35 3.0 829 846 806 846 28958 0597 0780
fiavbes 37 29 832 1113 1018 1113 23995 0577 0723
LIFM-82 35 3.0 830 721 650 721 23669 0548 0605
BUT-11 37 29 823 1025 493 1025 20268 0558 0616
Z+-TDC 38 26 841 981 522 979 16206 0530 0488
NU-1101 26 32 870 1800 7.57 1800 47833 0740 1652
LIFM-78 35 29 832 702 643 700 23079 0555 0613

PU-1 34 28 840 1092 603 1092 26836 0543 0753
s 32 28 858 1381 1306 1380 29014 0654 0935
LIFM-79 34 28 839 729 645 708 23204 0559 0621
LIFM-74 34 28 836 708 644 708 23668 0554 0611
LIFM-83 34 28 833 705 633 705 23852 0548  0.609
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ANCH .

Rch,

GCD

PLD

LCD

SA

Structure SCHy/N, (mol/kg) (%) A) A) A)  (m¥g) Vi (cm;)/ g)
LIFM-80 33 2.8 841 725 645 703 24056 0566  0.628
LIFM-85 34 2.8 828 714 650 7.04 22887 0541  0.591
LIFM-84 33 2.8 836 719 645 701 23855 0555  0.613
LIFM-75 33 2.8 836 718 649 703 23460 0553  0.610
LIFM-70 35 2.7 818 696 641 696 20780 0523  0.550
Zr-cca 33 2.7 868 993 534 989 24457 0590  0.677
MOF-806 3.1 2.8 858 1279 594 1279 25785 0619  0.790
LIFM-77 34 2.8 831 699 642 699 23533 0546  0.602
LIFM-76 34 2.8 828 694 636 694 23175 0543  0.599
Ui0-67Me 3.1 2.7 864 1049 524 1049 27682 059  0.791
PCN-701 32 2.7 852 1391 1324 1383 26128 0637 0859
BINAP-MOF 24 3.0 88.1  17.60 698 17.60 55956 0717 1757
Ui0-67-BN 35 25 869 1104 527 1102 18056 0491  0.536
LIFM-86 33 2.7 836 716 663 716 23454 0552  0.597
LIFM-71 34 2.7 823 694 635 694 21359 0527  0.556
PCN-700-MA 32 2.6 8590  13.64 1288 13.63 27058 0639 0875
PCN-133 3.0 2.8 850 894 755 894 32242 0663 0962
LIFM-72 34 2.6 828 701 643 701 21900 0527  0.560
Ui0-67 2.9 2.7 872 1283 596 1283 29668 0.638  0.883
LIFM-73 32 2.7 835 733 659 7.3 23370 0557  0.610
PCN-56 2.7 2.9 862 1666 714 1666 42305 0707 1393
NPF-300-8 2.6 2.9 860 1560 1064 1552 40183 0741 1437
Pg;fggo- 3.0 2.7 859 1288 1247 1288 30302 0.663 0987
Ui0-67-NH2 3.0 26 867 1152 533 1152 27920 0610 0811
NPF-300-2 2.6 2.8 866 1683 1151 1682 39135 0725 1373
MOF-535 25 2.8 880 1667 557 1667 35572 0712 1277
LMOF-1 22 2.9 884 2049 847 2049 47201 0780 1911
NPF-300-5 2.6 2.7 869 1552 829 1552 38225 0720 1318
CPM-99H2 22 2.9 882 2240 837 2174 46948 0785 1979
li‘ﬁ?ygi 2.6 2.7 855 1662 730 1661 39510 0.687 1298
PCN-58 3.0 25 840  12.65 589 1265 35357 0.627  1.047
Ui0-67-Cl 2.9 2.4 877 1255 616 1255 26017 0.608  0.769
DUT-98-0p 32 23 839 1244 915 1244 18127 0574  0.677
Ui0-68-ol 25 2.6 86.1 1627 781 1627 40910 0713 1366
ZtDMTD 26 2.6 860 1667 669 1667 38922 0707 1292
UiO-BPYDC 2.8 2.4 874 1244 653 1244 27630 0.646 0867
NU-801 2.6 25 884 1204 691 1185 34152 0679  1.031
Ui0-68 23 2.6 877 1707 931 1707 40689 0753 159
UiO-NDI 2.6 2.6 842 2099 859 2099 41429 0718  1.560
UBMOF-9 25 2.4 881 1505 726 1503 35763 0681  1.154
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ANCH .

Rch,

GCD

PLD

LCD

SA

Structure SCHYN, (mol/kg) (%) @ A A (m¥y Ve (Cm;)/ )
Ui0O-68-NH2 24 2.6 86.9 17.62 885 17.62 42699 0.737 1.508
Zrptba 22 2.6 88.5 1873 7.06 18.73 41420 0.763 1.643
Ui0-68-OH 24 2.5 87.1 16.62 735 16.62 41929 0.737 1.447
PCN-230 1.7 2.9 88.4 2936 14.88 2936 6807.5 0.877 4.644
NPF-300-6 24 2.5 86.9 15.39 10.53 1539 39048 0.751 1.490
Zr-BTDC 3.1 2.1 85.2 10.84 595 10.84 2136.0 0.575 0.626
UBMOF-8 24 24 87.8 1491 862 1491 36862 0.717 1.306
MOF-1004 22 2.5 87.8 28.83 13.66 28.83 4310.1 0.788 2.067
Zrbtba 2.1 2.5 88.7 18.72 730 1872 4466.0 0.770 1.747
Ui0-68-C=0 23 24 87.1 16.88 8.72 16.87 40925 0.742 1.474
LIFM-33 3.0 2.1 84.5 1256 9.79 1253 1639.8 0.514 0.561
P(iggrllgo_ 2.4 23 87.7 14.53 828 1453 3631.1 0.714 1.269
NU-1103 1.9 2.6 88.6 2391 11.21 2391 5639.0 0.840 2.890
BPHV-MOF 2.1 24 89.0 1439 9.02 1439 45522 0.773 1.724
3D-MOF-D 22 23 88.4 12.16 929 1215 41434 0.728 1.444
NU-1104 1.8 2.5 88.7 25.53 10.66 2553 5542.1 0.843 2.956
HHU-1 34 1.8 85.0 890 443 890 11079 0.512 0.356
NPF-200 2.0 24 88.7 18.35 10.46 1835 4868.6 0.770 1.975
TPHN-MOF 2.1 24 87.9 18.31 9.73 1831 50645 0.799 2.194
LIFM-31 2.7 2.1 85.4 13.99 13.15 1399 2160.1 0.613 0.723
Zr6-AzoBDC 24 2.1 87.9 1440 833 14.40 3540.6 0.708 1.215
BUT-30 23 2.2 88.1 15.63 889 1563 38503 0.728 1.375
ClZ/ferEBDC 2.6 2.1 86.6 1424 854 1424 28150 0.671 0.984
bpyv-MOF 2.1 2.2 89.1 13.71 957 1371 45212  0.765 1.652
LIFM-29 2.9 1.9 84.8 11.59 10.02 11.59 18399 0.543 0.564
LIFM-32 2.6 2.0 84.8 13.62 1239 1335 21879 0.598 0.722
NU-800 2.2 2.1 89.4 13.68 6.84 13.68 44263 0.746 1.295
ZrOMTP 2.2 2.1 89.5 18.72  7.16 1872 30372  0.703 1.204
Zr-L1-Br4 32 1.7 84.3 1233  9.75 1233 16358 0.519 0.518
JLU-Liu35 25 1.9 87.1 12.74 7.47 1273 31862 0.616 0.910
nitro-MOF 1.7 24 88.7 23779 1337 23.75 60544  0.865 3.632
Zr6-SDC-Br2 2.7 1.9 85.5 14.65 650 14.65 29282 0.653 0.835
PCN-59 3.8 1.7 73.4 1450 428 1450 22436 0.469 0.652
Zr6-EDB-Br2 2.7 1.8 85.4 1482 648 1482 29455 0.656 0.833
PCN-111 2.0 2.1 88.1 18.84 1094 18.84 4503.6 0.790 1.966
Ui0-66 3.8 1.6 73.0 856 4.10 856 10540 0438 0.358
UiO-66-PDC 3.7 1.6 75.9 844 430 843 1128.6 0.446 0.359
Zr-L6 2.5 1.7 86.3 1729  9.16 1729 2093.0 0.567 0.869
Zr-L2 2.5 1.7 86.7 1484 11.01 14.83 2381.5 0.588 0.946
Ui0-67-Br2 2.9 1.2 87.3 1044 525 1044 1796.1 0.538 0.515
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ANCH, Rcyg, GCD PLD LCD SA \Y

Structure SCHYN, (mol/kg) (%) @ A A (m¥y Ve (Cm3p/ )
Zr-L1 23 1.6 87.4 19.02 1346 19.02 21148 0.627 1.057
PIZOF-2 2.6 1.5 85.2 17.81 1025 17.81 2064.1  0.551 0.826
PIZOF-1 23 1.5 87.0 18.21 1094 1821 21445 0.606 0.994
Zr-L7 24 1.5 86.2 18.06 11.02 18.06 19939 0.597 0.899
LIFM-30 23 1.4 87.2 11.68 9.75 11.68 19019 0.529 0.570
UiO-66-OH 3.8 1.0 74.0 7.65 3.87 7.65 872.9 0.393 0.303
Ui0O-66-NH2 4.0 1.0 71.5 7.64 380 7.64 828.2 0.365 0.285
Zr-L4 22 14 87.0 19.05 1279 19.04 19585 0.613 0.963
Zr-L3 2.2 1.3 87.0 18.79 12.69 1879 1983.2  0.607 0.954
Zr-L5 2.1 1.2 86.6 19.03 12.74 19.03 1819.4  0.600 0.880
Zr6-fBPDC 1.9 0.8 88.2 13.38  3.87 1338 1490.6 0.515 0.509
UiO-66-F 1.6 1.0 75.8 7.67 392 7.67 892.8 0.398 0.306

GCD: Global Cavity Diameter, PLD: Pore Limiting Diameter, LCD: Largest Cavity Diameter, SA: Surface Area, V¢
Void Fraction, V,,: Pore Volume
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