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Table S1. Specified hydrogen bonds for 1-8 (with esds except fixed and riding H).

DH H~A DA <(DHA)

1

0.85  2.03 2.745(9) 1418  OIW-HIW-—-O3W
0.85 199  2.778(12) 1544  O3W-H6W:O6W
096  1.83 2.778(8) 1684  NI-HOA'--O11

096 178  2.702(9) 1592  N2-HOB---Ol

085 191 2.723(7) 1584  OIW-H2W--05_$1
0.85 198  2.716(8) 1438  O2W-H3W--0O4W_$2
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085 196  2.775(8) 160.8  O2W-H4W---Ol4 $3
0.82  1.64  2449%8) 1708  O2-H2B--O7 _$4
082  1.83  2.596(7) 1558  O4-H4B---Ol1 85
0.85 236  2.884(11) 1208  O6W-HIIW--02_$6
082 173 2.545(7) 1746  OS8-HSC---05_$7
082  1.69  24998) 1689  O10-HI0A--O16_$8
082 171  2.5208) 170.6  OI3-HI3B---Ol $4
082 173  2.540(8) 170.1  OI17-H17C--014 $2
2

085  1.88  2.654(5) 1504  O2W-H3W--O3W
085 221  2937(4) 1430 OIW-HIW--02 $1
082 180  2.6154) 1788  O2-H2A---Ol $I
082 190  2.663(4) 1553  05-H5A:--Ol Sl

3

0.80(4) 2.05(4) 2.8103)  159(3) O2W-H3W---09
082 181  2.6183) 170.7  O2-H2A---Ol $3
082 1.73  2.5473) 1739  O4-H4A---O1_$3
082 201  2.774(3) 1542  O8-H8D---02 $3
085 196  2.8103) 1744  OIW-HIW--07 $1
085 219  29603) 1509  OIW-H2W---07_$2
0.84(4) 1.88(4) 2.698(3)  165(3) O2W-H4W--09 $1
082 176  2.562(3) 1645  O5-H5A-07 $2

4

085 193  2.7703) 1678  OIW-HIW---06 $1
085 201  2.802(3) 1544  O2W-H3W---05
085 183  2.681(33) 1759  O2W-H4W---05 $1
082 177  2.5743) 1684  O2-H2A--O1 $2
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0.82 1.72 2.524(3) 167.4 O7-H7C---06_$3
0.82 1.74 2.558(3) 173.5 O8-H8D---0O1 $2

0.85 2.16 3.003(3) 169.0 O1W-H2W---06_$3

0.82 1.82 2.628(4) 169.6 O1-H1A---03_$1
0.82 1.62 2.395(4) 155.6 0O4-H4A---07_$2

0.82 1.79 2.559(4) 156.0 O5-H5A---03_$§1

0.82 1.76 2.551(2) 160.6 O1-H1A---06_$1
0.82 1.71 2.525(2) 170.0 O3-H3A---09_$2
0.82 1.75 2.549(2) 165.2 O5-H5A---09_$3

0.82 1.92 2.723(3) 166.9 O8-H8D---06_$4

7
0.82 1.746 2.539 162.31  0O3-H3A---O1 $1
0.82 1.810 2.628 174.99  O4-H4A---09_$2
0.82 1.665 2.455 160.89  O7-H7C---02_$1
0.82 1.817 2.623 167.30  O8-H8D---O1 $1
8

0.85 1.84 2.48(2) 131.0 O1W-H2W:---04W
0.85 1.92 2.747(4) 163.6 O1W-H2W:---O3W
0.85 2.64 3.363(4) 143.3 O3W-H6W:---O2
0.85 2.14 2.929(3) 153.6 O2W-H3W:---07_$1
0.82 1.91 2.687(3) 157.6 0O2-H2A---08 $1
0.85 2.39 3.129(4) 146.4 O3W-H6W:--05_$2

0.82 1.78 2.597(3) 178.7 O7-H7C---08_§1

Operators for generating equivalent atoms for 1: $1 x, y-1, z-1; $2 -x, -y+1, -z+1; §3
xtl,y, z; $4 -x+1, -y+1, -z+2; $5 -x, -y+1, -z+2; $6 x-1, y, z-1; §7 -x+1, -y+2, -z+2;
$8 -x, -y, -z+1; for 2: -x-1, -y+2, -z ; for 3: $1 -x+2, -y+1, -z+1; $2 x, y-1, z; $3 -x+2,
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-y+1, -z; for 4: $1 x+1, -y+1, -z; $2 -x+1, -y+1, -z+1; $3  x, y-1, z; for 5: $1 -x, -y,
-z+1; $2 x-1, y+1, z; for 6: $1 x-1/2, -y+3/2, z-1/2; $2 x+1/2, -y+3/2, z-1/2; $3 -x+5/2,
y+1/2, -z+1/2; $4 -x+5/2, y-1/2, -z+1/2; for 7: $1 -x, -y+1, -z; x+1, y-1, z; for 8: $1
-x+2, -y+l1, -z; $2 x, y-1, z.

Figure S2. Ball-stick diagram of compound 5 with window size labled.
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Figure S3. Comparison of the simulated and experimental PXRD patterns of
compound 1.
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Figure S4. Comparison of the simulated and experimental PXRD patterns of
compound 2.
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Figure S5. Comparison of the

compound 3.
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Figure S6. Comparison of the simulated and experimental PXRD patterns of

compound 4.
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Figure S7. Comparison of the simulated and experimental PXRD patterns of
compound 5.

experimental

simulated

Relative Intensity

T T T T T T T
10 20 30 40 50

2 theta (%)

Figure S8. Comparison of the simulated and experimental PXRD patterns of
compound 6.
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Figure S9. Comparison of the simulated and experimental PXRD patterns of
compound 7.
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Figure S10. Comparison of the simulated and experimental PXRD patterns of
compound 8.
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Figure S11. IR spectra of ligands HgL* and HgL>.
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Figure S12. IR spectra of compounds 1 and 8.
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Figure S13. IR spectra of compounds 2-4.
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Figure S14. IR spectra of compounds 5-7.
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Equation y=a+b*x
Adj. R-Square 0.99126
Value Standard Error
(] Langmuir Intercept 4.80108 0.23166
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Figure S15. Langmuir graph for CO, adsorption on compound 5 at 273 K.



