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Fig. S1 H NMR spectra of 1,3,5-tris(oromomethyl)-2,4,6-trimethoxybenzene
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Fig. S2 *H NMR spectra of 1,3,5-tris((pyridin-4-ylthio)methyl)benzene (L;)
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Fig. S3 H NMR spectra of 2,4,6-trimethoxy-1,3,5-tris((pyridin-4-ylthio)methyl)benzene (L)



[C27H37N;0385+H ]+

1:MS(+) RT:0.250 Scan:#151 N 4.29e5
s 538.1314
100.00 - P

1 S

| H,CO OCH,

1 ‘ = § 5 | ~

| N~ OCH, _N

D/D -

| 539.1343
540.1295

| 269.5690 437.1954 -

(oo 2252 318‘?016 | 415.2133 4766724 © S61.1168
200 250 300 350 400 450 500 550 600 650 700 750

Fig. S4 HRMS of 2,4,6-trimethoxy-1,3,5-tris((pyridin-4-ylthio)methyl)benzene (L.)
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Fig. S5 Thermogravimetric curves of MOFs 1-3
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Fig. S6 The amount of metal ions released by MOFs 1-3 in different solutions



Table S1. Selected bond distances (A) and angles (°) for complexes 1-3

1

Zn1-Ci1 2.2440(11) Zni-Cl2 2.2114(12)

Zn1-N1 2.037(3) Zni-N3 2.029(3)

Cl2-zn1-Cl1 121.02(5) N1-zZni-Cl1 105.02(9) N1-Zni-CI2 105.47(9)
N3-Zn1-Cl1 108.31(10) N3-Zn1-CI2 108.44(10) N3-Zn1-N1 107.90(13)
2

11-Cu2 2.656(2) 11-Cul 2.624(3) 11-02 2.09(2)
11-03 2.37(2) 12-Cu2 2.577(2) 12-Cul 3.065(3)
12-01 2.34(2) 12-Cu3 2.2325(10) 13-Cu2 2.960(3)
13-Cul 2.571(2) 13-Cu3 2.3154(10) 13-04 2.00(2)
Cu2—-Cul 2.408(3) Cu2-N3 1.975(12) Cul-N1 1.954(13)
Cul-Cu3 2.548(2)

Cul-11-Cu2 54.26(7) 02-11-Cu2 77.4(6) 02-11-Cul 106.6(6)
02-11-03 177.3(8) 03-11-Cu2 101.2(5) 03-11-Cul 74.2(5)
Cu2-12-Cul 49.61(6) 01-12-Cul 147.7(6) Cu3-12-Cul 54.82(4)
Cu3-12-01 139.2(5) Cul-13-Cu2 51.02(6) Cu3-13-Cul 62.61(6)
04-13-Cu2 156.7(7) 04-13-Cul 125.2(6) 11-Cu2—-13 99.62(7)
12-Cu2-I11 109.99(8) 12-Cu2-13 99.68(8) Cul-Cu2-I1 62.19(8)
Cul-Cu2-12 75.81(9) Cul-Cu2-13 56.11(7) N3-Cu2-11 116.7(4)
N3-Cu2-12 119.3(4) N3-Cu2-13 108.0(4) N3-Cu2-Cul 161.4(4)
11-Cul-I12 97.48(7) 13-Cul—I1 111.52(8) 13-Cul—i2 97.14(8)
Cu2-Cul-I1 63.55(8) Cu2-Cul-I2 54.58(7) Cu2-Cul-I3 72.87(8)
N1-Cul-I1 119.5(4) N1-Cul-I2 107.6(4) N1-Cul-I3 118.3(4)
N1-Cul-Cu2 161.5(4) N1-Cul-Cu3 137.4(4) Cu3-Cul-I1 99.09(7)
Cu3-Cul-I2 45.73(5) Cu3-Cul-I3 53.78(5)

3

Br01-Cu03 2.541(5) Bro2—Cu03 2.442(2) Cu03-N1 2.015(12)
Cu03-N2 2.037(11) Cu03-N3 2.101(12) Cu03-Br 2.99(4)
Br02-Cu03-Brol 120.81(13) Br02-Cu03-Br 114.4(5) N1-Cu03-Bro1 95.6(4)
N1-Cu03-Bro2 90.4(3) N1-Cu03-N2 171.4(5) N1-Cu03-N3 83.2(5)
N1-Cu03-Br 92.0(5) N2-Cu03-Bro1 91.8(4) N2-Cu03-Br02 89.5(3)
N2-Cu03-N3 90.6(4) N2-Cu03-Br 95.9(5) N3-Cu03-Br01 105.7(4)
N3-Cu03-Bro2 133.4(3) N3-Cu03-Br 111.8(6)




