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Table S1 Selected Bond Distances (A) and Angles(°) of 1

Bond Distances

Zn1-04 2.021(4)
Zn1-06 2.000(5)
Zn1-O4a 2.021(4)
Zn1-01b 2.022(4)
Zn1-0O1c 2.022(4)
Zn2-03 2.014(4)
Zn2-05 1.995(6)
Zn2-03a 2.014(4)
Zn2-02b 2.015(4)
Zn2-02c¢ 2.015(4)
Bond Angles
04-Zn1-06 99.35(18)
04-Zn1-Oda 86.9(2)
01b -Zn1-04 87.0(2)
01c-Zn1-04 158.43(19)
04a-Zn1-06 99.35(18)
01b-Zn1-06 102.05(17)
01c-Zn1-06 102.05(17)
01b-Zn1-O4a 158.43(19)
0O1c-Zn1-O4a 87.0(2)
0O1b-Zn1-0O1c 91.2(2)
03-Zn2-05 103.4(2)
03-Zn2-03a 87.4(2)
02b -Zn2-03 87.2(2)
02¢-Zn2-03 156.98(19)
03a-Zn2-05 103.4(2)
02b-Zn2-05 99.6(2)
02¢-Zn2-05 99.6(2)
02b-Zn2-03a 156.98(19)
02c¢-Zn2-03a 87.2(2)
02b-Zn2-02c¢ 89.0(2)

Symmetry transformations used to generate equivalent atoms: a=y, x, z; b= 1/2-y, -1/2+x, 1/2-z; c=-1/2+x, 1/2-y,

1/2-z.
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Fig. S1 (a) The pore size of 1(C: grey, Zn: blue, O: red, H is omitted for clarity); (b) Tt-it stacking in 1(C:
grey, Zn: blue, O: red, H : white).
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Fig. S2 IR spectrum of 1 and free HgTCBPDC.
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Fig. S3 PXRD patterns of 1 for simulated (black) and the as-synthesized (red).
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Fig. S4 The TG and DTA curves of 1a and 1.

Tttt ettt
50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800



8x10°
7x10° 1

6x10°
m 1a

5x10° - A Crr@1a

4x10°

Counts

3x10° 1
2x10% 1

1x10°

I T I f I ¥ I ! I ' I T I ! I

0 10 20 30 40 50 60 70 80

Time / ns

Fig. S5 Fit result of the time-resolved fluorescence decay traces of 1a and Cr3*@1a.
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Fig. S6 The ly/1 versus the concentration of Cr3* ion for 1a (from 0 to 0.25 mM).
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Fig. S7 PXRD patterns of simulated, the as-synthesized, Cr3*@1a, Cr,0,>@1a, Cr3* (after 5 cycles) and
Cr,0,% (after 5 cycles).
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Fig. S8 UV-Vis adsorption spectrum of M(NO3), aqueous solution and the excitation spectrum of 1a.
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Fig. S9 Fit result of the time-resolved fluorescence decay traces of 1a and Cr,0,> @1a.
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Fig. S10 The Iy/I versus the concentration of Cr,0,% ion for 1a (from 0 to 0.5 mM).
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Fig. S11 UV-Vis adsorption spectrum of K,(A) aqueous solution and the excitation spectrum of 1a.



