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1- Selected bond lengths and angles of MOFs 1-2
Table S1 Selected bond lengths (A) and angles (°) for 1.

Zn1—O01W 1.938(5) Zn2—02 1.939(2)
Zn1—o03 2.025(2) Zn2—N1 2.026(5)
Zn2—N2" 2.027(5)

01W—Zn1—O03' 100.39(7) 03—Zn1—03" 88.14(2)
03—7Zn1—03 159.22(14) 03" 7Zn1—03 88.14(2)
02—2Zn2—02" 103.50(15) 02—2Zn2—N1 111.72(12)
02—7Zn2—N2" 111.67(12) N1—Zn2—N2¥ 106.7(2)

Symmetry codes: (i) -, -y, z; (i) Y, -X, z; (iii) -y, X, z; (iv) =X, -y, -z; (V) X, Y, 1-z; (Vi) 1-y, X, z; (Vii) X, Y, -z; (viii) y, 1-X, 1-z.

Table S2 Selected bond lengths (A) and angles (°) for 2.

Cd2—O4" 2.291(4) Cd2—02 2.333(4)
Cd2—o3 2.292(4) Cd2—N1 2.318(4)
Cd2—o01 2.457(4)

04" —Cd2—03 126.52(16) 04 Cd2—N1 92.07(10)
03"_—_Cd2—N1 87.07(11) N1—Cd2—N1V 174.1(2)
04"—Cd2—02 86.12(17) 03"_Cd2—02 147.36(17)
N1—Cd2—02 92.24(11) 04_cd2—o01 139.44(17)
03"_Cd2—01 94.05(17) N1—Cd2—O01 89.8(1)
02—Cd2—O01 53.32(16) 04_cd2—c1 112.55(19)
03"_cd2—cC1 120.94(19) N1—Cd2—C1 91.15(11)
02—Cd2—C1 26.43(18) 01—Cd2—C1 26.89(17)

Symmetry codes: (i) X, Y, 2-z; (ii) y, -x+y, 1-z; (iii) 1-y, 1+x-y, z; (iv) X, y, 1-Z; (V) -x+y, 1-x, 1-Z; (Vi) X-y, X, Z.

2- Powder X-ray diffraction of MOFs 1-2
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Fig. S1. X-ray powder diffraction patterns of MOF 1. Note that some differences in intensities
between the calculated and experimental patterns may be due to the variation in crystal orientation or
framework deterioration in the powdered samples.
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Fig. S2. Profile fitting of X-ray powder diffraction pattern of as-synthesized MOF 1. The red, blue,
and gray lines are the calculated, the as-synthesized and the difference between the calculated and the
as-synthesized. The blue bars are the calculated brag positions. The best fitting results for 1: a =
29.467(6), ¢ = 10.122(3).
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Fig. S3. X -ray powder diffraction patterns of MOF 2. Note that some differences in intensities
between the calculated and experimental patterns may be due to the variation in crystal orientation or
framework deterioration in the powdered samples.



Electronic Supplementary Material (ESI) for CrystEngComm
This journal is © The Royal Society of Chemistry 2013

Structure  100.00 %

100

000-

900-

800

700

600-

2004

100 ’ :

e J o ' ’ L st b L A oA

i m " ] Wit UL AL A I L el (Mt AL i Lk L f UL e

-100 " !

2000 | W W L L I L0 U L L L 1 TTTan e

6 8 10 12 14 16 18 20 22 24 26 28 30 2 34 *® k] 40 2 4 4 48

0

Fig. S4. Profile fitting of X-ray powder diffraction pattern of as-synthesized MOF 2. The red, black,
and gray lines are the calculated, the as-synthesized and the difference between the calculated and the
as-synthesized. The blue bars are the calculated brag positions. The best fitting results for 2: a =
25.321(51), ¢ = 19.911(66).

3- Additional crystallographic figures

Fig. S5. Simplified doubly-interpenetrating 8-conneted bcu net of MOF 1.
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Fig. S6  Simplified doubly-interpenetrating (4,8)-connected sqc928 net of MOF 1.

Fig. S7 simplified 6-connected kagome net of 2.

4- TGA curves for MOFs 1 and 2
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Fig. S8. TGA curves of MOFs 1 and 2. Note that the activated 1 was left in air for several days before

the TGA measurement.
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5- Addition gas sorption isotherms for MOF 1.
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Fig. S9 H, gas sorption isotherms of MOF 1 at 77 K.



