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Synthesis, Crystal Structures and Properties of Cadmium Coordination Polymers Based on
2-Aminoterephthalic Acid
HU Yun-Xia"? ZHANG Wen-Wei*! Li Yi-Zhi' BAI Jun-Feng**
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Table 1 Selected bond lengths (nm) and bond angles (°) for complex 1

Cd1-01 0.240 5(3) Cd1-03° 0.231 6(4)
Cd1-02 0.237 1(4) Cd1-03° 0.273 5(3)
Cd1-05 0.228 4(4) Cd1-04° 0.224 6(4)
Cd1-N1? 0.244 9(4)
01-Cd1-02 54.30(12) 05-Cd1-N1° 79.31(12)
01-Cd1-05 88.43(12) 03°-Cd1-05 84.25(12)
01-Cd1-N1° 90.85(13) 03°-Cd1-05 86.11(11)
01-Cd1-03 91.03(12) 04°-Cd1-05 133.60(13)
01-Cd1-03° 166.31(12) 03°-Cd1-N1° 163.39(13)
01-Cd1-04° 137.27(13) 03°-Cd1-N1% 100.44(12)
02-Cd1-05 141.18(12) 04°-Cd1-N1% 90.38(13)
02-Cd1-N1° 89.75(12) 03°-Cd1-03° 75.95(11)
02-Cd1-03 104.68(12) 03°-Cd1-04° 99.36(12)
02-Cd1-03° 132.66(11) 03°-Cd1-04° 51.19(12)
02-Cd1-04° 83.00(13)

Symmetry codes: *1+X,Y, z; X, -1/2+y, 1/2-z; °1+x, 3/2-y, -1/2+z.
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Table 2 Selected bond lengths (nm) and bond angles (°) for complex 2

Cd1-01 0.238 3(4) Cd1-N1 0.225 0(4)
Cd1-02 0.233 0(4) Cd1-02° 0.257 9(4)
Cd1-03 0.226 3(4) Cd1-04° 0.236 7(4)
Cd1-04 0.259 6(4)
01-Cd1-02 55.19(11) 03-Cd1-04 56.21(11)
01-Cd1-03 88.63(14) 03-Cd1-N1 124.05(15)
01-Cd1-04 110.73(11) 02-Cd1-03 82.79(11)
01-Cd1-N1 147.15(13) 03-Cd1-04° 120.33(12)
01-Cd1-02° 106.64(10) 04-Cd1-N1 88.23(13)
01-Cd1-04° 76.42(12) 02*-Cd1-04 122.09(10)

02-Cd1-03 126.91(11) 02*-Cd1-N1 83.10(12)



02-Cd1-04 162.77(11) 04°-Cd1-N1 83.04(13)

02-Cd1-N1 100.13(12) 02% -Cd1-04" 156.88(10)
02-Cd1-02° 74.21(10) 04-Cd1-04 75.82(11)
02-Cd1-04 90.16(11)

Symmetry codes: X, 2-y, 2-z; b1, 2-y, 2-z.
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Table 3 Selected bond lengths (nm) and bond angles (°) for complex 3

Cd1-01 0.237 1(4) Cd1-N3* 0.229 0(5)

Cd1-02 0.233 6(4) Cd1-03" 0.231 6(4)

Cd1-N2 0.232 0(5) Cd1-04 0.229 5(4)
01-Cd1-02 55.65(15) 01-Cd1-03" 106.58(13)
01-Cd1-N2 88.12(16) 01-Cd1-04° 102.63(13)
01-Cd1-N3? 142.64(14) 02-Cd1-N2 108.03(14)
01-Cd1-03° 106.58(13) 02-Cd1-N3* 88.05(15)
01-Cd1-04 102.63(13) 02-Cd1-03" 154.69(12)
02-Cd1-N2 108.03(14) 02-Cd1-04° 107.15(14)
02-Cd1-N3° 88.05(15) N2-Cd1-N3* 96.22(17)
02-Cd1-03" 154.69(12) 03°-Cd1-N2 87.38(13)
02-Cd1-04 107.15(14) 04°-Cd1-N2 143.05(15)
01-Cd1-02 55.65(15) 03"-Cd1-N3* 110.68(13)
01-Cd1-N2 88.12(16) 04°-Cd1-N3? 95.94(15)
01-Cd1-N3? 142.64(14) 03°-Cd1-04 55.69(14)

Symmetry codes: *-1+X, Y, Z; ' 1/2-y, -1/2+z.

R4 MEW1HER
Table 4 Hydrogen bonds of complex 1

d(H-A)/

D-H---A d (D-H) / nm . d (D---A) /nm ZDHAI()
Nla-H1Aa---Ola 0.086 0.249 0.308 6(5) 127.00
Nla-H1Ba---O4a 0.086 0.207 0.268 3(5) 128.00
Nla-H1Aa---O5 0.086 0.225 0.302 3(5) 148.90

0O5-H5A:--Ola 0.085 0.228 0.276 7(5) 117.00
05-H5B---02b 0.085 0.220 0.273 0(5) 120.00

Symmetry codes: a =1+X, Y, z; b=1-x, -0.5+y, 0.5-z.

K5 WEEY 2
Table 5 Hydrogen bonds of complex 2

D-H---A d (D-H) /nm d(H---A)/nm d(D---A)/nm ZDHAJ(°)

N2a-H2Ba---Ola 0.089 0.195 0.260 5(11) 129.00




C8c-H8c---02b 0.093 0.246 0.338 1(7) 171.00
N3c-H3Bc---03c 0.089 0.213 0.266 9(10) 119.00
Cl1d-H11d---O3c 0.093 0.249 0.340 5(8) 167.00

Symmetry codes: a =X, -1+y, -1+z; b = -x, 2-y, 1-z; ¢ = -x, 1-y, -z; d = -X, 1-y, 1-z.

x6 eV 3IMER
Table 6 Hydrogen bonds of complex 3

D-H---A d (D-H)/ nm dH---A/nm d(D---A)/nm ZDHAJ(°)
N1-H1E--O2a 0.089 0.249 0.332 6(8) 156.00
N1-H1F--03 0.089 0.210 0.274 5(7) 128.00

Symmetry codes: a = 1/2+x, 1/2-y, 1-z.

s syathesized

\ as-avadhosized

Lﬁ“'pulun"-.r‘uvwhﬁl'h"'dllll

siaiated l vimulaied
l_L " b N _; _ul m okl s A

Nntensity

-'\“-v-"' T S R

Tnbeisiny

2]

T T
"W i L
I Thena idegrees) I Theam (degreesh

Inirmeity

2 Theta Iegrees)

1 &1 (a). 2 (b)FI 3 (c)RIHF A XRD i K
Fig.1 Experimental and simulated PXRD patterns of 1(a), 2 (b) and 3 (c)



