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Abstract: A novel coordination ploymer [Cd(HO-BDC)(phen)-H,0], (where HO-BDC is 5-Hydroxyisophthalic acid

and phen is 1,10-phenanthroline) has been synthesized and characterized by elemental analysis, IR spectra and

single-crystal X-ray diffraction. The crystal belongs to monoclinic, space group P2/c, with ¢=0.8764 (2) nm, b=
1.233 0(3) nm, ¢=1.7612(4) nm, B=109.152(9)°, V=1.797 8(7) nm’, Z=4, M,=490.73, D.=1.813 g-cm>, F(000)=
976, u=1.258 mm™, the final R=0.043 8 and wR=0.0989 for 2 880 observed reflections with >20 (I). The struc-

tural analysis shows that the complex has a one-dimensional chain structure. CCDC: 609770.
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Table 1 Crystal data collection and structure refinement details for [Cd(HO-BDC)(phen)- H,0],
Empirical formula CyH1CdN,Og D.a. ! (g-cm™) 1.813
M, 490.73 p/ mm™ 1.258
T/K 293(2) F(000) 976
A(Mo Ker) / nm 0.071 073 Crystal size / mm 0.32 x 0.28 x 0.26
Crystal system Monoclinic Method of collecting reflections -
Space group P2/c 0 range for data collection / (°) 2.06~26.00
a/ nm 0.876 4(2) Reflns. collected / unique 9467 /3 504 (R;,,=0.031)
b/ nm 1.233 0(3) Observed reflns (I>207(1)) 2 880
¢/ nm 1.761 2(4) Parameters refined 262
B/(°) 109.152(9) Goodness-of-fit on F 1.081
V /o’ 1.797 8(7) Final R indices [I>20(])] R=0.043 8, wR,=0.098 9
Z 4 Maximum peak and hole / (e*nm™) 927, -946
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Table 2 Selected bond lengths (nm) and angles (°) for [Cd(HO-BDC)(phen)-H,0],

Cd1-01 0.238 6(4) Cd1-05¢ 0.220 8(4) 05-C20 0.126 9(6)

Cd1-02 0.234 8(4) 01-C13 0.125 3(6) N1-C12 0.134 5(6)

Cd1-N1 0.228 7(4) 02-C13 0.123 1(6) N1-C1 0.133 4(6)

Cd1-N2 0.232 9(4) 03-C16 0.135 6(6) N2-C11 0.131 4(6)

Cd1-04b 0.227 2(4) 04-C20 0.124 5(6) N2-C10 0.131 5(6)
01-Cd1-02 54.59(12) 02-Cd1-N1 100.27(12) 04b-Cd1-N1 83.90(13)
01-Cd1-N1 90.70(14) 02-Cd1-N2 140.03(14) 05¢-Cd1-N1 167.42(13)
01-Cd1-N2 86.07(13) 02-Cd1-C13 27.03(14) N2-Cd1-C13 113.54(15)
01-Cd1-C13 27.59(13) 02-Cd1-04b 93.08(12) 04b-Cd1-N2 123.05(13)
01-Cd1-04b 145.75(12) 02-Cd1-05¢ 92.20(13) 05¢-Cd1-N2 100.89(13)
01-Cd1-05¢ 97.93(14) N1-Cd1-N2 70.46(13)

Symmetry codes: b: 1-x, 1-y, 2-z; c: x, 1-y, =1/2+z.
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Table 3 Hydrogen bonding for [Cd(HO-BDC)(phen) - H,O], geometry

Doner-H---Accepter D-H / nm H---A / nm DA/ nm D-H---A /(%)
03-H3b---06 0.085 0.188 0.267 0(5) 152.9
06-H6b---02 0.085 0.218 0.296 4(5) 153.9
06-Hé6¢---05 0.085 0.209 0.282 8(5) 144.6

Symmetry codes: b: 1-x, 1-y, 2-z; c¢: x, 1y, —1/2+z.
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Fig.5 Packing diagram of [Cd(HO-BDC)(phen)- H,0],
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