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Table 1 Crystallographic Date of Title Compound

[La(CsHeNO2)3] .

identification code

empirical formula C24HisLaN1Os
crystal system monoclinic
space group P2(1)/¢
a/nm 0.7889(3)
b/nm 2.5916(9)
¢/nm 1. 1489(4)
a/(°) 90. 00
B/ 95.219(6)
v/ (%) 90. 00

Z 4

D./(g " cm™?) 1.656

R 0. 0328
wR> 0. 0522

WERMESYH&EEFEEIITER 1. EL
FEFRLRERSEINTER 2, BoKAEMAT
F* 3.

CCDC: 211700,

WERMESYTESRFEFHREMFR A 1
i, RZfRREWM o I MEEWME 2 Bix, A
b MW 3 Fiso
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Fig. 1 Molecular structure of title compound
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Table 2 Atomic Coordinates( x 10*) and Equivalent Isotropic Displacement Parameters(nm’ x 10) for Title Compound

atom x y z Uleq) atom x ¥ z Uleq)
La(1) 2390(1) 4973(1) 9248(1) 18(1) C(8) -1139(5) 4662(1) 7841(3) 26(1)
N(1) -3782(4) 4594(1) 2655(3) 26(1) C(9) 2258(5) 2182(2) 10299(4) 50(1)
N{(2) 2282(5) 1671(2) 10464(4) 63(1) C(10) 1531(5) 2534(2) 11011(4) 37(1)
N(3) 3401(5) 8016(1) 12736(4) 54(1) C(11) 808(6) 2333(2) 11968(4) 48(1)
0(1) 390(3) 4668(1) 7603(2) 33(1) C(12) 828(6) 1808(2) 12152(5) 57(1)
0(2) -1573(3) 4762(1) 8850(2) 38(1) C(13) 1576(6) 1496(2) 11384(5) 59(1)
0(3) 1518(3) 4161(1) 10147(2) 37(1) C(14) 1525(5) 3087(1) 10722(4) 36(1)
0(4) -733(3) 4246(1) 11177(2) 35(1) C(15) 519(5) 3435(1) 11123(4) 39(1)
0(5) 4797(3) 5544(1) 9990(2) 27(1) C(16) 450(4) 3987(1) 10788(3) 28(1)
0(6) 6019(3) 5754(1) 11731(2) 30(1) C(17) 3929(6) 7531(2) 12600(4) 48(1)
c(1) —2842(5) 4647(1) 3683(3) 29(1) C(18) 3698(5) 7242(1) 11587(4) 32(1)
C(2) -3315(4) 4468(1) 4745(3) 27(1) C(19) 2855(5) 7482(2) 10629(4) 43(1)
C(3) —4869(5) 4217(2) 4727(3) 33(1) C(20) 2307(6) 7985(2) 10733(4) 50(1)
C(4) —5841(5) 4155(2) 3682(3) 36(1) C(21) 2621(6) 8232(2) 11782(4) 47(1)
C(5) -5256(4) 4345(2) 2670(3) 31(1) C(22) 4374(5) 6715(2) 11584(3) 34(1)
C(6) -2142(5) 4552(1) 5782(3) 31(1) C(23) 4225(5) 6376(1) 10725(4) 31(1)
C(7) —2471(4) 4539(1) 6885(3) 28(1) C(24) 5059(4) 5866 (1) 10845(3) 24(1)

U(eq) is defined as one third of the trace of the orthogonalized U; tensor.
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Table 3 Selected Bond Lengths(nm) and Angles(°) for Title Compound
La(1)-0(2)#1 0.2433(3) La(1)-0(4)#1 0.2435(2) La(1)-0(3) 0.2469(3)
La(1)-0(1) 0.2478(2) La(1)-0(5) 0.2495(2) La(1)-0(6)#2 0.2579(2)
La(1)-0(5)#2 0.2671¢2) La(1)-N(1)#3 0.2771(3) La(1)-C(24)#2 0.2972(4)
N(1)-C(5) 0.1332¢4) N(1)-C(1) 0.1343(4) N(1)-La(1)#3 0.2771(3)
C(24)-La(1)#2 0.297214) N(2)-C(9) 0. 1337(5) N(3)-C(21) 0. 1330(6)
N(3)-C(17) 0.1338(5) 0(2)-La(1)#1 0.2433(3) 0(4)-La(1)#1 0.2435(2)
0(5)-La(1)#2 0.267142) 0(6)-La(1)#2 0.2579(2)
0(2)#1-La(1)-0(4)#1 76.38(9) 0(2)#1-La(1)-0(3) 76.00(9) 0(4)#1-La(1)-0(3) 128. 88(9)
0(2)#1-La(1)-0(6)#2 141.03(8) 0(4)#1-La(1)-0(6)#2 142.52(9) 0(3)-La(1)-0(6)#2 74.04(9)
0(1)-La(1)-0(6)#2 74.68(8) 0(5)-La(1)-0(6)#2 101.33(8) 0(2)#1-La(1)-0(5)#2 97.31(9)
0(4)#1-La(1)-0(5)#2 153. 86(8) 0(3)-La(1)-0(5)#2 71.94(8) 0(1)-La(1)-0(5)#2 122, 84(8)
0(5)-La(1)-0(5)#2 66. 52(9) 0(6)#2-La(1)-0(5)#2 49.71(8) 0(2)#1-La(1)-N(1)#3 138. 68(9)
0(4)#1-La(1)-N(1)#3 75.50(9) 0(6)#2-La(1)-C(24)#2 24.68(8) N(1)#3-La(1)-C(24)#2 87.09(9)

Symmetry codes: #1: —x, —y+1, —z+42; #2: —x+1, —y+1, —2+2; #3: - x, —-y+1, ~z+ 1

2 BRERCESYH_HEH (N o FHWE)
Fig. 2 Two-dimensional structure of title compound (view from

a axis)
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Fig.3 Two-dimensional structure of title compound (view from

b axis)
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Synthesis and Crystal Structure of A Novel Porous Coordination Polymer [La(CsH¢NO:):1,

ZHOU Qiu-Xiang WANG Yan-Ji* ZHAO Xin-Qiang YUE Lin
( School of Chemical Engineering and Technology, Hebei University of Technology, Tianjin 300130)

A novel porous coordination polymer [La(CsHsNO:)s] . was synthesized by hydrothermal reaction of flexible
ligands 3-(3-pyridyl) acrylate and La(NOs)s - 6H.0. The structure was characterized by elemental analysis, IR
spectroscopy and X-ray single crvstal diffraction. X-ray single crystal analysis reveals the structure consists of
[La(CsHsNO2)s] .. It crystallizes in monoclinic crystal system with space group P2(1)/ c. Crystallographic date:
a=0. 7889(3) nm, 5=2.5916(9) nm, c=1.1489(4) nm, a=90.00°, B=95.219(6)° ¥=90.00°, V=
2.3393(15) nm’, Z=4, D.=1.656g * cm™*, u=1.871mm"!, F(000) =1152, R\ =0.0328, wR,=0.0522.

CCDC: 211700.

Keywords: 3-(3-pyridyl) acrylate

crystal structure
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