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Crystal Structure of Perchloric Acid Rare Earth Sm(l) Acyclic Polyether Diglycol EO4

GU Jian-Ming* CHEN Lin-Shen HU Xiu-Rong
(Analysis Center of Zhejiang University, Hangzhou 310028)

Abstract: The crystal of title compounds belongs to orthorhombic system with space group P2,2,2, (No.19).
The cell parmeters are a=1.432 16(3) nm, b=1.457 20(3) nm, ¢=3.005 85(6) nm, and V=6273.0(2) nm®, Z=8,
nMo Ka)=22.21 em™, D,=1.802 g-cm™, F(000)=3 416.00, Finally R,=0.033 and wR,=0.073 (I>2.000 (I)), S=
1.023. Every center atom Sm(lll) is surrounded by the two aether chains, the title compound has ten-coordinate
structure and the coordination polyhedron shows a Bicapped Square Antiprism. In the crystal, the title compound

has the flack of double moleculars and non-symmetry. The anion ClO,~ does not take part in the coordination.

CCDC: 238709.
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Table 1 Basis data of crystal crystallography
Empirical formula C6H3,05CLSm Structure solution SIR92
Formula weight 851.19 Wavelength / nm 0.071 069
Crystal dimensions / mm 0.25 x 0.25 x 0.15 Crystal system Orthorhombic
Temperature / K 293(x1) Space group P22.2,
Reflections collected 43 410 a/nm 1.432 16(3)
Independent reflections 14 083 (R;,=0.037) b/ nm 1.457 20(3)
F(000) 3 416.00 ¢/ nm 3.005 85(6)
(Mo Ka) / em™ 2221 V/ nm? 6 273.0(2)
Refinement method F? D./ (g cm™) 1.802
Goodness of fit indicator 1.023 A 8
Shift / error max 0.002 26, 27.48
R, (1>2.000(])) 0.033 residual diff density max and min / (e+nm™) 1 040, =730
wR, (1>2.000(1)) 0.073
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Table 2 Selected bong (nm) and torsion (°)
Sm(1)-0(1) 0.249 5(4) Sm(1)-0(2) 0.251 3(4) Sm(1)-0(3) 0.261 8(4)
Sm(1)-0(4) 0.253 0(4) Sm(1)-0(5) 0.244 1(4) Sm(1)-0(6) 0.247 0(4)
Sm(1)-0(7) 0.254 5(4) Sm(1)-0(8) 0.262 0(4) Sm(1)-0(9) 0.253 8(4)
Sm(1)-0(10) 0.250 6(4)
Sm(2)-0(11) 0.247 1(4) Sm(2)-0(12) 0.252 8(5) Sm(2)-0(13) 0.264 5(5)
Sm(2)-0(14) 0.258 0(5) Sm(2)-0(15) 0.245 5(4) Sm(2)-0(16) 0.247 8(5)
Sm(2)-0(17) 0.254 1(4) Sm(2)-0O(18) 0.264 9(4) Sm(2)-0(19) 0.248 6(4)
Sm(2)-0(20) 0.244 5(4)
0(1)-C(1)-C(2)-0(2) -51.6(7) C(6)-0(4)-C(7)-C(8) -161.3(5) C(5)-C(6)-0(4)-C(7 28.8(5)
C(2)-0(2)-C(3)-C(4) ~173.9(4) C(1)-C(2)-0(2)-C(3) 86.9(5) 0(4)-C(7)-C(8) -44.3(7)
C(3)-C(4)-0(3)-C(5) 9.1(5) 0(2)-C(3)-C(4)-0(3) ~54.4(6)
0(3)-C(5)-C(6)-0(4) 51.7(6) C(4)-0(3)-C(5)-C(6) ~178.3(4)
0(6)-C(9)-C(10)-0(7) —44.5(7) C(14)-0(9)-C(15)-C(16) -97.3(5) C(13)-C(14)-0(9)-C(15) 8.1(5)
C(10)-0(7)-C(11)-C(12) 153.3(5) €(9)-C(10)-0(7)-C(11) 21.5(5) 0(9)-C(15)-C(16)-0(10) ~53.4(7)
C(11)-C(12)-0(8)-C(13) ~2.9(5) 0(7)-C(11)-C(12)-0(8) 51.9(7)
0(8)-C(13)-C(14)-0(9) -53.5(7) C(12)-0(8)-C(13)-C(14) ~167.9(4)

Fig.2 ORTEP for the cation of the complexed (with 40% probability displacement ellipsoids)
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