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Nd 0 0.19975(5)]  1/4  10.00104(2)).00108(7)]0.00232(6) 0 0.00260(6) 0
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RS, a=16.5234, 5 =7.0734, c=9.775K, 8 =126.41°
X Y Z
Nd 0 0.19975(5) 1/4
Li 0 0 0
P(1) 0.3613(1) 0.0568(2) 0.3360(2)
P(2) 0.1490(1) 0.1577(2) 0.0968(2)
o(1) 0.4341(3) 0.0056(5) 0.2976(5)
0o(2) 0.2561(3) 0.0860(6) 0.1552(5)
0(3) 0.3859(3) 0.2202(6) 0.4509(5)
o(4) 0.1607(3) 0.3803(5) 0.0877(5)
o(5) 0.4255(3) 0.4024(5) 0.0825(5)
o(6) 0.1296(3) 0.1146(6) 0.2243(5)
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Nd #9+ ZH%k
Nd—O(1) 2% 2.59
Nd—0(3) 2% 2.42
Nd—0(5) 2% 2.49
Nd—0(6) 2% 2.38
Li #ysE#
Li—0(5) 2% 1.96 O(5)—Li—0(6) 101.5
Li—0(6) 2% 2.11
P(1) KIPHE &
P(1)—0(1) 1.50 O(1)—P(1)—0(2) 105.1
P(1)—0(2) 1.59 O(1)—P(1)—0(3) 118.3
P(1)—0(3) 1.49 O(1)—P(1)—0(4) 111.3
P(1)—0(4) 1.60 0(2)—P(1)—0(3) 111.2
0(2)—P(1)—0(4) 102.3
0(3)—P(1)—0(4) 106.5
P(2) MPIE K
P(2)—0(2) 1.58 0(2)—P(2)—0(4) 100.6
P(2)—O0(4) 1.60 0(2)—P(2)—O0(5) 107.1
P(2)—0(5) 1.48 0(2)—P(2)—0(6) 112.4
P(2)—0(6) 1.49 O(4)—P(2)—0(5) 105.1
O(#)—P(2)—0(6) 109.6
0(5)—P(2)—0(6) 119.2
IE B3-F 1] A BE B8 R P 4 () FR BE
P(1)—P(2) 2.913 P(2)—0(2)—P(1) 133.3
Nd—Nd 2 % 6.664 P(2)—O(H—P(1) 132.2
Nd—Nd 2 X 6.475
Nd—Nd 2 %X 5.646
Nd—Li 2% 2.823
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CRYSTAL STRUCTURE OF LiNdP,O,,

Liv JIAN-CHENG

(Shanghai Institute of Ceramics, Academia Sinica)

ABSTRACT

A single-crystal X-ray diffraction analysis has been performed on LiNdP.O,.. syn-
thesized by the flux method. The crystal belongs to monoclinic system, with space
group C2/c, z=4, and cell parameters o= 16.486 A, b =7.073 &, ¢ =9.775 A and B =
126.23°. A full-matrix, least square refinement gave E = 0.054, B, = 0.050 for 1251
independent reflections. An absorption and secondary extinction refinement gives
final B =0.048. R, =0.043. The basic structural units are helical ribbons, (POs;).,
formed by corner-sharing of PO, tetrahedra. The NdO; dodecahedra are isolated from
each other in the sense that they do not share any O atoms.



