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Table1 Crystallographic Data

chemical formula Nd,0,:Ba0-A1.0,:68,0,
space—group  Din—Pb2m

a=4.566(2)4K. ¢=24.92( 1)}

V'=449.91 8 ’, cellmass 1009.3
dm=23.778/cm’, de=3.72¢/cm’

Z=1, F(000) =162, u( Mo, Kq) =79.5lcm™"
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Table 2 Atomic Coordinates

atom X Y ' Z

Nd | o.0000(0) 0.0000(0) |  0.6853(1)
Ba | 0.0000( 0) 0.0000¢ 0 ) ' 0.8622( 2)
Al 0.6126(24) 0.0000¢ 0 ) 0.5000¢ 0)
B1 0.3333( 0) 0.6667¢ 0 ) 0.2292( 8 )
B2 0.3333¢ 0) : 0.6667¢ 0) 0.3944(10)
B3 0.3333( 0) / 0.6667¢ 0 ) , 0.0458(40)
o1’ 0.3333( 0) : 0.6667¢ 0) ! 0.1718¢ 5)
oz’ 0.4039(32) ! 0.0000¢ 0) 0.2497¢ 7)
03 0.3333( 0) [ 0.6667( 0) ‘ 0.4528(5)
04, | 0.3706(69) | 0.0000( 0) : 0.0424(33)
05 ! 0.4200(25) { 0.0000¢ 0) : 0.3718( 4)
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Table3 Bond Lengths and Bond Angles of Atoms

Nd—O; 3x2.456(0) 0O,—0; 3.042(19)

—0; 3%x2.388(0) Q.,—0,;" 3.197(25)

0:—0;" 3.322(20)

Ba—O,; 6x2.769 0:—0. 38.534(20)

—QO, 3x%x2.918 0.—0," 2.931(55)

0;—0;" 2.637(0)

Al—0O, 4x1.840(9) 0,—0, 2.887(6)

—0, 1.769(11) 0,—0." 2.354(27)

0,—AI—0, 106.2( 3)° C,—0," 2.637(0)
B,—0; 1.430(24) 0:—0; 3x2.386(18)
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0O.,—B,—0; 110.2(9)°

0,—B,—0,’ 109.2(1)°
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—0O 3x1.480(10) 0,—0," 3x2.369(5)
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CRYSTAL STRUCTURE OF Nd,0,.Ba0-A1,0,.6B,0,

Li Deyu Tu Hengyong Xu Yueying
Kong Huashuang He Chongfan

( Shanghai Institute of Ceramics, Academia Sinica)

The crystal structure of Nd,O5:-Ba0-Al,0,:6B.0; is hexagonal sys-
tem, space group D3y-P62m with Z=1 and cell parameters a=4.566(2)3 ,
c=24.92(1)A. The intensity data of 1460 independent reflections were ob-
tained by using PW 1100 four-circie diffractometer. The crystal structure
was determined by direct methpd with SHELX-76 program system and re-
fined by full matrix least-squares technique to R-value of 8.80% for 1074
observable reflections. All calculations wezre carried out on miniproc essor
of SORD CP/M-68K., Two-thirds of B atoms in unit cell sat ian tetrahe-
dral coordination makes the formula of bornate radical (B,0O:3*" the other
one-third of B atoms makes neutral group of (B,0,1" which links with
other cations by Van der Waals bond., The obvious cieavage of Nd,0;-BaO-
Al;0;-6B,0, crystal perpendicular to c-axis can be explained by this struc-
ture characteristic, The structure formula of this crystal can be descri-

bed by Nd,BaAl,O,-:EBzO,;LEB‘O‘ +x+(z~x)|:|jo
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