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Corrigendum 

Volume 48, Number 3 (1983), in the article “Neutron and X-Ray Diffraction 
Study on Polymorphism in Lithium Orthotantalate, Li,Ta03,” by M. Zocchi, M. 
Gatti, A. Santoro, and R. S. Roth, pages 420-430: 

The high-temperature phase of lithium orthotantalate, a-Li3Ta04, has been 
investigated by Zocchi et al. (I). The structure has been described by these 
authors in the acentric space group P2. From an analysis of the published atomic 
coordinates, Marsh (2) suggested that the correct space group might be P2in 
instead. A refinement in space group P2/n, based on neutron powder data, shows 
that Marsh’s suggestion is indeed correct. 

The corrected Table IV (printed here) shows the atomic coordinates in the 
centric space group. 

TAB1.E IV 

RESULX OF THE RIFTVELD RLFINEMFNT OF 

cl-I.i,TaO, in SPACF. GROUP t’?/n 

Atom .x 

Ta( I ) I 
I 

Ta(2) 0.40x I) 

O(l) -0.016(I) 

O(2) 0.4X7(1) 
O(3) 0. I62(2) 

O(4) 0.6x!(2) 

O(S) 0.681~2) 
O(6) 0.14X2) 

I.i( I) ,I 

I,itZ) 0.&3, 

Li(3) --0.0X4(4) 
b(4) : 

l,i(5) : 

Li(h) 0.608(4) 

R, = 6.70. RI, = 

? 

0.5X0(2) 
0.134(l) 

0.142(l) 
0.386(l) 

0.360( I ) 

0.357(2) 
0. Il6(2) 

0.113(l) 

0.134(4) 

0.416(3) 

0. 130(h) 

0.416(6) 

0.1337) 

0.369(4) 

7.48, R,, 

; 

0.01;21,5) 

0.2579(6) 
0.7432(7) 
0.0779(S) 
0.0906(S) 

0.5876(h) 
0.5729(5) 

/ 
I 

0.594(2) 
0.096(3) 

I 
I 

-O.&(2) 

B (A’) 

9.67. R, = 5.00” 
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I .o 

I .o 

I .o 
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No/c. Numbers in parentheses are \tandnrd devk 
tions in the last decimal figure. 

” For definitions of the R factors, see Table II of the 
original paper t I). 

In general, the failure to recognize the center of symmetry introduces into the 
acentric model distortions well without the reported csd’s and, as a consequence. 
significant structural details may be wrong. A detailed discussion of this problem 
has been given by Schomaker and Marsh (3) and by Herbstein and Marsh (4). 
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However, the descriptions of the structure of u-Li3Ta04 in space groups P2 and 
P2/n are quite similar to one another and, for this reason, the conclusions reached 
in the original paper (I) need not be changed. In particular, in the P2 model, the 
oxygen and tantalum coordinates show only a slight distortion from a centrosym- 
metric structure and this may explain why no difficulties ensued in the refinement 
based on neutron diffraction data. 

In the centric model the two independent Ta-Ta distances arc equal within 3~ 
and the shortest distance equals 3.10 A, as reported by Zocchi et al. (1) for the 
acentric structure. Therefore the important conclusion that the stress introduced 
by the edge-sharing of the Ta coordination octahedra is smaller in the (Y phase than 
in the p phase can be confirmed after refinement of the centric model. 
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