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Fig. 2. A sheet of BCa 6 octahedra projected on (71.0) to show the 

similarity with corundum. Heights along c are in twelfths. The 
dotted lines represent the coordination polyhedron around O; it 
corresponds to that drawn in Fig. 1. 

with B in the equatorial plane. These bonds are marked with 
dotted lines in Figs. 1 and 2. 

Looking at Fig. 2, one has the impression that the C a  6 
octahedra are highly compressed along the triad axes. What 
really happens is that, to satisfy the C a - O  bond lengths and 
also owing to the shape and orientation of the BO 3 groups, 
Ca atoms expand markedly, in the close-packed layers, up to 
a distance of 5.36 A. 
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Abstract 

The crystal structure of the title compound has been 
independently determined by Solans, Font-Altaba & Garcia- 
Oricain [Acta Cryst. (1984). C40, 635-638] and Ldpez- 
Alcal~., Puerta-Vizcaino, Gonz~lez-Vilchez, Duesler & 
Tapscott [Acta Cryst. (1984). C40, 939-9411. A normal 
probability-plot comparison of 75 non-hydrogen coordinates 
shows that 71 deviate by <2(0" 2 + 0.2)u2, 0.i being the e.s.d, in 
the coordinates for each structure, and a half-normal 
probability-plot comparison of 143 non-hydrogen inter- 
atomic lengths <4  A shows that 137 deviate by _<2(0.~2 + 
0"~),~2. 

The main differences between the two crystal structure 
determinations are in the diffractometer measurements. The 
ranges of the 25 reflections used in the cell-parameter 
determination are 4 < 0 < 12 ° in structure A (Solans et al., 
1984) and 5 < 0 < 17.5 ° in structure B (Ldpez-Alcal~. et al., 
1984). This fact, the different sample size and the centring 
of the crystal lead to cell parameters a = 8 . 8 9 6  (1), b 
= 11.931 (2), c =  15.065 (2)A, f l =  100.15 (2) ° for A and 
a = 8.895 (1), b = 11.924 (2), c = 15.043 (2) A, f l =  
100.06 (1) ° for B, showing the typical underestimation of 
standard deviations in cell parameters. The ranges of 
intensity collected were 2 < 0 < 25 ° in A and 0.5 < 0 < 30 ° 
in B, so the number of independent reflections used in the 
refinements were 1403 and 2370, respectively. As the H 

0108-2701/85/111690-01501.50 

atoms in B were computed and included with fixed C - H  
distances, while those in A were refined, the ratios of number 
of reflections/number of parameters are 5.1 in A and 10.6 in 
B. The final R values are 0.047 and 0.027, respectively, in 
the same absolute configuration in space group Cc. 

A normal probability-plot comparison of the atomic 
coordinates has been carried out (Abrahams & Keve, 1971). 
The residual variance was 1.30, slope 2.2 (2) and intercept 

0"2) 1/2" the - 0 . 8  (2). Only two coordinates differ by > 3(0"1 + 2 • 
x and z coordinates of the Na ÷ ion. In the range 2-3(0"1 + 
a]) v2 are y of 0(22) and z of C(22). A half-normal 
probability-plot comparison between the interatomic dis- 
tances less than 4 A leads to a residual variance of 0.174, 
slope 1.33 (6) and intercept -0 .31  (6). The four distances 
that deviate by >3(0" 2 + 0"~)1/2 are Na. . .O(11) 3.500 (7), 
3.526(2); Na. . .C(42) 2.781 (9), 2.745 (3); Na. . .O(41) 
2.507 (7), 2.466 (2); and Na. . .O(W1) 3.824 (7), 
3.775 (2) A, respectively, for A and B. 
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