
450 SHORT COMMUNICATIONS 

References 

BOLTON, W. (1964). Acta Cryst. 17, 147. 
CAMERON, T. S. & PROUT, C. K. (1966). TO be published. 
CHU, S. S. C., JEFFREY, G. A. & SAKORAI, T. (1962). Acta 

Cryst. 15, 661. 
CRAVEN, B. M., MARTINEZ-CARRERA, S. • JEFFREY, G. A. 

(1964). Acta Cryst. 17, 891. 
CRAVEN, B. M. & MASCARENHAS, Y. (1964). Acta Cryst. 17, 

407. 
GAULTIER, J. & HAUW, C. (1965). Acta Cryst. 19, 181. 
HANSON, A.W. (1963). Acta Cryst. 16, 1147. 

HANSON, A.W. (1964). Acta Cryst. 17, 559. 
HANSON, A.W. (1965). Acta Cryst. 19, 610. 
KAMENAR, B., PRotrr, C. K. & WRIGHT, J. D. (1965). J. 

Chem. Soc., p.4851. 
KLUG, H. P. (1965). Acta Cryst. 19, 983. 
PASCARD-BILLY, C. (1962). Acta Cryst. 15, 519. 
PRotrr, C. K. & WHEELER, G. (1966). To be published. 
SAKURAI, T. (1965). Acta Cryst. 19, 320. 
SHIPLEY, G. G. & WALLWORK, S. C. (1966). To be published. 
WALLWORK, S. C. (1961). J. Chem. Soc., p.494. 
WILLIAMS, R. M. & WALLWORK, S. C. (1966). To be pub- 

lished. 

Acta Cryst. (1966). 21, 450 

A computer program to investigate reticular pseudomerohedry. By G. M. WOLTEN, Materials Sciences Laboratory, 
Aerospace Corporation, El Segundo, Calif., U.S.A. 

(Received I1 March 1966) 

The theory of twinning (Friedel, 1926) states that twinning 
on (hkl) by pseudomerohedry or reticular pseudomerohedry 
is likely to occur if the twin obliquity is less than 6 ° and 
the twin index does not exceed 5. 

The twin obliquity is defined as the small angle between 
the normal to the net plane (hkl) and that row line [uvw] 
that is nearly normal ('quasi-normal') to (hkl). 

The rotation that carries the lattice from its original 
orientation to the twinned orientation carries a certain 
fraction of the lattice points onto or near other lattice 
points. The reciprocal of the fraction of lattice points thus 
restored by twinning is the twin index. If it is unity one 
speaks of pseudomerohedry, otherwise of reticular pseudo- 
merohedry. The twin index can be calculated as a simple 
function of the indices of the net plane and the row line 
(Donnay & Donnay, 1959). 

Once the twin law of a given crystal has been ascertained, 
it is relatively easy to find the quasi-normal and compute 
the twin obliquity and the twin index, thus 'explaining' the 
twinning in terms of the theory. On the other hand, if one 
wishes to predict likely twin planes or twin axes from the 
theory, or indeed, to examine how well such predictions 
are borne out, then one needs to have a complete list of all 
those net-row combinations that are quasi-normal to one 
another and have low values of the twin index. 

A computer program has been written to furnish such 
a complete list, since it is not easily obtained by graphical 

means or hand computation. The input data are the lattice 
parameters, the crystal system, the type of centering if any, 
and the maximum obliquity to be considered. The latter 
will usually be 6 ° or less, but any value may be used at 
the option of the user. The maximum twin index is fixed 
at 6, since a value greater than 5 need rarely be considered. 
The range of Miller indices is wide enough to insure com- 
pleteness of the list, but an option exists to consider a smal- 
ler range at a great saving in execution time. 

The printed output consists of six lists, one for each value 
of the twin index from 1 to 6. Each list gives pairs of net 
planes and row lines that are quasi-normal to one-another, 
the numerical value of the obliquity for each pair, and the 
direction angles for both plane and row. 

The program is written in 7094 Fortran IV. All operating 
instructions are contained on comment cards at the head 
of the program listing. Interested parties in the U.S. and 
Canada may obtain a source deck by writing to the author. 
Requestors residing elsewhere will receive a listing of the 
program. 
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Erratum: nuclear magnetic resonance in BaCI2.2H20. By Z. M. EL SAFFAR, Solid State Division, Oak Ridge Natio- 
nal Laboratory, Oak Ridge, Tennessee, U.S.A. 

(Received 13 May 1966) 

In Table 1 (El Saffar, 1966) the neutron diffraction r values 
given in columns 2 and 3 should be interchanged. These 
r values are shown for purposes of comparison with the 

nuclear magnetic resonance results and have no bearing on 
the conclusions drawn. 
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