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Table 1. Rubidium carnallite: final coordinates, C2ic
refinement; x, y, z and U, * 10

Ua=(113)2,2,U;;a*a*a,.a;

x y z U, (A%
Rb 0 43 (.7) 2500 344 (2)
Mg 5000 0 5000 194 (3)
ci(1) 2481 (1) 2621 (1) 2532 (1) 306 (2)
Cl(2) 0 0 0 314 (3)
o(l) 4098 (5) 135 (3) 3600 (3) 383 (8)
o(2) 3197 (4) 1008 (4) 512 (3) 374 (9)
0(3) 902 (4) 3125 (3) 4620 (3) 364 (8)
Table 2. Rubidium carnallite: some distances and angles

(A, ©), C2/c refinement

Rb—Cl(1) 3.369 (1) o(1)--CI(1) 3.144 (4)
Rb—CI(1) 3.288 (1) o(1)--CI(1) 3.187 (4)
Rb—CI(2) 3.321 (1) 0(2)--Cl(1) 3.166 (4)
Mg—O(1) 2.041 (4) 0(2)+CI(2) 3.187 (4)
Mg—O0(2) 2.047 (4) 0(3)--CI(1) 3.177 (4)
Mg—O(3) 2,041 (3) 0(3)+Cl(2) 3.141 (3)
O(1)—Mg—0(2) 90.02 (14)  CI(1)--O(1)-Ci(1) 97.98 (10)
O(1)—Mg—0(3) 90.16 (14)  CI(1)--O(2)-Cl(2) 97.51 (10)
0(2)y—Mg—0(3) 90.28 (14)  CI(1)-O(3)Cl2)  96.88 (9)
O(1)—Mg—0(1) 180.0
0(2)—Mg—0(2) 180.0
0(3)—Mg—0(3) 180.0

Table 3. Ammonium carnallite: coordinates,
Clc* x, y, z x 10°

space group

X y z
NH, 0 16 2500
Mg 5000 0 5000
cl(l) 2456 2620 2536
clR) 0 0 0
o(l) 4084 138 3601
o) 3185 1004 515
0(3) 898 3114 4622

* These values were obtained by symmetrizing and averaging
the Pl coordinates in Table 2, Nakaya er al. (1983).
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13.301 A, @ =89.95, 8 =90.06, ¥ =90.00°. The resulting
C2/c coordinates are given in Table 3. Once again they
lead to equal Mg—O distances, at 2.053 (3) A, in contrast
to the rather large variation 1.96 (1) — 2.14 (1) A reported
earlier.

A couple of final comments might be in order. First, the
monoclinic unit cells for the Rb and NH, carnallites
reported by Andress & Saffe (1939) — a=13.30, b=c=
6.65A, B=90° — correspond to a primitive cell rather
than to the C-centered cell described here and the axis of
symmetry was mislocated. This improper cell probably
resulted from the strong pseudosymmetry: reflections with
[ odd are systematically weak, and the Mg, Cl and Rb (or
NH,) atoms alone describe an effectively tetragonal struc-
ture. Secondly, in the case of the Rb compound, the rather
large deviations of the cell angles @ and y from 90°, plus
the appearance of the 203 reflection with seemingly sig-
nificant intensity, might cast doubt on the assignment of
the monoclinic space group and Laue symmetry. However,
there is a far larger body of evidence - the satisfactory
agreement indexes for averaging in Laue group 2/m, and
the improved values of the final R and (most important)
the over-all goodness-of-fit — that argues strongly in favor
of the revised description. And the overwhelming dis-
advantage of attempting refinement in Pl is clearly shown
in the wide range of apparent Mg—O distances when, in
fact, the experimental data seem perfectly consistent with
regular coordination.

References

ANDRESS, K. R. & Sarre, O. (1939). Z. Kristallogr. 101, 451-469.

ERMER, O. & DuUNITZ, J. (1970). Acta Cryst. A26, 163.

NAKAYASU, M., SUZUKAWA, Y. & KoBayasHl, W. (1983). Denki
Kagaku, 51, 419-422.

SCHOMAKER, V. & MaRsH, R. E. (1979). Acta Cryst. B35, 1933-
1934,

Waizumi, K., Masubpa, H., OHTAKI, H.,, BURKOV, K. A. &
SCRIPKIN, M. Y. (1991). Acta Cryst. C47, 251-254.

Structures de trois pyrroles substitués dérivés de munchnones. Erratum. Par L. ToupET, Groupe de Physique
Cristalline, UA au CNRS 040804, Université de Rennes 1, Campus de Beaulieu, 35042 Rennes CEDEX, France, M.
MAazARI, Laboratoire de Synthése Organique, Université d’'Oran, Es Senia, Algérie, F. TEXIER, Laboratoire de Synthese
Organique et d’Electrochimie, Université d’Angers, 2 Bd Lavoisier, 49045 Angers CEDEX, France, et R. CARRIE,
Groupe de Physicochimie Structurale, UA au CNRS 040704, Université de Rennes 1, Campus de Beaulieu, 35042 Rennes

CEDEX, France

(Regu le 25 septembre 1991, accepté le 21 octobre 1991)

Abstract

The Abstract of the paper by Toupet, Mazari, Texier &
Carrié [Acta Cryst. (1991), C47, 1528-1531] is corrected.
Methyl 2-methoxyphenyl-l-methyl-4,5-diphenylpyrrole-3-
carboxylate (I), C,sH,3NOs, M, = 397.5, triclinic, Pl, a=
10.525(2), b=10.719 (1), ¢=10.965(1) A, a=71.84 (1),
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B =182.09(1), y=62.01(2°, ¥=1038 (1) A*>, Z=2,D,=
1.27gem ™3, w =0.77cm ™", T=293 K, F(000) = 420, wR
= (.033 for 2612 observations. Methyl 5-methoxyphenyl-1-
methyl-2,4-diphenylpyrrole-3-carboxylate (II), C,sH,;NO;,
M,=397.5, monoclinic, P2,/n, a=10.940(2), b=
13.649 (5), c=14418 @A, B =98.96(2), V=
2126 (1) A%, Z=4, D, =124gcm™3, p=076cm™', T=
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293 K, F(000) =840, wR=0.042 for 1781 observations. 293K, F(000) =864, wR =0.039 for 2038 observations.
Methyl 1-methyl-2-nitrophenyl-4,5-diphenylpyrrole-3-  These studies confirm the orientation of the reaction pre-
carboxylate (III), C,sH,N,0,, M, =412.5, monoclinic, dicted by theoretical calculations.

P2,/n, a=14.675(7), b=8.278 (6), c =17.397 () A, V=
2095(2) A% Z=4,D,=131gem™3, n=084cm™!, T= Le résumé contient tous les détails pertinents.
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Crystal structure and photochemistry of a methyl phenyl diester derivative of dibenzobarrelene.
Erratum. By James TROTTER and FRED C. WIREKO, Department of Chemistry, University of British Columbia,
Vancouver, BC, Canada V6T 1Y6

(Received 29 July 1991)

Abstract pages 793, 794 and 796; its correct name is methyl phenyl

An error in technical editing is corrected. In the paper by dibenzobarrelene-11,12-dicarboxylate.

Trotter & Wireko [Acta Cryst. (1991), C47, 793-797] the -
title compound is incorrectly named as a 2,3-diester on All relevant information is given in the Abstract.
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Structure of the modified nucleoside 2’,3’-dideoxy-3’-fluorocytidine. Erratum. By H. L. DE WINTER, N. M.
BrLaToN, O. M. PeeteRS and C. J. DE RANTER, Laboratorium voor Analytische Chemie en Medicinale Fysicochemie,
Instituut voor Farmaceutische Wetenschappen, Katholieke Universiteit Leuven, Van Evenstraat 4, B-3000 Leuven,
Belgium, and A. VAN AerscHOT and P. HERDEWIIN, Laboratorium voor Farmaceutische Chemie, Rega Institute for
Medical Research, Katholieke Universiteit Leuven, B-3000 Leuven, Belgium

(Received 10 October 1991)

Abstract F3’4 should be 0.5916 (3), 0.3130 (3) and 0.3924, respec-

In the paper by De Winter, Blaton, Peeters, De Ranter, tively.

Van Aerschot & Herdewijn [Acta Cryst. (1991), C47, 832~
835] the fractional y coordinates of atoms C1’4, C3'4 and All relevant information is given in the Abstract.
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