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Structure of 8,5'-anhydro-8-hydroxy-9-f-D-ribofuranosyladenine (8,5'-O-cyclo-A) monohydrate: cor-
rigendum. By RICHARD E. MaRsH, Arthur Amos Noyes Laboratory of Chemical Physics,* California Institute of

Technology, Pasadena, California 91125, USA

(Received 14 September 1983; accepted 21 December 1983)

Abstract

The crystal structure of C,H, N0, H,O should be
described as orthorhombic, space group P2,2,2,, with a
=8.485(1), b=28-005(5), ¢c=4-975(1) A rather than
monoclinic, P2,, as originally reported [Sugio, Mizuno,
Kitamura, Hamada, Ikehara & Tomita (1983). Acta Cryst.
C39, 745-747].

Sugio, Mizuno, Kitamura, Hamada, Ikehara & Tomita
(1983) have described the structure of this compound as
monoclinic, space group P2, with a=32.747(6), b=
4.975(1), c=8-485 (1) A, f=121.22(1)°, Z = 4. Choos-
ing [102] as the a axis leads to an effectively orthorhombic
unit cell [ = 90-01 (1)°] and the two independent molecules
in the P2, description are related, almost within the
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National Institutes of Health Research Grant No. GM 16966.
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Structure

of 8,5'-anhydro-8-hydroxy-9-§-D-ribofuranosyladenine

coordinate e.s.d.’s, by the additional 2, axes of space group
P2,2,2,. The necessary coordinate transformations are
x'=x, y=y—0-1009, z’' =z — 2x + 0-25. A permutation
of axes a'b’'c' = cab then gives the standard setting. Suc-
cessful refinement in P2,2,2, is documented in the following
paper (Sugio et al., 1984).

Contrary to the final sentence by Sugio er al. (1983), the
water molecule apparently does participate as a hydrogen-
bond donor — to N(3), at 2.923 (7) A, and possibly to a
second N(3) at x, y, z + 1, 3-219 (7) A. [These numbers
become 2-924 (4) and 3-215 (4) A after the P2,2,2, refine-
ment of Sugio er al. (1984).]
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(8,5'-0-cyclo-A) monohydrate,

CoH;;NsO,H,0: errata. By SHIGETOSHI SUGIO, HIROSHI MIZUNO, KUNIHIRO KITAMURA, KENSAKU HAMADA,
MOoRiO IKEHARA and KEN-ICHI TOMITA, Faculty of Pharmaceutical Sciences, Osaka University, Yamadaoka 1-6, Suita,

Osaka 565, Japan

(Received 22 September 1983; accepted 12 December 1983)

Abstract
The space group of the title compound [Sugio, Mizuno,
Kitamura, Hamada, lkehara & Tomita (1983). Acta Cryst.
C39, 745-747] is not P2, but P2,2,2,. The new cell
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parameters refined using the 26 values of 25 reflections are
a=28-485(1), b=28.002(4), c=4.975(4)A, Z=4.
Refinement based on the correct space group gave R = 0-042
for 1127 reflections.
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