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SHORT COMMUNICATIONS

Preliminary X-ray crystallographic study of some psychoactive indole bases. By RoLrBERGIN, DIEGO CARL-
STROM, GORAN FALKENBERG and HANS RINGERTZ, Department of Medical Physics, Karolinska Institutet, Stockholm 60,

Sweden

(Received 13 February 1968)

Crystallographic data are given for the N,N-dimethyl,

and 5-methoxy-N-methyl derivatives of tryptamine.

As part of a crystallographic investigation of substances
affecting the central nervous system, some psychoactive
indole bases have been studied: N,N-dimethyltryptamine
(DMT), S5-hydroxy-N,N-dimethyltryptamine (5-OH-DMT
or bufotenine), 5-methoxy-N,N-dimethyltryptamine (5-
MeO-DMT) and 5-methoxy-N-monomethyltryptamine (5-
MeO-MMT).

The X-ray data were obtained from oscillation and Weis-
senberg photographs with Cu K« radiation, except for
DMT, the constants of which were determined with an

5-hydroxy-N,N-dimethyl, 5-methoxy-N,N-dimethyl

automatic diffractometer, PAILRED, using Mo K« radia-
tion.

The determinations of density were made by flotation in
Clerici solution. The melting-points were measured in a
Leitz hot-stage microscope.

Our thanks are due to Professor B. Holmstedt, Depart-
ment of Toxicology, Karolinska Institutet, for supplying
us with material. The work was supported by the Swedish
Medical Research Council (Project No.B 68-11X-144-04 B).

Table 1. Crystallographic data of N,N-dimethyltryptamine(DMT), 5-hydroxy-N,N-dimethyltryptamine(5S-OH-DMT or
bufotenine), 5-methoxy-N,N-dimethyltryptamine(5-MeO-DMT) and 5-methoxymonomethyltryptamine(5-MeO-MMT)

DMT 5-OH-DMT 5-MeO-DMT 5-MeO-MMT
Empirical formula C12H|6N2 C12H15N20 C13H13N20 C12H|6N20
Molecular weight 188-26 204-27 218-30 204-27
Melting point 58-2°C 146-5°C 68-0°C 101-7°C
Crystal habit Transparent Transparent Transparent Transparent
acicular prism prism prism
Crystal system Monoclinic Monoclinic Monoclinic Orthorhombic

Systematic absences

0k0 when k is odd
hO! when A is odd

0k0 when k is odd
hOl when 4 is odd

0k0 when k is odd

00/ when [ is odd

Space group P2i/a P2y/a P2, or P2)/m P222,

Molecules per unit cell Z=4 Z=8* Z=8* Z=4

Unit-cell dimensions a= 788+1A = 1811+24A = 1746+4 A a= 11-56+4 A
b= 196814 b= 11:56+3 b= 1202+2 b= 1244+3
c= T44+1 c= 14-53%3 c= 13-00+2 c= 7965
A= 979° B = 131-5° B = 108-9°
V=1153-8 A3 V=2277-6 A3 V=2583:4 A3 V=1144-7 A3

Density (observed) 1-096 g.cm™3 1-205 g.cm—3 1-123 g.cm™3 1:196 g.cm—3

Density (calculated) 1-088 g.cm—3 1-191 g.cm™3 1-122 g.cm™3 1-182 g.cm—3

* 5-OH-DMT and 5-MeO-DMT are dimers according to the Z values.

Notes and News

Announcements and other items of crystallographic interest will be published under this heading at the discretion of the Editorial
Board. The notes (in duplicate) should be sent to the General Secretary of the International Union of Crystallography
(G.Boom, Laboratorium voor Technische Natuurkunde der Rijksuniversiteit, Westersingel 34, Groningen, The Nether-
lands). Publication of an item in a particular issue cannot be guaranteed unless the draft is received 8 weeks before the

date of publication.

Journal of Applied Crystallography

The International Union of Crystallography has pleasure

in announcing that the first issue of the Journal of Ap-

plied Crystallography was published in April as planned.
The following Co-editors have been appointed:
R.D. Heidenreich (Bell Telephone Laboratories, Moun-
tain Avenue, Murray Hill, N.J.07974, U.S.A.)

H.P.Rooksby (General Electric Company Limited,
Hirst Research Centre, Wembley, Middlesex, Eng-
land.)

R.Uyeda (Department of Physics, Nagoya University,
Furo-cho, Chikusa-ku, Nagoya, Japan.)

E.R.Wolfel (Chemisches Institut, Lehrstuhl fiir Struktur-
forschung, Technische Hochschule Darmstadt, 61 Darm-
stadt, Deutschland.)

P.M. de Wolff (Laboratorium voor Technische Natuur-
kunde, Technische Hogeschool Delft, Lorentzweg 1,
Delft, Nederland.)

R.A.Young (Physics and Engineering Experiment Station,
Georgia Institute of Technology, Atlanta, Georgia
30332, US.A)

Further papers for the Journal of Applied Crystallography

are invited. These should be submitted to one of the Co-

editors or to the Editor, A. Guinier (Faculté des Sciences
d’Orsay, Université de Paris, Service de Physique des

Solides, Batiment 210, 91 Orsay, France).



