
electronic reprint
Acta Crystallographica Section E

Structure Reports
Online

ISSN 1600-5368

Editors: W.T.A. Harrison, J. Simpson and M.Weil

The dicyclohexylamine salt of RG108
(N-phthalyl-L-tryptophan), a potential epigenetic modulator

Julie Braun, Irving Boittiaux, Anaelle Tilborg, Didier Lambert and Johan
Wouters

Acta Cryst. (2010). E66, o3175–o3176

This open-access article is distributed under the terms of the Creative Commons Attribution Licence
http://creativecommons.org/licenses/by/2.0/uk/legalcode, which permits unrestricted use, distribution, and
reproduction in any medium, provided the original authors and source are cited.

Acta Crystallographica Section E

Structure Reports
Online
Editors: W. Clegg and D. G. Watson

journals.iucr.org

International Union of Crystallography * Chester

ISSN 1600-5368

Volume 61

Part 11

November 2005

Inorganic compounds

Metal-organic compounds

Organic compounds

Acta Crystallographica Section E: Structure Reports Online is the IUCr’s highly popu-
lar open-access structural journal. It provides a simple and easily accessible publication
mechanism for the growing number of inorganic, metal-organic and organic crystal struc-
ture determinations. The electronic submission, validation, refereeing and publication
facilities of the journal ensure very rapid and high-quality publication, whilst key indica-
tors and validation reports provide measures of structural reliability. In 2007, the journal
published over 5000 structures. The average publication time is less than one month.

Crystallography Journals Online is available from journals.iucr.org

Acta Cryst. (2010). E66, o3175–o3176 Braun et al. · C12H24N+·C19H13N2O4
−·C3H7NO·H2O

http://journals.iucr.org/e/
http://dx.doi.org/10.1107/S160053681004626X
http://creativecommons.org/licenses/by/2.0/uk/legalcode
http://journals.iucr.org/e/
http://journals.iucr.org


The dicyclohexylamine salt of RG108
(N-phthalyl-L-tryptophan), a potential
epigenetic modulator

Julie Braun,a Irving Boittiaux,a Anaelle Tilborg,a Didier

Lambertb and Johan Woutersa*

aDepartment of Chemistry, University of Namur, 61, Rue de Bruxelles, B-5000

Namur, Belgium, and bLouvain Drug Research Institute (LDRI), UCL, 50, Avenue

Mounier, B-1200 Woluwe-Saint-Lambert, Belgium

Correspondence e-mail: johan.wouters@fundp.ac.be

Received 5 October 2010; accepted 9 November 2010

Key indicators: single-crystal X-ray study; T = 293 K; mean �(C–C) = 0.003 Å;

disorder in solvent or counterion; R factor = 0.037; wR factor = 0.094; data-to-

parameter ratio = 13.6.

The dicyclohexylamine salt of RG108 (N-phthalyl-l-trypto-

phan) co-crystallizes with a water molecule and a disordered

molecule of dimethylformamide (DMF), viz. dicyclohexyl-

aminium (S)-2-(1,3-dioxoisoindolin-2-yl)-3-(1H-indol-3-yl)-

propanoate dimethylformamide solvate monohydrate,

C12H24N+�C19H13N2O4
��C3H7NO�H2O. The conformation of

the deprotonated compound is constrained by charge-assisted

strong hydrogen bonds with the dicyclohexylaminium ion and

a dense hydrogen-bond network involving co-crystallized

solvent molecules. The dihedral angle between the fused ring

systems in the anion is 58.35 (4)�.

Related literature

For the synthesis and biological evaluation, see: Brueckner et

al. (2005).

Experimental

Crystal data

C12H24N+�C19H13N2O4
��-

C3H7NO�H2O
Mr = 606.75
Orthorhombic, P212121

a = 9.0884 (1) Å
b = 15.0206 (3) Å
c = 24.4749 (5) Å

V = 3341.15 (10) Å3

Z = 4
Cu K� radiation
� = 0.67 mm�1

T = 293 K
0.55 � 0.04 � 0.03 mm

Data collection

Oxford Diffraction Xcalibur
diffractometer with a Ruby
(Gemini ultra Cu) detector

Absorption correction: multi-scan
(CrysAlis PRO; Oxford

Diffraction, 2009)
Tmin = 0.967, Tmax = 0.981

13362 measured reflections
5552 independent reflections
4936 reflections with I > 2�(I)
Rint = 0.026

Refinement

R[F 2 > 2�(F 2)] = 0.037
wR(F 2) = 0.094
S = 1.01
5552 reflections
409 parameters
8 restraints

H atoms treated by a mixture of
independent and constrained
refinement

��max = 0.30 e Å�3

��min = �0.27 e Å�3

Absolute structure: Flack (1983),
2160 Friedel pairs

Flack parameter: 0.02 (18)

Table 1
Hydrogen-bond geometry (Å, �).

D—H� � �A D—H H� � �A D� � �A D—H� � �A

N3—HN3B� � �O4i 0.86 (3) 1.88 (3) 2.7309 (19) 169 (2)
N2—H2� � �O5ii 0.86 1.97 2.813 (3) 165
N3—HN3A� � �O3iii 0.99 (3) 1.79 (3) 2.7740 (19) 173 (2)
O5—H5B� � �O99 0.83 (4) 1.84 (4) 2.645 (4) 164 (4)
O5—H5C� � �O1iv 0.89 (4) 1.99 (4) 2.857 (2) 164 (3)

Symmetry codes: (i) x þ 1; y; z; (ii) x þ 1
2;�y þ 1

2;�z þ 1; (iii) x þ 1
2;�y þ 1

2;�z; (iv)
�x þ 1

2;�y; z þ 1
2.

Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell

refinement: CrysAlis PRO; data reduction: CrysAlis PRO;

program(s) used to solve structure: SHELXS97 (Sheldrick, 2008);

program(s) used to refine structure: SHELXL97 (Sheldrick, 2008);

molecular graphics: ORTEPIII (Burnett & Johnson, 1996) and

PLATON (Spek, 2009); software used to prepare material for

publication: SHELXL97.
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