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Abstract
C19H17BrN2O2, orthorhombic, P212121 (no. 19), a = 9.3764(3) Å,
b = 9.7644(3) Å, c = 17.9519(6) Å, V = 1643.58(9) Å3, Z = 4,
Rgt(F ) = 0.0270 wRref(F 2) = 0.0601, T = 170 K.

CCDC no.: 2313850

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of
the atoms including atomic coordinates and displacement
parameters.

1 Source of materials

To a solution of D-tryptophan methyl ester hydrochloride
(2.55 g, 10 mmol) in methanol (30 mL) was added
1-naphthaldehyde (2.21 g, 12 mmol). The mixture was
refluxed for 3 h, until the TLC indicated the reaction was
completed. The solvent was evaporated to dryness, yielding
the crude product that was then purified to obtain a single
crystal of high quality. For crystal growth, the crude product
was dissolved in aminimal amount of hot ethanol and slowly
cooled to room temperature.

2 Experimental details

Hydrogen atoms were assigned isotropic displacement fac-
tors: Uiso(H) = 1.2 times Ueq(C). All hydrogen atoms were
refined as being bonded to their respective parent atoms.

3 Comment

Tryptophan, an aromatic compound with a dual-ring
indole side chain, is one of the rarest amino acids in the
protein repertoire [5]. This article presents a novel crystal
structure of a tryptophan derivative, specifically methyl
1-(2-bromophenyl)-2,3,4,9-tetrahydro-1H-pyrido[3,4-b] indole-
3-carboxylate. Remarkably similar to the previously reported
structures in the literature, its unique conformation poten-
tially endows it with significant biological activity [6–10].

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × .mm
Wavelength: Mo Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: D VENTURE, φ and ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: ,, , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), 
N(param)refined: 

Programs: Bruker [], SHELX [, ], Olex []
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In the titled compound, the carbon and nitrogen atoms
within the indole moiety are nearly coplanar. The benzene
ring in the benzylmethoxy segment is almost perpendicular to
the indole plane, displaying a dihedral angle of 75.2°. The
atoms in the six-membered piperidine ring are nonplanar,
with a dihedral angle of 72.3° observed for C16–C17–N1–C7.
The bond lengths, bond angles, and dihedral angles in the
molecular structure fall within acceptable ranges and are
consistentwith similar structures previously reported [11–15].
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

Br . () −. () . () . ()
C . () −. () . () . ()
C . () −. () . () . ()
HA . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () −. () . () . ()
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
N . () . () . () . ()
H . () . () . () . ()*
N . () . () . () . ()
H . . . .*
O . () −. () . () . ()
O . () −. () . () . ()
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