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Abstract
C33H31BrN4O3, monoclinic, P21/c (no. 14), a = 9.3451(7) Å,
b = 17.3057(13) Å, c = 18.4402(13) Å, β = 98.4470(10)°,
V = 2949.9(4) Å3, Z = 4, Rgt(F ) = 0.0409, wRref(F

2) = 0.1106,
T = 296(2) K.

CCDC no.: 2203806

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.

Source of material

All chemicals were purchased from commercial sources and
used as received. A mixture of rhodamine 6G hydrazide
(1 mmol), 5-bromo-2-hydroxybenzaldehyde (1 mmol), and
CH3OH (50 mL) was added in a round-bottomed flask
(100mL), and refluxed for 5.0 h. The solutionwas cooled and
filtered. Finally, the title compound was precipitated by
controlling solvent volatilization.
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Experimental details

All H-atoms bonded to C atoms were placed geometrically
and refined using a riding model with common isotropic
displacement factorsUiso(H) = 1.2 or 1.5Ueq(parent C-atom).

Table : Data collection and handling.

Crystal: Yellow acicular
Size: . × . × . mm
Wavelength: Mo Kα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-II, 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 [, ],
WinGX/ORTEP []

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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

. () . () . () . ()
HAa

. . . .*
CAa

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
CAa

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
HCa

. . . .*
NBb

. () . () . () . ()
HBb

. . . .*
CBb

. () . () . () . ()
HCb

. . . .*
HDb

. . . .*
CBb

. () . () . () . ()
HDb

. . . .*
HEb . . . .*
HFb . . . .*
H . () . () . () . ()*

aOccupancy: . (), bOccupancy: . ().
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Comment

Rhodamine derivatives have attracted much attention
in the design of chemosensors or chemodosimeters
for metal ions [5]. Particularly, rhodamine hydrazones
bearing a 2-hydroxybenzaldehyde unit may act as fluo-
rescent probes for Cu2+ or Hg2+ [6, 7].

The ORTEP diagram is presented in the figure. Bond
lengths and angles are all in the expected ranges [8]. It can
be seen from Figure 1 that C1, C4, C19, C20, and N4 atoms
form a five-membered heterocyclic ring, indicating that the
title compound exists in the form of a closed spiro ring.
The C=N of the title molecule exhibits an E configuration.
The bond length of C21=N4 is 1.269(3) Å, which is similar
to those reported in the literature [8, 9]. The oxygen atom
O2 provides one intramolecular hydrogen bond to N4
(O2⋯N4 = 2.637(3) Å).
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