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Abstract
C17H17N5, monoclinic, P21/c (no. 14), a = 9.4347(9) Å,
b = 15.6392(15) Å, c = 11.0939(11) Å, β = 100.215(2)°,
V = 1611.0(3) Å3, Z = 4, Rgt(F ) = 0.0392, wRref(F 2) = 0.1105,
T = 296 K.

CCDC no.: 2251226

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 displace-
ment parameters.

1 Source of material

The starting materials 1,3,3-trimethyl-2-(formylmethylene)
indoline (2.01 g, 10 mmol) and diaminomaleonitrile (1.08 g,
10 mmol) in an ethanol solution (100 mL) were stirred for 5 h
under refluxing. The formed red powder was filtered, and the

Table : Data collection and handling.

Crystal: Red rod
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: SHELX [], Bruker []

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

Atom x y z Uiso*/Ueq

N . () −. () . () . ()
N . () . () . () . ()
N . () −. () . () . ()
N . () . () . () . ()
N . () . () . () . ()
HA . () . () . () . ()*
HB . () . () .() . ()*
C . () −. () . () .()
C . () −. () . () . ()
H . −. . .*
C . () −. () . () . ()
H . −. . .*
C . () −. () . () .()
H . −. . .*
C .() −.() .() .()
H . −. . .*
C . () −. () . () . ()
C . () −. () .() . ()
C . () −. () . () . ()
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C . () −. () . () . ()
HA . −. . .*
HB . −. . .*
HC . −. . .*
C . () . () . () . ()
HA . . . . ()*
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mother liquid was left in air for a few days, yielding red rod
crystals.

2 Experimental details

The structure was solved by Direct Methods and refined
with the SHELX crystallographic software package [1]. The
hydrogen atoms were placed at calculated positions and
refined as riding atoms with isotropic displacement
parameters.

3 Comment

Schiff bases have been extensively studied due to their
excellent coordinative abilities, biological activities,
and fluorescence properties, etc. [3]. Particularly, diam-
inomaleonitrile-based Schiff bases have been developed as
fluorescent probes for the detection of Cu2+ [4] or ClO− [5]. The
title compound, derived from 1,3,3-trimethyl-2-(formyl-
methylene)indoline and diaminomaleonitrile, could act as a
fluorescence turn-on probe for detecting Cu2+ [6].

In the title structure, the bond length of C13–N2 is
1.2953(18) Å (see the Figure), indicating the Schiff base for-
mation. Bond lengths and angles are all in the expected
ranges [7]. In the solid state, intermolecular N–H···N
hydrogen bonds link the molecules into a chain along the b
axis, which are further connected with each other by two
types of intermolecular C–H···N hydrogen bonds to form a
two-dimensional wave-like supermolecular network.
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Table : (continued)

Atom x y z Uiso*/Ueq

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