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Abstract
C15H11NO4, monoclinic, P21/n (no. 14), a = 8.0909(6) Å,
b = 24.4463(18) Å, c = 12.6980(10) Å, β = 96.6020(10)°,
V = 2494.9(3) Å3, Z = 8, Rgt(F ) = 0.0470, wRref(F

2) = 0.1273,
T = 296 (2) K.

CCDC no.: 2171193

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.

Source of material

All chemicals were purchased from commercial sources
and used as received without further purification. The
alrestatine (5 mmol, 1.276 g) was dissolved in MeOH
(50 mL), then add 2 drops of 98% H2SO4. The mixture was
refluxed for 5 h. When the reaction vessel had cooled to
room temperature, the reaction mixture was filtered. The
crystals of the title compound were obtained by controlled
solvent evaporation.

Table : Data collection and handling.

Crystal: Yellow, block
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 []
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Experimental details

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

Comment

Alrestatin ((1,3-dioxo-1H-benzo[de]isoquinolin-2(3H)-yl)
acetic acid) acting as aldose reductase inhibitor has been
developed for the treatment of secondary complications in
diabetes [5, 6], but has been withdrawn because of adverse
effects [7]. Alrestatin methyl ester is an important inter-
mediate in the derivatization of alrestatin, so the synthesis
and crystal structure of it is of great significance to study
the reduction of side effects.

The asymmetric part of the unit cell contains two crys-
tallographically independent molecules, as shown in the
figure. The bond lengths of C14=O3, C29=O7, C11=O1,
C12=O2, C26=O5 and C27=O6 in the title molecule are 1.181(2)
Å, 1.191(2) Å, 1.219(3) Å, 1.217(3) Å, 1.217(2) Å and 1.218 (2) Å
respectively. They are similar to reported in the literature
[8, 9]. It illustrated characteristic C=O double bonds. In
addition, the bond length of N1–C11, N1–C12, N1–C13,
N2–C26, N2–C27, N2–C28 in the title molecule are in the
rangeof 1.391–1.460Å. Thebond lengthswithin the aromatic
rings as well as C13–C14 and C28–C29 ones are close to their
normal values.
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Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

N . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
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