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Abstract

Ci6H1sBrN>0,, monoclinic, P2 (no. 4), a=10.9311(8) A,
b=3.9554(3) A, c=16.5215(12) A, B=92.743(2)°,
V=71352(9) A3, Z=2, Rg(F)=0.0335 WR(F?) = 0.0655,
T=173(2) K.

CCDC no.: 1940969

The crystal structure is shown in the figure. Table 1 contains

Table 1: Data collection and handling.

Crystal: Block

Size: 0.17 0.14 0.13 mm
Wavelength: Mo Ka radiation (0.71073 A)
u: 2.89 mm !

Diffractometer, scan mode:

Bmax, cOmpleteness:

N(hk’)measured: N(hk[)unique, Rint: 7892, 2622,0.076

Criterion for Iops, N(hkD)g:: lobs =2 0(lops), 2263

N(param);efined: 194

Programs: Bruker programs [1], SHELX [2],
OLEX2 [3]

Bruker APEX-Il, ¢ and w-scans
25.5°,>99%

Table 2: Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (A2).

Atom X y z Uiso*/Ueq

Brl 1.51230(4) 1.15197(17) 1.16170(3) 0.03161(16)

N2 1.1824(4) 1.7579(12) 1.6462(3) 0.0336(13)
crystallographic data and Table 2 contains thelist of theatoms 4 1.0669(3) 1.6696(19)  1.12664(18)  0.0345(8)
including atomic coordinates and displacement parameters. 1 1.0855 1.7202 1.1750 0.052*

N1 1.1922(3) 1.664(2) 1.2640(2) 0.0265(9)
Source of material C4 1.3537(4) 1.175(3) 1.0228(3)  0.0302(12)
2-Bromo-6-hydroxy-benzaldehyde (200.3 mg, 1 mmol) dis- Hé4 1.4188 1.0609 0.9981 0.036*
solved in ethanol solution (3 mL) was added to 1-(4 C12 1.1362(4) 1.7190(17) 1.4818(3)  0.0284(17)
aminophenyl)ethanone O-methyl oxime (164.5 mg, 1 mmol) 2;2 ) 211'22(34(; ) 7319'5(51925) . 311;;;(6'37) 0 02(;':(311;
dl.ssolved in ethan?I solution (3 mL). The.solutlon hac'l been cs 1.2458(5) 1.2521(14) 0.97843) 0.0348(17)
stirred at 328 K. Five hours later, the mixture was filtered H5 1.2372 1.1873 0.9231 0.042*
at room temperature. The filtrate was allowed to stand for (43 1.1188(4) 1.669(3) 1.3996(2) 0.0280(11)
9 days at room temperature by slow evaporation. Several H13 1.0425 1.5845 1.3781 0.034*
block clear light yellow crystals were obtained (yield 62.2%, C15 1.3762(4) 2.0781(16) 1.6366(3) 0.0333(17)
m.p. 372-379 K). Anal. calcd. for Ci¢HisBrN,O,: C, 55.35%; H, H15A 1.3635 2.1507 1.6923 0.050*
4.35%; N, 8.07%; Found: C, 55.89%; H, 4.93%; N, 7.34%. H15B 1.4466 1.9247 1.6363 0.050*

H15C 1.3919 2.2763 1.6031 0.050*

C11 1.2453(5) 1.8563(14) 1.5146(3) 0.0241(12)
*Corresponding author: Li Zhao, School of Chemical and Biological 7 1.2805(4) 1.5265(12) 1.2269(3)  0.0228(12)
Engineering, Lanzhou Jiaotong University, Lanzhou 730070, P.R. H7 1.3556 1.4828 1.2564 0.027*
China, e-mail: zhaoli_72@163.com 9 1.3190(5)  1.8856(13) 1.3787(3)  0.0254(12)
Jin-Xia Ma, Ping Wei, Qing-Lin Li and Tao Fu: School of Chemical H9 1.3814 1.9464 1.3433 0.030*
and Biological Engineering, Lanzhou Jiaotong University, Lanzhou 02 1.2111(4) 1.7967(10) 1.7298(2) 0.0446(12)
730070, P.R. China C16 1.1181(5) 1.618(3) 1.7723(33) 0.0479(17)
Ji-Xing Zhao: Shihezi University, Analysis and Testing Center, H16A 1.0371 1.7065 1.7554 0.072*
Xinjiang 832003, P.R. China H16B 1.1219 1.3765 1.7594 0.072*
3 Open Access. © 2019 Jin-Xia Ma et al., published by De Gruyter. This work is licensed under the Creative Commons Attribution 4.0 Public

License.
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Table 2 (continued)

Atom x y z Uiso*/Ueq
H16C 1.1324 1.6499 1.8308 0.072*
c3 1.3638(4) 1.2658(13) 1.1027(3) 0.0266(13)
C10 1.3355(5) 1.9431(14) 1.4615(3) 0.0262(13)
H10 1.4095 2.0433 1.4822 0.031*
Cc1 1.1624(5) 1.5079(14) 1.0941(3) 0.0247(12)
C14 1.2650(5) 1.9002(14) 1.6036(3) 0.0268(12)
Ccé 1.1516(5) 1.4201(15) 1.0130(3) 0.0306(14)
Hé6 1.0794 1.4757 0.9814 0.037*
C2 1.2696(4) 1.4360(14) 1.1420(03) 0.0239(12)

Experimental details
Hydrogen atoms were placed in their geometrically idealized
positions and constrained to ride on their parent atoms.

Comment

Schiff base compounds and their derivatives have been play-
ing an important role in the development of coordination
chemistry [4, 5. So far, we have synthesized a variety of Schiff
base type compounds and their derivatives [6—8]. The Schiff
base ligands form a stable N,0, type complexes with transi-
tion metals through the nitrogen and oxygen atoms [9-11].
Particular attention has been paid to the synthesis and the
application of Schiff base type metal complexes.

The current work reports the synthesis of title com-
pound. The single crystal structure of the title compound
was determined by X-ray crystallography. All bond lengths
are in normal ranges [6-8]. There is a strong intramolecular
01—H1- - - N1 hydrogen bond interaction (d(N1- - - H1) = 1.846,
d(01—H1) = 0.84 and d(O1- - - N1) = 2.594) in the title structure
(cf. the figure).
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