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Synthesis, crystal structure and spectroscopic of benzimidazole derivative
CUI Ya-ru', DONG Cai-fu', WANG Feng-gin*, ZHAO Yong-nan?
(1. School of Environment and Chemical Engineering, Tianjin Ploytechnic University, Tianjin 300387, China; 2. School of
Materials Science and Engineering, Tianjin Ploytechnic University, Tianjin 300387, China)
Abstract: The 1-(4-hydroxy-3-methoxybenzyl)-2-(4-hydroxy -3 -methoxyphenyl )benzimidazole is synthesized through

the solid ground, washed by ethanol and recrystallized by methanol with o-phenylenediamine and 4-hydroxyl-3-

methoxybenzal-dehyde as raw materials. The title compound is characterized by X-ray single-crystal diffraction,

elemental analysis, IR and UV -Vis. The results show that the crystal structure of the compound belongs to

monaclinic system with space group P2 (1) /c. The cell parameters are as follows: a = 7.973 (16) nm, b =
16.409(3) nm, ¢ =14.323(3) nm, «=90°, 8=95.20 (3) °, v =90 °. In the crystal structure, intermolecular
O—H:--0, O—H---N and weak intermolecular C—H--- O hydrogen bonds connect the molecules into a three-

dimensional network.
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Fig.1 Synthetic route of title compound
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Tab.1 Elemental analysis for title compound

JLER C H N
BEHI% 70.21 5.32 7.45
SEPUE/% 70.68 5.73 7.14
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Tab.2 Crystallographic data for title compound

& CaHaoN, 04
AEXS 43 ik 376.40
TREIK 293(2)
PeK/(10 nm) 0.710 73
HEA g
25 )R P2(1)/c
2% a /(107 nm) 7.973(2)
S ES%h /(10 nm) 16.409(3)
RISk ¢ /(10" nm) 14.323(3)
FMI AL od (°) 90
mfI % BI(°) 95.20(3)
rMl SR yI() 90
S AT (107 nm®) 1 866.0(7)
T 4
B R E 792
FaARR /N mm 0.12 x 0.18 x 0.14
60 fHTL /() 2.48 ~ 27.89
FR 145 %5 -10<h=<10, -21<k<20, -18<I<18
QipipiCH e 19 043
0 {1 5EHENEY% 99.7
AR 1.020
R A+ R, =0.064 5, wR, = 0.137 9
LA RINT R, = 0.103 5, wR, = 0.160 8
THICREL 0.023(2)
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Tab.3 Hydrogen bonds geometries for
title compound

d(D—H)/ d(H---A)/ d(D---A)/ ~(DHA) /

D—H-A 10 nm 10t nm 10 nm (°)

0(1)—H(1)---0(3)"  0.820 2.090 2.788(2) 143.2
0(1)—H(1)---0(2) 0.820 2.230 2.661(2) 1135
0(3)—H(3)-*N(1)"  0.820 1.970 2.763(2) 161.6
0(3)—H(3)---0(4) 0.820 2.230 2.666(2) 113.3

C15—H15B---03" 0.970 2.590 3.405(3) 141.0

KFRAS: (i) -x+2,y-1/2, -z+3/2  (ii) x+1,-y+1/2,2+1/2  (iii)x,
-y+1/2,2-1/2
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Fig.2 Crystal structure of title compound
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Fig.3 3D supramolecular network of compound
viewed along b axis
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Fig.4 IR Spectra of title compound
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Fig.5 UV-vis spectra of title compound
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