Accepted Manuscript
MOLECULAR
STRUCTURE

Synthesis, spectroscopic, computational (DFT/B3LYP), AChE inhibition and
antioxidant studies of imidazole derivative

Faheem Ahmad, Mohammad Jane Alam, Mahboob Alam, Shaista Azaz, Mehtab
Parveen, Soonheum Park, Shabbir Ahmad

PII: S0022-2860(17)31243-7

DOI: 10.1016/j.molstruc.2017.09.056
Reference: MOLSTR 24305

To appear in: Journal of Molecular Structure
Received Date: 05 August 2017

Revised Date: 13 September 2017

Accepted Date: 18 September 2017

Please cite this article as: Faheem Ahmad, Mohammad Jane Alam, Mahboob Alam, Shaista Azaz,
Mehtab Parveen, Soonheum Park, Shabbir Ahmad, Synthesis, spectroscopic, computational (DFT
/B3LYP), AChE inhibition and antioxidant studies of imidazole derivative, Journal of Molecular
Structure (2017), doi: 10.1016/j.molstruc.2017.09.056

This is a PDF file of an unedited manuscript that has been accepted for publication. As a service to
our customers we are providing this early version of the manuscript. The manuscript will undergo
copyediting, typesetting, and review of the resulting proof before it is published in its final form.
Please note that during the production process errors may be discovered which could affect the
content, and all legal disclaimers that apply to the journal pertain.



Highlights
Synthesis and X-ray crystallographic analysis of 3a,8a- dihydroxy-8-oxo-1,3,3a,8a-

tetrahydroindeno[ 1,2-d]imidazol-2(1H)-iminium chloride, an imidazole derivative.

Experimental and theoretical spectroscopic analysis (FT-IR, UV, 'H and 3C NMR) of

title compound.
Enzyme inhibition and antioxidant study of synthesized imidazole.

Molecular docking and Hirshfeld surface analysis.
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