https://link.springer.com/article/10.1007/s11224-023-02132-0
[bookmark: _GoBack]
[image: ]
image1.png
8 Scopus - Docomentsearh sl X ) Eecvochamica perormancesi X [ Desrv s e Collecions = x |{ -+ G, | s
’ pe

C @ linkspringer.com/article/10.1007/s11224-023-02132-0 Qe x »00@ :

SPRINGER LINK & togin

Findajoumal  Publishwithus | Q Search Y ant

Home > Structural Chemistry > Artce

Research | Publshed: 04 February 2023
Electrochemical performance of sodiated 1,4-
benzoquinone conformers Access options

Pavithra Jayachancran, Abiram Angamuthy & Praveena Gopalan™

s, 58 5 i T

140 ccesses | wetrcs
3995 €
Abstract ‘Price includes VAT india)

‘The exploration on the redox properties of sodiated quinone molecules as organic cathode fretant agesss o el arie POR

material in sodium-ion batteries has been comprehensively studied. As the electrochemical
performance of the cathode materialis known to depend on the intrinsic molecular properties
such as conformations, the present work focuses on the redo properties of sodiated 1,4-
‘benzoquinone (1,4-BQ) conformers employing the density functional theory. Such
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investigation on the sodiated structures might provide insight on the discharge state of the e
puckered conformers. The 38 conformers of 1,4-BQ (2 chairs, 6 boats, 6 skew-boats, 12 half-
chairs, 12 envelopes) constructed from the torsion angles given by Berces et al. are optimized
at BALYP/6-31+ G(d,p) level of theory and their structural propensities during the reduction
process are explored. The influence of puckering over the charge distribution of neutrel, Aostract
anionic and sodiated structures is analysed using the natural bond orbital method. The
electrochemmical performance of Na incorporated conformers s explored through the
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