Supporting Information for Acta Phys. -Chim. Sin. 2017, 33 (9), 17811788
doi: 10.3866/PKU.WHXB201705041

ABTFHREANLERS Li,NiO,,S, NEGHIREM: F—HR
EfR

(ERUR2: TR, Sest b REEIS 5 BOR L st HE fi sl 3, kst 100871)

First-Principles Study: the Structural Stability and Sulfur Anion
Redox of Li;—xNiO,-,S,

YAN Hui-Jun LI Biao JIANG Ning XIA Ding-Guo”

(Beijing Key Laboratory of Theory and Technology for Advanced Batteries Materials, College of Engineering,
Peking University, Beijing 100871, P. R. China)

*Corresponding authors. Email: dgxia@pku.edu.cn; Tel: +86-10-62767962.

S1



g

g

Density of sla‘tesd'(stales@\f‘i'alomd}
g 8
L L

EnergyleV

o
‘-—Pn
oy

@
i=1
Ll

L]
o
Ll

s
i=1
Ll

Density of states/ (ﬂell&s-e\.r‘.1 -atom -1)
o
(=1
Ll

-8 -6 4 2 0 2
EnergyleV

Fig.51 The structures of LiNiO, with space group R 3m (a) and C2/m (c); the local

octahedral environment in LiNiO, with space group R 3m (b) and C2/m (d), the length of

Ni-O bonds measured in angstrom are labeled; the total density of states for the LiNiO, with

space group R 3m (e) and C2/m (f).
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Fig.S2 The evolution of the average projected density of states (PDOS) evolution during the
charge process in Li;«NiO, (with C2/m space group). The black and blue lines represent the

nickel and oxygen atom, respectively.
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Fig.S3 The evolution of the average projected density of states (PDOS) evolution during
the charge process in Li;«NiO;g9Sg.11. The black, blue and cyan lines represent the nickel,

oxygen and sulfur atom, respectively.
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