TABLE 1. The adsorption energies (F,4), shortest distances (dx.ams, X = Li or S),
charge transfer (A Qawms) of polysulfides on As, Sb and Bi monolayers.

Ss LiSs  LiSs  LiS: LS, LiS

E.is(eV) 1.03 232 209 216 255  3.60
dxas (R) 330 271 272 273 276 2.26

As  AQa(e) 004 0.1 008 008  -0.03 -031
AQL (e) — 0.19  -0.18 024  -020 0.0l

AQs (e) 004 008 010 016 023 0.30

E.is (eV) 1.19 1.82 1.60 1.65 188  2.70
dxso (A) 350 288 292 289 290  2.60

Sb AQw(e) 0.1 0.16 010  0.13 007  -0.10
AQui () — 012  -0.15 025  -024  -0.08

AQs (e) 0.11  -0.04  0.05 012 017  0.18

E.is (eV) 147 215 1.76 1.78 199  2.67
dsi (A) 346 295 298 297 297 274

Bi  AQu(e) 021 046 017 0.7  0.11 0.02
AQui () — 0.17  -0.15 025  -024  -0.13

AQs (e) 021 -029  -0.02 008  0.13 0.11

TABLE 2. Diffusion energy barriers (Eamchair/Ezigrag) 0f L1,S, (n=4, 6) along armchair
and zigzag directions of three anchoring materials.

Li2Sn Eurmchuir (ev) Ezigzag (ev)
Li,S4 0.73 0.66
As .
L1,S6 1.02 0.49
Li,S, 1.22 0.79
Sb .
Li,S¢ 1.10 0.63
. Li,Ss 2.42 0.80
Bi1

LiSe 1.71 0.79




