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Fig. S1 Calculated formation energies of the most stable M>CS,.
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Fig. S2 Phonon dispersion curves for the most stable M>CS,.
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Fig. S3 Total and partial density of states of MoCS»
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Fig. S4 Total and partial density of states of MoCS;Li;



- (A9/sa1e15) KlIsuag

Energy (eV)

Energy (eV)

R
E
EuEwnd
[T
(A9/sa1R18) AIsuag
| W
=
.................... —{
E]
_MC‘NDSU [
LT
w w (] (=)} Nl [ag} (=1

( >ol\mo§$ Ajsuag

4

Energy (eV)

Energy (eV)

-4

(=)} o o [=]
(A9/s91818) AJsuag

— Total

L O
h

15

o)} o o o

(A9/sa1e18) Alsuaq

Energy (eV)

Energy (eV)

Fig. S5 Total and partial density of states of MoCSsLi4



