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Fig. S1 Tow possible configurations of O or F atom locations of M02NO; and
Moo NFo,.

Table S1 The relative energy (eV) of each configuration of M02NO> and MoaNF».
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Fig. S2 Three different adsorption sites of the Li atom on Mo2N and Mo2NT5.

Table S2: Mo;N and Mo2NT> optimized lattice parameters (a, b, c¢), and average atom
distances.

aAd) bA) cA)  duime(A)  duo(A)  dur(A)
Mo,N 279 279 285 2.75 - -

MooNO, 288 2.88 5.23 - 1.90 -
MooNF, 278 2.78 597 - - 1.80
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Fig. S3 Adsorption configurations with different Li concentrations.



