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Figure S1

(a) MoS2:Ni@S Device (b) MoS2:Ni@S Device +NO

(c) MoS2:Ni@S Device +NO2 (d) TDOS of 1D (NR) adsorbents
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Figure S2

(a) MoS2:Vs (b) MoS2:Mn@S

(c) MoS2:Fe@S (d) MoS2:Co@S

(e) MoS2:Ni@S
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Figure S3

(a) MoS2:Vs (b) MoS2:Mn@S

(c) MoS2:Fe@S (d) MoS2:Co@S

(e) MoS2:Ni@S
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MoS2:Ni/NO+N2

Initial structure Relaxed structure

Figure S4


