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All calculations were performed within the
Kohn-sham DFT framework as implemented
IN Vienna ab iIntitio simulation package
(VASP). Optimization calculation of NITAA
and Niy(HITP), monolayer was both
optimized under Ionic relaxation of
NSW=100 and ISIF=2. KPOINTs=auto while
bulk material was done under
ISIF=3.Electron density map was obtained
through LPARD=TRUE base on optimized
geometry of each model.

Band structure calculation were done under
PBEsol exchange-correlation functional with

Figure 1. NiTAA-MOF monolayer band structure. (left) Neutral charge monolayer (middle) +1 charge monolayer Grimes dispersion (IVDM=12) tactor
(left) +6 charge monolayer Included.
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insulator semiconductor metal Figure 2. Ni,(HITP), monolayer band structure. (left) Neutral charge monolayer (right) -6 charge monolayer



