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Figure S1 to Figure S8 indicate the band structures and projected density of states by addition of Ni,
Mn, Co, Pd, Pt, Cu, Fe, and Ti atoms to pristine ZIF-8 framework. As can be seen, the bandgap values

were decreased significantly by addition of Fe and Ti to this structure.
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Figure S1: band structure and projected density of states for Co/ZIF-8
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Figure S2: band structure and projected density of states for Cu/ZIF-8
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Figure S3: band structure and projected density of states for Fe/ZIF-8
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Figure S4: band structure and projected density of states for Mn/ZIF-8
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Figure S5: band structure and projected density of states for Ni/ZIF-8




DMol3 Band Structure DMol3 Partial Density of

Band gap is 2.189 eV States
3 3 ; -—
.—————————————————————— R - e
N | B =
oy IR
= =
-9 —— S——— -
g i e S R A R S T g 7 _;éb
G -1z 5 -1z
-15 s
-18 P o
-21 2l e
3 E o) Z G a 20 40 &0 a0 100 120
Density of States (electrons/eV)
—@—EBand energy ——g——n =i Sum
Figure S6: band structure and projected density of states for Pd/ZIF-8
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Figure S7: band structure and projected density of states for Pt/ZIF-8
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Figure S8: band structure and projected density of states for Pt/ZIF-8




