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Figure S1. Gas sensing response of intrinsic Zr-MOF-808. 
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Figure S2. SEM image and corresponding elemental mapping of Zr-MOF-808. 
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Figure S3. The composite molecular models of Zr-MOF@GO-808 after adsorbing various gases. 
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Figure S4. Density of states of Zr-MOF-808 and SO2.
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Figure S5. Density of states of Zr-MOF-808 and CF4. 

[image: ]
Figure S6. Density of states of Zr-MOF-808 and SF6. 
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Figure S7. Density of states of Zr-MOF-808 and H2S. 
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Figure S8. Density of states of Zr-MOF-808 and SO2F2. 


 

image6.png
(b)

(@)
B L5
’ T—="Totl DOS ) Zrd
|—— Zr-MOF-808 Zrss
= =
a
0
<]
Q
i A 0.5
. — 1.04— T .
2 10 o

= T
-20 -10 o
Energy(eV)

Energy(eV)




image7.png
[===Total DOS
== Z1-MOF-808

e H,S

T
10

Energy(eV)

(b)

DOS (a.u.)

e Zr-4d
e 7155
e S35

—S-3p

T T T
-20 -10 0

Energy(eV)




image8.png
(@)

=== Total DOS
frm Zr-MOF-808
e SO, F,

DOS(a.u.)
~

LA

-20

T
-10
Energy(eV)

DOS(a.

e Z0-4d
e 7155

1.04

-20

-10
Energy(eV)





image1.png
10

Resistance / Q x10'°
(@)

~ SF,
SF/CF,
— SF,/SO,
— SF/H,S
— SF,/SO,F,

100 200

300 400
Time /s

500 600




image2.png




image3.png
Zr-MOF@GO/SFg Zr-MOF@GO/H,S

Zr-MOF@GO/S0O, Zr-MOF@GO/SO,F,




image4.png
(@

DOS(a.u.)

=== Total DOS
o= Zr-MOF-808

e S0,

-20

-10
Energy(eV)

(b)

DOS(a.u.)

e Zr-4d

w— 15

w—()-25
10 =——02p
0.54

20

T
10 o

Energy(eV)




image5.png
(@)

DOS(a.u.)

=== Total DOS

Zr-MOF-808
o CF,

-20

1o
Energy(eV)

(b)

DOS (au.)

| Zr-4d
[ Z-55
(N — F-2s
|——F-2p
0.5
0.0
0.5
Lo T T T
20 10 0
Energy(eV)




