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Fig. S1. Partial density of states (PDOS) of carbon and fluorine in C4F monolayer.
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Fig. S2. Partial density of states (PDOS) of carbon in graphene layer and carbon and
fluorine in C4F2 layer for different stacking configurations of (a) Stacking I, (b) Stacking I,

(c) Stacking Il and (d) Stacking IV. The Fermi level is set to be zero.



(@) (b) (c)

:g:;ﬁ :g-s& —C-5[Gn
__§ 2 [ i -
§
o 1
o]
[a]
o

— s ' : : : —C-siGFy : b : ; —C-siGF
_E 2 L —C-piGF) — C-p(GF] | —C-piGF)
= L
S
%)
Q L L
o OB. B L
= 08 —FosiGF ) " ' ) —FosGR ) ) i T —F-slCE
c ——F-piGF) F-p(CF.) —p
]
@ L
g 04
]
S AAL \ FYAY A\ \ AA L~

-4 -2 0 2 4 -4 -2 0 2 4 -4 -2 0 2 4
Energy (eV) Energy (eV) Energy (eV)
(d) (e) (f)
s 20— 1 =Es ] -
=
5
“ 1
o]
o
[
ol & . ] =ty

A .

PDOS, arb.unit
o g

& 0.8 T —F-sicF) K = ) '
t [z S
:;- 0.4 J
a i n
e 5 \ _AA
2 4

-4 -2 0 2 4 2 4 4 -2 0
Energy (eV) Energy (eV) Energy (eV)

Fig. S3. Partial density of states (PDOS) of carbon in graphene layer and carbon and
fluorine in C4F; layer for different strength of electric field, ranging from (a) -3 V/nm, (b) -2
V/nm, (c) -1 V/nm, (d) +1 V/nm, (e) +2 V/nm and (f) +3 V/nm. The Fermi level is set to be
zero.




