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Fig. S1 (a)-(d) Phonon spectra of functionalized h-BN bilayers, in which the phonon
vibration modes with lower frequencies are provided for the H-B,N,-H, F-B,N,-H, H-

I32P42—Iﬂ a11d.F¥IBZTJ2—fl


mailto:shuhuabing@just.edu.cn

F-B,N,-H  ==Total

_—

=

N’

& & o
. . -
B £ F
< < &
o
4
L

(A9/s33e38) s21€)s Jo Apsua(q

B
4
" 4 =] [

T T
OWTOS NS NS NS NS

H-B,N,-H ====Total

= =
g g
=0 [
) A Eesaas e

L
1
.m.
1
= MN -

Qe A e o«
a)e)S) S3Ye)s Jo A)sua(q

=

3

Energy(eV)

]

=

e
T

Energy(eV)

-3

o
T

15

. < |M <
A _ _ _
_ £ £ rls =
IS I <
1 1] _
1
B - B - B B S
|||||| m = Bemee IS |||||W.- --.--m W
C Lo
=4
% Fd
4 7
& e 5
;
=
................... B
L Las]
Ll
i L ] = e
=B [} =] (2} =] (o} =]
o (Aysareg) sapes yo Apsuaq
o
uw
. =
3 < £ £
£ _ N <
£
" (=
.... " I . I IO Y B N
b b - b -6@\
B :
Z s
3 ken =
o =
|||||||||||| - i mhrinih pk bkt o
T P
A z = =
ke

—
=
-

WTo N NN NS No

(A9/591818) SAE)s Jo Asua

Fig. S2 The total and projected density of states of the observed systems: (a) H-B,N,-

H, (b) F-BzNz-H, (C) H-BzNz-F, and (d) F-B2N2-F.



