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This supporting information contains the relaxed structures of all possible adsorption CO2 geometries
on TasNs (001), (010), and (110) surfaces.

Figure S1: Different possible adsorption geometries of COz on TasNs (001) surface

(a) Conf1-(001) (b) Conf2-(001) (c) Conf2-(001)
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Figure S2: Different possible adsorption geometries of CO2 on TasNs (010) surface

(a) Conf1-(010) (b) Conf2- (010) (c) Conf2- (010)
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Figure S3: Different possible adsorption geometries of CO2 on TasNs (110) surface

(a) Conf1-(110) (b) Conf2- (110)

Y & N 2 S AR

._\'.,. \o \(o'\‘o\o
‘.‘ﬂ?‘\ AR AN

?4 § :’)i§i/

d

! ‘//Q ‘\ . .\‘/ ’/.i

olplALadol ol

C YL S _TE YL T
. 7’ L ~' . 1

: : : "l-/ll’ , ._',\: a: : r7) \ -
s = —0.38 eV

-
'./.
w/
—

\'—'/‘/

SO,
- VY,
b,

A\ \
%
\‘\‘ N

(. {‘\’?. Pa
[N

Y
/

Ly,
X
W,
O
X

g .
Z oo Ll




