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Figure S1: Possible orientations of studies analytes@CTF-0 complexes and their
respective interaction energies
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Figure S2: QTAIM analysis results of CO,@CTF-0, NO@CTF-0 and SO,@CTF-0 complexes

Table S1: Recovery response time for complexes (analytes@CTF-0) at three different
temperatures (298, 250 and 400 K).

Recovery Time (7) seconds

Analytes@surface
298 K 350 K 400 K

0;@CTF-0 9.72 x 10 2.48 x 10 9.35 x 1010
NO@CTF-0 474 x 10710 1.90x 1010 9.85x 10!
SO,@CTF-0 1.47 x 1097 2.51x1008 7.08 x 109
SO;@CTF-0 3.39x 109 1.30 x 1004 1.26 x 1095
CO,@CTF-0 487 x 109 1.37 x 109 5.58x 10710

Cartesian Coordinates

CTF-0

01

C -5.46961000 0.00000200 0.00000000

N -4.87004300 -1.18444300 0.00000000

N -4.87004300 1.18444700 0.00000000
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