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Figure S1 Parameters of interaction between complexes. (a) n-n, between
CO, and benzene ring (AE=-2.7 kcal/mol); (b) C-H--‘xt, between CHCl,

and benzene ring (AE=-6.7 kcal/mol); (¢) Cl---n, between CHCI; and

benzene ring (AE=-2.5 kcal/mol).



Table S1 Structure parameters after absorption in Cage 3°13°

0 CO, CHCL,
Interacting type Distance Interacting type Distance
COM-a -1, 3.24 A
-1, 3.51A
TT-T03 501 A
COM-b -1 328 A Cl148---H65-C60 2.74 A
-, 3.46 A Cl147---H42-C41 2.72 A
T-T3 4.67 A Cl147---H37-C33 2.87 A
COM-c -1, 3.23 A Cl147---H23-C22 293 A
-, 3.52A Cln 336 A
-3 5.00 A
COM-d 0152---H93-C91 2.70 A C-H--- 228 A
COM-¢ 0152---H71-C70 272 A C-H--- 2.63 A
O151---H146-C145 2.60 A
C150---C1147 321 A
C150---Cl1149 321A
COM-f -1 3.10 A C-H--- 225A




Table S2 Structure parameters after absorption in Cage 3°13°

CO; CHCl;
Interacting type Distance Interacting type Distance
ABS-a O176---H24-C21  2.69 A
-1 3.79 A
ABS-b 0176---H162-C155 2.56 A Cl171---H22-C17 2.64 A
O175---H39-C34 2714
-1 325A
ABS-c -, 454 A Cln 3.28A
ABS-d C-H = 242 A
CI173---H162-C155 2.77A
CI173---H56-C53 273 A
ABS-e 0175---H170-C169 234 A C-Hn 2.83A
O175---H39-C34 256 A
0O176---H23-C19 2.69 A
ABS-f TT-TC 3.07 A C-H--n 248 A




Table S3 Structure parameters after absorption in Cage 33133

CO, CHCl,
Interacting type Distance Interacting type Distance
SYS-a -1, 3.46 A
T-T, 3.11A
T-T3 439 A
SYS-b T, 3.40 A CI159---H9-C6 2.63 A
-1, 3.11A CI159---H154-C144 2.78 A
TT-T3 437 A Cl160---H118-C108 2.88 A
Cl161---H23-C19 2.80 A
SYS-c T, 3.12A Cl-m 3.28 A
T-T, 327A
T-T03 4.86 A
SYS-d C-Hm 3.81A
C-Hm 3.67A
C-H-my 3.95A
SYS-e 0163---H158-C162 2.19 A C-H-m 345 A
0164---H118-C108 2.68 A C-H-'m, 4.00 A
C162---N120 293 A C-H''my 4.06 A
C162---N138 325A
SYS-f 0163---H131-C124 2.71A C-H-=m 240 A
-1 3.10 A




