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	Table S1 
Thermodynamic parameters of the PCT@[n]MCPP complexes in the gas phase and water media.

	Complex
	Media
	ΔH (kcal/mol)
	ΔG (kcal/mol) 
	ΔS 
(kcal/mol K) 

	PCT@[6]MCPP
	Gas
Water
	-18.19
-14.74
	-7.21
-4.39
	-0.036
-0.034

	PCT@[8]MCPP
	Gas
Water
	-18.51
-17.57
	-8.97
-4.95
	-0.032
-0.042

	PCT@[10]MCPP
	Gas
Water
	-26.98
-24.22
	-17.00
-12.86
	-0.033
-0.038




	Table S2 
Topological parameters (in a.u.) for intermolecular interactions in PCT@[n]MCPP complexes

	Complex
	Bond
	ρ(r)
	(r)
	H(r)
	G(r)
	V(r)
	-G(r)/V(r)

	PCT@[6]MCPP
	C72C3
	0.051
	0.154
	0.007
	0.030
	-0.023
	1.30

	
	C68H46
	0.054
	0.181
	0.009
	0.035
	-0.026
	1.34

	
	C68H47
	0.054
	0.187
	0.011
	0.035
	-0.024
	1.46

	
	O73C22
	0.042
	0.160
	0.007
	0.033
	0.026
	1.27

	
	C12H86
	0.014
	0.488
	0.013
	0.109
	0.096
	1.13

	
	H82H63
	0.073
	0.280
	0.016
	0.053
	-0.037
	1.43

	
	H84H51
	0.010
	0.377
	0.190
	0.075
	-0.056
	1.33

	
	H84H54
	0.060
	0.022
	0.014
	0.041
	-0.027
	1.52

	PCT@[8]MCPP
	C38H83
	0.090
	0.303
	0.014
	0.061
	-0.047
	1.29

	
	C48H107
	0.031
	0.101
	0.006
	0.019
	-0.013
	1.46

	
	C34H106
	0.062
	0.218
	0.010
	0.044
	-0.033
	1.33

	
	C42H108
	0.145
	0.469
	0.011
	0.105
	-0.094
	1.17

	
	O95H87
	0.067
	0.295
	0.013
	0.060
	-0.047
	1.27

	
	C6H105
	0.047
	0.148
	0.008
	0.029
	-0.021
	1.38

	
	C25H104
	0.051
	0.167
	0.008
	0.033
	-0.025
	1.32

	
	C18H103
	0.048
	0.176
	0.001
	0.034
	-0.024
	1.41

	
	O98H68
	0.139
	0.472
	0.007
	0.111
	-0.104
	1.06

	
	H101H73
	0.068
	0.262
	0.016
	0.049
	-0.033
	1.48

	
	H101H76
	0.062
	0.224
	0.013
	0.042
	-0.029
	1.45

	
	H100H69
	0.063
	0.239
	0.015
	0.045
	0.030
	1.50

	PCT@[10]MCPP
	C48H127
	0.096
	0.321
	0.014
	0.066
	0.052
	1.26

	
	H130H53
	0.072
	0.274
	0.010
	0.058
	0.048
	1.20

	
	C111C4
	0.064
	0.190
	0.008
	0.038
	0.030
	1.26

	
	H128H54
	0.077
	0.233
	0.010
	0.047
	0.037
	1.27

	
	O120C18
	0.057
	0.196
	0.008
	0.041
	0.033
	1.24

	
	O120H81
	0.079
	0.288
	0.010
	0.061
	0.051
	1.19

	
	O117H108
	0.077
	0.299
	0.012
	0.063
	0.051
	1.23

	
	H122C16
	0.089
	0.315
	0.014
	0.064
	0.050
	1.28

	
	H124C56
	0.078
	0.267
	0.013
	0.054
	-0.041
	1.31








