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Table 1. PCA correlations matrix. The strongest correlations are shown in bold.

PE Emﬁc-lh Em&c—xt Ep  Eiviwo  Enptnen Ehb(mﬁc) Pb) b

PE 1 -0.28 0.87 | 0.64 -0.15 0.61 045 0.51 043

E,con |-0.28 1 -048 [-0.19 0.84 -0.71  -0.76 -0.78 -0.78

E .xx |087 -0.48 1 045 -0.34 0.59 048 0.57 0.53

E,, 064 -0.19 045 1 0.06 0.75 0.61 0.56 0.45

Eipnry |-0-15  0.84  -0.34 | 0.06 1 -0.62  -0.72 -0.73 -0.80

Eipinen | 061 -0.71 059 | 0.75  -0.62 1 095 093 0.89

Eipmae | 045 -0.76 048 | 0.61 -0.72 0.95 1 0.92 091

Tip(1) 0.51 -0.78 0.57 | 0.56 -0.73 0.93 0.92 1 0.98

Tin2) 043 -0.78 0.53 | 045 -0.80 0.89 091 0.98 1

W, 045 -0.06 0.32 (-0.03 0.15 -0.13  -0.19 -0.16 -0.21

Z, 0.33 -0.07 0.32 [-0.24 0.08 -0.24 -0.30 -0.21 -0.24

S, 035 -0.14 0.40 [-0.27 -0.03 -0.19 -0.23 -0.14 -0.15

V., 035 -0.14 040 (-027 -0.04 -0.18 -0.22 -0.13 -0.13

N, oot 0.38 -0.01 0.27 {-0.12 0.15 -0.20 -0.28 -0.20 -0.25

N,,.w/Ny1-0.05 022 -0.36 | 041 0.29 0.13 0.11 0.01 -0.05

S.iSy 1011 026 -0.20 | 0.47  0.37 0.13 0.07 -0.01 -0.10

v.iSs, 1015 -0.08 0.19 |-0.13 -0.13 -0.01 0.05 0.06 0.10

D, -0.19 -0.16 -0.33 |-0.17 -0.10 -0.07 0.01 -0.13 -0.11

D, -0.32 -0.15 -0.37 |-0.34 -0.16 -0.16 -0.07 -0.18 -0.13

C, -024 -024 -0241-042 -026 -0.16 -0.05 -0.15 -0.08
W, Z S Vi Now|Nw/Ny SoilSy VIS, | D. Dy G
PE 045 033 035 035 038 -0.05 0.11 0.15 [-0.19 -0.32 -0.24
E. ... 1-0.06 -0.07 -0.14 -0.14 -0.01| 0.22 026 -0.08 [-0.16 -0.15 -0.24
E.... 1032 032 040 040 0.27| -0.36 -0.20 0.19 [-0.33 -0.37 -0.24
E,, -0.03 -0.24 -0.27 -0.27 -0.12| 041 047 -0.13 [-0.17 -0.34 -0.42
Eipineay | 0-15 0.08 -0.03 -0.04 0.15 0.29 0.37 -0.13 |-0.10 -0.16 -0.26
Eipnen |-0-13 -0.24 -0.19 -0.18 -0.20| 0.13 0.13  -0.01 |-0.07 -0.16 -0.16
Eipmaey [-0-19 -0.30 -0.23 -0.22 -0.28| 0.11 0.07 0.05 | 0.01 -0.07 -0.05
Ry, 1-0.16 -0.21 -0.14 -0.13 -0.20| 0.01 -0.01  0.06 |-0.13 -0.18 -0.15
R, ]-0.21 -0.24 -0.15 -0.13 -0.25] -0.05 -0.10  0.10 |[-0.11 -0.13 -0.08
W, 1.00 092 0.87 086 0.97 | -0.17 -0.09 0.40 |[0.08 -0.02 0.11
Z, 0.92 1.00 097 097 095 -047 -042 048 |-0.03 -0.02 0.14
S, 0.87 097 1.00 1.00 0.89 | -0.62 -0.54 0.49 |-0.10 -0.08 0.13
V., 0.86 097 1.00 1.00 0.88 | -0.62 -0.55 0.54 |-0.12 -0.09 0.13
N,n 1097 095 0.89 0.88 1.00 | -0.21 -0.16 042 |0.05 0.00 0.12
N, i/ Ny 1-0.17 -0.47 -0.62 -0.62 -0.21| 1.00 092 -0.34 037 0.18 -0.04
S our Sy 1-0.09 -0.42 -0.54 -0.55 -0.16| 0.92 1.00 -0.44 |{0.27 0.05 -0.16
VIS, 1040 048 049 054 042 | -0.34 -0.44 1.00 |-0.21 -0.17 -0.02
D, 0.08 -0.03 -0.10 -0.12 0.05 0.37 0.27 -0.21 | 1.00 0.95 0.90
D, -0.02 -0.02 -0.08 -0.09 0.00 | 0.18 0.05 -0.17 {095 1.00 0.96
C, 0.11 0.14 0.13 0.13 0.12| -0.04 -0.16  -0.02 [ 0.90 0.96 1.00







Figure 1
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Figure 1 continued
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Figure 1. Correlation between some non-covalent interactions: a) PE versus other van
der Waals energy; b) PE versus the interaction energies of the macrocycle with the crystal
environment; c) rotaxane-crystal hydrogen bond energy versus macrocycle-crystal
hydrogen bond energy; d) rotaxane-crystal ©t-1 stacking energy versus macrocycle-crystal
T-T stacking energy; e) rotaxane-crystal other van der Waals energy versus macrocycle-

crystal other van der Waals energy.






