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Close contacts of the methyl group with the host molecules in all the
structures

The interactions that occur between the methyl groups on the guest molecules with
the neighbouring host molecules in each crystal structure are C-H-1r interactions,
which are presented in the Figures 1 to 4.

1. H1+0.50x inclusion compound

Figure 1S Close contacts that occur between methyl groups on the guest and host
molecules in H1+0.50x

Table 1S C-H-1r interactions between methyl groups on guest with host in H1+0.50x

Geometry Interaction (C-Heeec,) Intermolecular

distance (A)

Al Perpendicular y-shaped | C7B-H7Sec,(C15C,C16C,C21C,C22C,C23C,C28C) 2.94

B Perpendicular y-shaped | C8B-H8R,T *++c,(C16C-C21C) 3.03,3.84

C Perpendicular y-shaped | C8B-H8Se++c,(C1C,C2C,C7C,C8C,C9C,C14C) 2.90

D Perpendicular y-shaped | C7A-H7Y esec,(C2F-C7F) 2.77

E| Perpendicular y-shaped | C8A-H8Z «++c,(C1F,C2F,C7F,C8F,COF,C14F) 2.75

F| Perpendicular y-shaped | C8A-HB8Yessc,(C2E-C7E) 3.04




2. H1+0.5px inclusion compound

Figure 2S Close contacts that occur between methyl groups on the guest and host
molecules in H1+0.5px

Table 2S C-H-1r interactions between methyl groups on guest with host in H1+0.5px

Geometry Interaction (C-Hesecy & cgyeeecy) Intermolecular
distance (A)
A Perpendicular t-shaped C32-H32A,B,Cee+c4(C2-C7) 3.23-3.57 A.

3. H2+0.5px inclusion compound

Figure 3S Close contacts that occur between methyl groups on the guest and host
molecules in H2+0.5px

Table 3S C-H-1r interactions between methyl groups on guest with host in H2+0.5px

Geometry Interaction (C-Heeec,) Intermolecular distance (A)

A Perpendicular t-shaped | C29-H29A,B,Ce*+c,(C14-C20) 3.22-3.85




4. H3eox inclusion compound

Figure 4S Close contacts that occur between methyl groups on the guest and host
molecules in H3+0x

Table 4S C-H-1r interactions between methyl groups on guest with host in H3<0x

Geometry Interaction (C-Heeec,) Intermolecular distance (A)
A Perpendicular y-shaped | C7-H7Ae<ssc,(C10-C15) 3.01
B Perpendicular y-shaped | C8-H8B,T ¢*+c,(C19-C24) 3.62
C Perpendicular y-shaped | C7B-H7B¢*sc,(C19-C24) 3.15

H' NMR spectra for H1+0.50x and H3+ox
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Figure 5S H' NMR spectrum for H2+0.50x
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Figure 6S H' NMR spectrum for H3+0x
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