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Table S1. Encapsulation energies for conformers a and b shown in Figure 3 in the absence of

an external electric field in kcal/mol.

MX LiF | LiCl | NaF | NaCl
Conformer (a) | -33.6 | -38.6 | -35.9 | -29.3
Conformer (b) | -33.8 | -39.0 | -36.4 | -29.4




Table S2

Table S1. Relative energies of the low-energy
minima ¢, d and corresponding transition states
for turning the MX@C7o, with respect to the
hi%h—energy minima a and b in kcal/mol. The
differences AE,. and AE.qare defined as E, — E.
and E, — E,4. Field strength is presented in au
and energies in kcal/mol.

LiCI@Cro
EF AE,.  TSse AEpy  TSug
0.000 04 104 -04 100
0.002 43 92 21 95
0.004 30 82 38 89
0.006 47 71 54 85
0.008 64 61 70 8.1
0.010 81 51 85 17
0.012 98 41 99 73
0.014 113 32 112 70
NaF@Cro
EF AE,. AE,.  AE.  AE.
0.000 05 125 05 130
0.002 24 113 14 124
0.004 43 101 32 118
0.006 62 90 50 112
0.008 80 80 67 107
0.010 99 70 83 102
0.012 117 61 99 98
0.014 134 53 -113 95
NaCl@Cro
EF AE,. AE,. AE.  AE.
0.000 01 287 -01 286
0.002 20 280 21 273
0.004 41 275 41  26.0
0.006 62 270 61 247
0.008 82 265 80 236
0.010 103 260 99 225
0.012 123 256 -116 215
0.014 142 251  -132 207







Table S3. Dipole moments, p, for conformers a and b, presented in Figure 3 of the manuscript.

MX LiF | LiCl | NaF | NaCl
Conformer (a) | 6.18 | 6.57 | 6.63 | 6.87
Conformer (b) | 3.49 | 3.50 | 3.19 | 3.23
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Figure S4. Comparison of calculated infrared (top) and Raman (bottom) spectra of conformers

a(d) and b(c) of NaF@1 (Figure 3) with the EEF set to zero.
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Figure S5. Comparison of calculated infrared (top) and Raman (bottom) spectra of conformers

a(d) and b(c) of NaCl@1 (Figure 3) with the EEF set to zero.



