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Figure S1: Trajectory of one hydrogen atom of CHj3 in n-C5 molecule from MD

simulation at a temperature of 200K.
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Figure S2: A comparison of the MD simulation results (red line) and the incoherent
dynamic structure factor Sin(Q,t) in neutron scattering experiments (open dots) for
2-MeC4. The MD simulation is at a loading condition of 3.0 molec/UC, and the

temperature is 200K. The spectra are normalized to their maximum values.
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Figure S3: The rotational intermediate scattering functions for 2-MeC4 in zeolite

MCM-22 as a function of temperature at Q=0.8141A™",
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Figure S4: Comparison of the rotational intermediate scattering functions for 2-MeC4

and n-C5 at 200 K (Q=0. 0.8141A™).
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Figure S5: The rotational intermediate scattering functions for 2-MeC4 in zeolite

MCM-22 as a function of temperature at Q=0.8141A™" and 1.8047 A™".
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Figure S6: Comparison of the rotational intermediate scattering functions for 2-MeC4

and n-CS5 at different temperatures (Q=0.8 141A™).
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Figure S7: The rotation baselines y. from MD simulations as a function of Q.

(a) 2-MeC4 (b) n-C5.
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