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S1 Simulation results

A Microsoft Excel file containing the processed results of all MD simulations is provided
as a part of the Supporting Information. Results for transport properties (4 finite system
sizes and extrapolated thermodynamic limit) and thermodynamic factors are provided in
separate sheets of the file. The description of each column along with the corresponding

units is provided in Tables S4 and S5 for LJ and molecular systems, respectively.
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Table S1: Adjustable parameters (k;;) to the Lorentz-Berthelot mixing rules (Equation (9))
for the LJ systems studied.!

adjustable parameter Values
k1o -0.6, -0.3, 0.05
k13 -0.6, -0.3, 0.05
ka3 -0.6, -0.3, 0.0, 0.05
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Table S2: Force field parameters for non-bonded interactions for the molecules used in this
study.??* A schematic representation of these molecules is shown in Figure S1.

Molecule pseudo-atom | o / [A] | €/kg / [K] | ¢ / [e]
C 3.80 37.74 -0.050
chloroform? Cl 3.47 150.94 -0.045
H - - 0.185
CH; 3.910 80.9655 | 4+0.062
acetone? C 3.750 | 52.8673 | 4+0.300
O 2.960 105.7419 | -0.424
CH; 3.775 104.17 +0.265
methanol? O 3.07 85.55 -0.700
H - - +0.435
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Table S3: Rigid bond lengths and angles of the molecules used in this study. A schematic
representation of these molecules is shown in Figure S1.

Bond Bond length / A Angle Angle / [°]
C-Cl 1.771 CH;-C-CH; 116.30
C-H 1.085 CH;3-C=0 121.86
C=0 1.220 CH;-O-H 108.50
CH;3-C 1.507 Cl-C-C1 110.60
O-H 0.945 H-C-Cl 108.31
CH-O 1.430
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Figure S1: Schematic representation of the molecules used in this study. The intermolecular
interaction parameters are listed in Table S2, and rigid bond lengths and angles are provided
in Table S3. The united-atom approach is used for acetone.
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