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Fig. S2 Plots of (a) density, cell length and (b) energy versus simulation time in the NPT

simulation for HNBR.
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Fig. S3 The (a) permeabilty coefficients and (b) selectivity of penetrant molecules in HNBR
and EPDM



Table S1 Non-bonded force field parameters for the EPDM and HNBR

—QCHZ—CH2 CH2 CHZ)—QCH2 CH%CH;—&OI-I:&IH CHZ%CHZ—CH%CHZ—CH—)'

2 9 10 noo1n 13 14 M | 18
3'32_5'33 SN

Atom q (e) Force field type
C1/C2/C3/C4/C5/C7/C9/C12/C13/C17 -0.106 c4
Co6/C14 -0.053 c43
C8 -0.159 c4
C10/C11/C15 -0.127 c3=
C16 -0.254 c3=
C18 0.141 c43
C19 0.234 c2t
H1/H2/H3/H4/H5/H6/H7/H8/H9 0.053 hl
H12/H13/H14/H17/H18
H10/H11/H15/H16 0.127 hl
N -0.428 nlt

1 2 3 44 66 77
+CH2—CH2-)—(-CH2 CH-)—CH—CH—
1 2" X y 99 \10
CHssCH —CH,—CH

\i1 12/ 10
cH,—(
n 13CH12
14CH313
Cl1/C2/C3 -0.106 c4
C4/C6/C7/C8/C10 -0.053 c43
C5/C14 -0.159 c4
C9/C11 -0.106 C4
C12 0 c3=
C13 -0.127 c3=
H1/H2/H3/H4/H5/H6 0.053 hl
H7/H8/H9/H10/H11/H13

HI12 0.127 hl




