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The input parameters for the DPD simulations, such as the number density of beads Pipure in a
liquid made up only of beads of type i, the solubility parameters 0 and the pair-wise interactions
a;; are presented in this Supporting Information. We obtained the solubility parameter ¢ for each
bead type by taking molar group contributions into consideration as given for the van Krevelen-

Hoftyzer approach !, calculated by the Molecular Modeling Pro software 2.

Table S1. The non-bonded DPD interaction parameters used in simulations. Dashes indicate no
interaction computed between the aromatic (bead B) and aliphatic (bead L) rings while W

indicates the water beads.

a;/kgT A B L C D J A’ D' D" w Al

A 27.8 498 50.1 332 233 339 286 202 328 1669 6.2
B 498 62.0 — 63.0 193 643 392 360 598 613 132
L 50.1 — 88.5 594 259 605 455 355 594 922 352
C 332 630 594 355 363 359 384 267 37.0 1953 821
D 233 193 259 363 58 374 128 174 29.6 158.7 8.7
J 339 643 605 359 374 364 394 274 37.6 1965 23.0

A’ 286 392 455 384 128 394 227 198 353 1227 7.0
D’ 202 36.0 355 267 174 274 198 142 248 1929 9.2
D" 328 598 594 370 29.6 376 353 248 377 1685 85.0
\% 1669 613 922 1953 158.7 1965 122.7 1929 1685 1.8 4.1
Al 6.2 132 352 821 87 230 70 92 8.0 41 00
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Table S2. Liquid mass densities (p,,;), molecular weights (My), pure component number

densities (p; pure), and solubility parameters (J;).

Typeof Bead — Joy (g]/‘fnvgl) pi’pure(_A/znji o ((J/cri3)°-5)
A 0.938 58.07 0.0097 20.02
B 1.034 94.11 0.0066 29.08
C 0.634 44.09 0.0087 16.11
L 0.926 100.16 0.0056 2241
D 1.034 31.05 0.0200 2774
] 0.654 46.07 0.0085 15.83
A 0.821 46.07 0.0107 25.09
D 1.001 45.08 0.0133 21.64

D" 0.825 59.11 0.0084 18.07
W 1.000 18.00 0.0334 4770

Table S3. Bond potential parameters of the equation Vg ;(r) = ki(r — 9 ;)* used in the
simulations.

kl] [kT/ rO,l'j Bond ky [kT/ rO,ij
Tr 2 Tr 2
Bond type DPD] [pep] type DbpD] [rpep]
A-B 500.0 0.65 A'-D' 500.0 0.44
A-L 500.0 0.70 A'-D" 500.0 0.44
B-C 500.0 0.54 A'-B 500.0 0.65
L-C 500.0 0.56 A'-L 500.0 0.70
D-J 500.0 0.45 D'-J 500.0 0.45

A'-D 500.0 0.44 D"-J 500.0 0.45




Table S4. Angle potential parameters of the equation Va ;(60) = kiik(ﬁ — 6o,5%)* used in the

simulations.
kl.j QO,t'jk
Angle type  [kKT/rad’]  [deg]
A-B-C 50.0 170.6
B-C-B 50.0 94.7
D-J-J 50.0 106.7
A-L-C 50.0 94.6
L-C-L 50.0 75.5
A'-B-C 50.0 170.6
D'-J-J 50.0 106.7
A'-L-C 50.0 94.6
D"-J-] 50.0 106.7
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