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Supplementary Data



Table A1 — Pure compound parameters using the modified EoS parameterizations.

dc b 105 2 -1
Compound (Pamb.mol?)  (m3mol?) C1 C2 C3 C4 Cs p.10° & (J.mol?)
hexane
(SRK) 253 1212 106 -201 12.02 -331 351
hf’;g{)‘e 270 1088 088 -1.38 961 276 299
decane 5.32 2100 141 -373 2805 -102.9 1483
(SRK)
decane 5.69 1885  1.20 -277 22.89 -85.7 1243
(PR)
hexadecane
R 10.93 3689 190 -628 4388 -1447 1828
benzene
SRK) 191 8.27 091 -1.94 1314 -41.1 508
be(ngg)”e 2.04 7.42 074 -1.36 1079 -34.93 43.72
toluene
SRK) 252 1039 101 -211 1407 -454 571
toluene
(PR) 270 9.33 083 -147 1141 -382 489
methanol 0.68 461 090 -247 326 00 00 0465 24913
ethanol 113 6.40 104 -146 -079 38 00 0165 24913
1-butanol 2.07 9.45 113 -138 804 -315 37.8 0065 24913
1-octanol 4.48 1717 163 -676 358 -81.8 67.7 0065 24913
eg;;’(':%rl‘e 1.72 6.87 110 -364 1216 -37.1 425 0162 24913
Les 2.25 827 137 -250 627 -231 284 0075 24913
propanediol

water 0.43 2.39 056 -254 -201 15 8.6 0483 22013



Table A2 — Information on the volume shifts fitted for each compound. When fitted to density

the volume shift was always determined at 0.7 T..

. volume shift (dm3.kmol™?) T of fitting (K)
Compound equation .
fit density fit speed of sound fit speed of sound

water CPA 11.6 2.9 383
methanol CPA 18.6 6.7 298
ethanol CPA 19.1 5.8 293
1-butanol CPA 17.0 5.2 318
1-octanol CPA 28.9 9.6 313
ethylene glycol CPA 20.4 1.5 293
1,3-propanediol CPA 18.8 11.5 330
n-hexane SRK 19.4 -38.8 323
n-hexane PR 0.6 -29.9 323
n-decane SRK 47.8 -28.0 313
n-decane PR 16.3 -10.0 313
n-hexadecane SRK 116.9 3.0 328
benzene SRK 14.1 -23.9 323
benzene PR 0.4 -17.9 323
toluene SRK 18.6 -22.3 323

toluene PR 2.3 -14.1 323
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Figure A1 — Second virial coefficient for hexane (a), benzene (b), 1-butanol (c) and 1-octanol
(d). CPA parameters are from Oliveira et al. ! Data taken from the correlations present on
Multiflash. 2
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Figure A2 — Second virial coefficient for a) water, b) methanol, c) ethanol and d) ethylene
glycol. Original CPA parameters taken from a CPA review. 3 Data taken from the correlations of
Multiflash. 2
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