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Table S1. Temperature dependence of the prediction of C,

Cg _ Cg _

T oC — (AH = 50 kd/mol) —" (AH = 100 kJ/mol)
15 0.51 0.26
16 0.55 0.29
17 0.59 034
18 0.63 0.39
19 0.67 0.45
20 0.72 051
21 0.77 0.59
22 0.82 067
23 0.88 0.77
24 0.94 0.88
25 1.00 1.00
26 1.07 114
27 1.14 130
28 1.21 148
29 1.29 1.68
30 1.37 191




dery ! Ger-asecy

1.1

1.05

0.95

| X #H=-1kJ/mol
xx BH=1kI/mol
A X AH=3kI/mol
A X
| A, X “H =5 kJ/mol
A X
A, X
A X
L ‘*Axx
Smgy A
m *
_ :’ﬁ.! .
** LN |
R
sett ;1
X
T T T T T 1
5 10 15 20 25 30 35

Temperature (°C)

Fig. S1. Calculation of the activity coefficient using the UNIFAC model




