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Supporting information
Additional file 1: PEST++: Influence of input parameter value
Figure 1 - 5 show the resulting boxplots when the input parameter is varied for the
simulation of the experiment of inducing air into tap water.
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Figure 1: Parameter analysis: Box plots of the SI min value for the simulations
of the experiments of inducing air into tap water, when the input values are
changed.
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Figure 2: Parameter analysis via PEST++: Box plots of the gas volume value
for the simulations of the experiments of inducing air into tap water, when the
input values are changed.
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Figure 3: Parameter analysis via PEST++: Box plots of the CaCO3 area value
for the simulations of the experiments of inducing air into tap water, when the
input values are changed.
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Figure 4: Parameter analysis via PEST++: Box plots of value of the mass of
CaCO3 for the simulations of the experiments of inducing air into tap water,
when the input values are changed.
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Figure 5: Parameter analysis via PEST++: Box plots of exp CaCO3 for the
simulations of the experiments of inducing air into tap water, when the input
values are changed.
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Additional file 2: Ion concentrations of the experiment with I = 1.40 × 10−2mol/L.
Summary of ionic concentrations determined by IC of the experiments of injecting
air into water with an ionic strength of I = 1.40 × 10−2 mol/L are shown in Table
1.
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Additional file 3: Example for subsequent run of inducing CO2 into water
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Figure 6: Parameter development over time for a subsequent run of introducing
CO2 into water: Comparison of measured (blue) and simulated (black) values;
the red line marks the time (48 minutes) when the minimum SI is reached.
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Additional file 4: Parameter development of the injection of air into a solution with I
= 2.97 mol/L, area set to zero.
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Figure 7: Parameter development over time during the injection of air into a
solution with an ionic strength of 2.97 mol/L: Comparison of measured (blue)
and simulated (black; pitzer.dat) values; area was set to zero and not adjusted
by PEST++.


