
Available Data Sets

These are visible by expanding the nodes

of the Navigation Tree.



After initial evaluation for the 

pure components, 

comparisons with the UNIFAC 

models (Original and NIST-KT) 

can be made without fitting a 

model.

This is done by first 

selecting a UNIFAC

formulation from the 

Mixture Models menu.

(Go to next page…)



Double Click

LLE Diagram to 

see results of the 

initial fit. A Data 

Table opens.

Click PLOT to 

yield…

The dots represent the 

experimental data from the table.

The line represents the UNIFAC 

estimation.



1. Select a model 

from the 

Mixture Menu. 

Here, 
UNIQUAC

was selected.
2. Click Fit to start the 

initial fitting process.

Note: All properties are included in the fit.

To initiate a model fit…



After fitting, new results appear in the 

Navigation Tree under Multi-Property 

Equations

Double Click LLE 

Diagram to see 

results of the initial 

fit. (A Data Table 

opens, then click 

Plot) to yield.

A poor fit.

When finished, close the plot and the associated Data Table…



1. Double Click
the Activity 

Coefficient data 

entry to open a 

table of the data.

2. Click Plot to see the 

data plotted with the fitted 

model (in blue).

Note: Agreement is good, but it may 

be at the expense of the LLE fit.

When finished, close the plot and the associated Data Table…



1. De-Select the 

check box for the 
Activity 

Coefficient data 

to de-weight the 

data in the fit.

2. Fit again…



After re-fitting, all results are updated 

in the Navigation Tree under Multi-

Property Equations

Double Click LLE 

Diagram to see 

results of the new

fit. (A Data Table 

opens, then click 
Plot) to yield.

Much Better Fit

The upper consolute point

is indicated. Double Click

the point for details of the 

conditions



1. Double Click
the Activity 

Coefficient data 

entry to open a 

table of the data.

2. Click Plot to see the 

results of new fit.

Note: Agreement is not as good as earlier, 

but as seen in the previous figure, the LLE 

results are much improved.

When finished, close the plot and the associated Data Table…



The Model configuration form is 

accessed through…

1) the Right Click menu of the Model 
node (here, UNIQUAC) in the 

Navigation Tree, or 

2) Click Configure in the Model 

Fitting Control Center

The Model configuration form allows customization of the fit, including

1) Selection of the Gas Phase Model

2) The algebraic form of the Temperature dependence of parameters

3) Temperature and pressure range restrictions

4) Relative weighting of LLE data
See Model configuraion form in HELP for details.


