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Model Parameter Estimator

Fitting g Model Parameter from Group Contribution based
Estimation Methods

For the calculation of the multicomponent mixture behavior using
different gf-models the knowledge of the binary interaction
parameters is required.

If these parameters are not available, they are usually derived
from experimental vapor-liquid equilibrium data or other mixture
data. If these data are also not available, group contribution
methods can be used for the estimation of activity coefficients.
Binary interaction parameters can then be derived from these
values by non-linear regression.

In most cases, the parameters are directly calculated from only
few estimated activity coefficients at infinite dilution. This pro-
cedure may in several cases result in very unreliable parameters.

The DDBSP Model Parameter Estimator employs a more
complex and safe approach for homogeneous and heteroge-
neous systems. The package allows generating binary interaction
parameters for the Wilson, NRTL and UNIQUAC model.

“ Fit gE Model Parameters to Activity Coefficients - o x

3 Ext | @ Open Comporent List | | bmport Aspen Components | (G Create Componentlst | [[5] Deplay Resuits | i

Component | § o Model Temperature Depandency
i1 Eihanc] ol & waQUAC v =0 ClarTnm
UNIQUAC-q/f: 19720/2. 1055 Wilson-mol: 586355 =l Cler~3
Component 2 Start Parameters Carr+2 Ol
== Tl [satprometen x|
UNIGUAC g/ 3.0150/3.3040 Wisonmal: 104,75
Mnmaze ...
Start Parameters ]
& Iitaraction Parameters | D} Paraemtter D08
Actrty Coeficent Model Parameter |Start Vakse |Initial Step |Constant?
mediied UNIFAC {Dortrmund] w — — ||a2-2 |E] s Ocerstant
Tempersture ange [¥] S A a s Ccenwart
Start End Step
300 0 5 M ° Results - O x
Mole Percent Step Widh | § - 1 X cose | [ sevensiis | Savessp@ | B SoveinPacameter00f | B Copy | 28 Cewr
£ Erhanced Resckston for Semall Concentrations 2 5ek .
Bore | Bhicor Chposse T e | [Mowe [ Model ]m__ﬂ
112 -2
T | om x1 | ActCoefll  ActCoefl | | L T
T m.g:‘")'!‘r YO Hany
300.00 0.0000 | LODKD 49418 10000 Campl MER '
0000 0.0005 09995 4924 1.0000 LB
0000 0.000 Q90 4914 Loogo | |Come2 1204
0000 0.005 09985 45015 10000 |
Obj. Function | AAD=
30000 0.0020 09980 48882 1.0000 i
oo | aove | noese | s T, e . 1
< 1A 1-2 a3 o
License Serven Success a1 0.512 g 13

The parameters are g

These parameters may be constant or linearly or quadratic de-
pendent on temperature. The models UNIFAC, mod. UNIFAC
(Dortmund), mod. UNIFAC (Lyngby), mod. UNIFAC (NIST),
ASOG, COSMO-RS(Ol) and COSMO-SAC are available for data
estimation.

The software comes with

* the latest published parameter matrices for the estima-
tion methods.

e structural group lists

¢ rand q values (UNIQUAC)

¢ liquid densities (Wilson)

Members of the UNIFAC-Consortium (see www.unifac.org) have
access to the latest UNIFAC and mod. UNIFAC parameters.

Component lists can be entered by hand or imported directly
from the Aspen simulation object (OLE) or the “bkp” project file.

Parameters can be exported to Microsoft Excel or
Aspen® (via “inp"-file).
License
Basic price for a PC version' 2,650 €
1-year license? 660 €
790 €

Yearly fee for a 7-year license?

For more than one computer, special prices apply:
- 2 workstations add 50%
- 3 workstations add 80%

- 4 workstations add 100%.

A discount of 75% is available for universities. Not available as site or
world-wide license.

Changes and errors are possible regarding all information and prices.

Leor approx. 16 2/3 % of the price, a yearly update is available
2 Expires after one year

3 The license includes 6 yearly updates. After 7 years, regular updates
are available for approx. 16 2/3 % of the basic price.
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