
Input chemical components for 
the given process to be 

simulated.

If a component has unknown 
chemical properties, use Aspen 
to estimate the properties by 

creating a user-defined 
compound.

If components have known 
properties, search the Aspen 

database and select the 
components.

If experimental data for the 
unknown component is 
available, set up a data 

regression analysis to estimate 
desired properties.

If no experimental data is 
available, enter the chemical 

structure into the Aspen 
property definition table and 

calculate the number of atoms 
and bonds.

Select the a group contribution 
method. Then find and input 

the corresponding groups and 
Aspen ID numbers for the 

compound. 

Use the NIST TDE to estimate 
the thermodynamic and 

transport properties of the 
compound.

If any necessary properties still 
remain unknown, set up a 

specific property estimation for 
the property needed.  

With all components identified, 
select the property method that 

would successfully model the 
process (UNIQUAC, NRTL, 

WILSON, ect.)

Develop a flowsheet for the 
given process.

Evaluate the model to 
determine if the simulation 

accurately predicts the process.

After confirming an accurate 
model, determine the 

independent and dependent 
variables.

Using these variables, develop a 
sensitivity analysis to create a 

table of results for a large 
combination of independent 

variables.

Insert the newly created table 
into Excel. Using the sorting 
function of Excel, find the 

optimal values for the process.

Assess the validity of the 
optimal values by completing 

lab scale experiments. 
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