MODLINK

Interactive Modeling Tool for Detailed Chemical Kinetics
Computations Using Ideal Reactor Networks

MODLINK is an easy-to-use graphical user
interface (GUI) for performing detailed chemical
kinetics computations using the PSR®, SENKIN®,
and CHEMKIN® packages.

APPLICATIONS

MODLINK allows efficient investigation of process
conditions and inputs on the system using a detailed
description of the chemistry.

SYSTEM REQUIREMENTS
MODLINK runs on Windows based PC’s.
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CAPABILITIES

Easy to use GUI alows creating reactor networks
containing linked Plug Flow Reactor (PFR) and
Perfectly-Stirred Reactor (PSR) objects.

Nodes placed between reactors control stream input
and output with ability to mix separate streams
automatically and cal culate mixing cup properties.

PFR Reactors. can be performed assuming constant
pressure, temperature or volume; or variable volume
or variable temperature conditions.

PSR Reactors: can be performed assuming adiabatic
or constant temperature conditions.

Thermochemical properties at reactor outlets are
easily extracted and imported into plotting packages.
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MODLINK

Time variation in NO mole fraction for range of Normal Stoichiometric
Ratios (NSRs) for a utility boiler application computed with MODLINK

2.50E-04

2.00E-04
[y
5 ——NSR =0
S 1.50E-04 S —=— NSR 1.0
" \\ | —NsR15
S ]
S 1.00E-04 < —e— NSR 2.0
0 —%— NSR 5.0

5.00E-05 K

0.00E+00 | | |

0 01 02 03 04 05
Time (sec)

PFE Calculation Parameters E

ID.1 to, zec [TTIM]
ID ta, sec WMTIM)

1D Mumber Problem Type = ;
|2_ & CONP O CONY & CONWT Cancel |
CWTIM UTTIM
— Parameters
ID.1 Time, sec 0.01 Deltat, sec

ID m, K./zec [TTIM)
II:I m, o3 zec [ TIM)

— Owemidable Parameters

Ovemide Upstream

r |2EIEIEI Temperature, K
' |1 Pressure, atm

Example Reactor Input Panels

P5E Calculation Parameters E2

— 0 Number Probler Type Specify :
- TGV " Tau :
| & ENFG & FlowRate Cancel |

~ Parameters
Heat Lozz, calfzec

Yalume, cm”™3

0.01 Residence Time, sec

ID
|1EIEI
I—

|15EIEI Temperature, K. [initial guess for ENRG]

— Overidable Parameters
Override psatream

(ml 300 Inlet temperature, K

(ml I'I Pressure, atm
r ID-'I Mazz Flow Rate, glsec




