An Introduction to DryAdd










Sounds good, how does it work?
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Wizard Welcome

Welcome to DryAdd Setup Wizard

The Wizard will guide you through setting up a DryAdd data set. Press the Help button at any
stage to obtain help on the different screens.

When you have set the parameters on the current soreen press the Mext-= button to move on,
You can return to the previous screen by pressing the <-Badk button, Pressing Cancel will exit
the DryAdd ‘Wizard.

The procedure that the Wizard follows is first, to add your materials, induding their functional

groups, Then you set up the reactions which can ocour between the materials by defining which
functional groups react together and setting their rates of reaction. You then set some general
parameters for the simulation and define any endpoints, before finally executing the simulation.

Some of the more advanced features such as using a free radical mode, time and kinetics,

or addition of a pre-palymer, are switched off by default in the Dryadd Setup Wizard, If these
features are important for your simulation, you can choose to enable any or all of these features
by chedcking on the boxes below,

»T‘ Use & Radical Mode [ Use Time and Kinetics [ Use a Pre-palymer
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Wizard Materials
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Material Parameters

Material Mame Mal, Wt. Moles

100.00 0.0000 Database |

Functional Groups

Humber per Add

Group Mame Malecule

Group Mame 0| Unknown
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Materials Database

Display Material Class
= Al C:\Program Files\Inteligensys\DryAddMEW \dryadd.db

(" Acds (" Epoxies

" Esters (" Amines

™ Alcohols " Miscellaneous
™ Phenols

" Isocyanates

Pure kDI

T erephthalic Aci




Material Parameters

Material Mame Mal. Wi, Maoles Weight

butane-dial a0, 12 0.0000 0.0000 Reset

Functional Groups

al - Primary




Wizard Materials

Terepk
butane-diol




i Database

| Indude Reverse
| Indude Condensation

| Indude Transesterification

Pre-polymer

Cancel Help |




Wizard Reactions

Bate | LG | L/GIR)

100.00 .00 A7.00
100.00 100 17.00
10000  17.00 -17.00

Type R R1j2] | +R2

BF | Terephthalic : carborml — Jnone] butane-diol : OH
BE | Terephthalic : carbanl butane-dial : OH [hiane]
TR1 | Terephthalic : cofanl butane-dial - OH

butane-dial : OH

9 9 1'99(
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Delete
Help

Substitutions |




Wizard Reactions
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Terephthalic : carborml butane-dial ; ||H

Make Substitutions Block
Help Cancel




Wizard General Parameters

Population | 100000
Advanced
Misses before quitting ].III[I[I[I[I[I

Conversion based on all

Help Cancel




Advanced General Parameters

lun Averaging

Mumber of runs to average I

Secondary cydization factor |1 Exdude molecules of and below I

Primary cydization factor

Minimum cydization size

Diffusion constant (8"
" Linear Scale

[~ Use Run Averaging " Logl Scale

Cancel |




Wizard Halt Points

Total conversion haltpoint (%) 100.00

Acdid number haltpoint |
Ii

Advanced |
Help | Cancel | <-Back Mext-= |




Wizard Motes

Here you can keep track of any notes that you want to make regarding this simulation
- they will be saved as part of the data set so that you can refer to them in future.
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Wizard Finish

Congratulations you have now set up your DryAdd dataset,

¥ Save Dataset

[~ Preview Simulation

Help | Cancel | <-Back | Finish |




: B Simulation Status

test.set

Total Conversion .
wrt ALL

Add Mumber 417,18

Monomers

Initial 1000000

Fed in [}

Product

Initiator ]

Total 1000000

Unreacted 851207
85.12%

Secondary Cydes

0.00%:

0

1.75%

Sites
2000000
0

4]

4]
2000000
1845048
g92.25%

100.00%

Materials
Groups

Help

Time(h:m:s) (W HH] Status

Temperature o RUNMING

Effidency 49,86%
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Both these displays are
‘live’ and update as the

simulation progresses.

You can pause and resume

the simulation at any time

to study the reaction progress

or to alter endpoints or conditions
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The Network Analysis in

DryAdd reports information on
the reactions that have occurred,
the composition of the gel and
pendant fraction, and many
other parameters to help you
understand the properties of the
gel and the sol fraction.

The Network Analysis is based
on a graph theoretical analysis.
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