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Example 2: Gas Phase Reaction

POLYMATH Results

in PBR for %0

POLYMATH Repert 01-30.2008, Rav3 1233

Calculated values of the DEQ variables

Yariahle initcial wvalue

(") 0

X 0

¥ 1

Epa -0. BEEEEET
Cao 0.2
TheataB 2

C 0.4
Fao F

K &

Ca 0.2
alpha 0.0
Ca -0. 192

QDE Report (RKF45)

Differential equalions 35 entare

1 a{Eyain = -rafFan

d{yyd () = -alpha*(?

Explicit equalions as enlerad

0

0
0.114865%
-0. 6666867
0.2

D.0L5174%9

(1] eps=(1-2-1}13
1 Cao=0 2

TheataB = .
{41 Cbh=Cao*(ThealaB- ">
[5] Fao= 2
[5] k=&
{71 Ca=Cag™(1-XN1+eps "
[=2] alipha=002
f#l ra=-kK"Ca*Ch~2

Elnimal valus

maximal valus

100

0.8587763

1
-0.68666667
-

o

. 4

Pl O3 B3

3

.02

~1.049E-05

final value

100

0.8587763
0.1148659
={J.
0.

o by O P

(= =

EEEERET

r ]
i

0131785

. 00T5895
02

1.048E-05%

recieve
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