Modelagem
Bromato-Acido Oxalico-
Acetona-Ce(I1V)-Acido Sulfurico,

em fluxo agitado
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modelo

e 23 reacoes (9 reversas)
e 15 espécies independentes
* reacao eliminada:
2CH,COCH,* = CH,;COCH,CH,COCHj,



Br + BrO; + 2H™ = HOBr + HBrO,

Br + HBrO, + H* = 2HOBr

Br + HOBr + H" = Br, + H,O

HBrO, + BrO; + H" = 2BrO,«+ H,O

BrO,*+Ce** + H* = Ce**+ HBrO,

BrO,» + (COOH), ~ HBrO, + CO, + HCO,s

HBrO, + HBrO, = HOBr + BrO; + H

Ce** + BrO,* + H,O = Ce*" + BrO; + 2H"

HOBr + (COOH), -~ H,0 + CO, + HCO,e + Bre

Bre + Bre - Br,

HCO,s + HCO,» - (COOH),




Ce** + (COOH), - Ce’* + CO, +HCO,++ H*

Ce** + HCO,» -~ Ce’*+ CO,+ H*

Bre+ (COOH), » Br + H"+ HCO,++ CO,

CH3COCH3 + H+ < CH2=CHOHCH3 + H+

CH,=CHOHCH; + Br, ~ BrCH,COCH; + Br + H*

BI‘O3_ + (COOH)Z - BI‘OZ° + HzO +COZ + HCOZ.

HOBr + HCO,» ~ H,O + Brs+CO,

Br + Br, = Brs

HCO,s + H" BrO; - BrO,s + CO, + H,O

Br, + CH,=CHOHCH; -~ BrCH,COCH; + 2Br + H*

Br, + BrCH,COCH; » BrCH,COCH,Br + Br + H"

Br; +BrCH,COCH; - BrCH,COCH,Br +2Br + H*




REACTIONS
Br + BrO; +2H" 2 HOBr + HBrO,
Br + HBrO,+ H* £ 2HOBr
Br + HOBr + H* = Br, + H,0O
HBrO, + BrO; + H* = 2BrO,s + H,0O
BrO, + Ce** + H* 2 Ce* +HBrO,
BrO,¢ + (COOH), — HBrO, + CO, + HCO,*
HBrO,+ HBrO, 2 HOBr + BrO; + H*
Ce* + BrO,» + H,O = Ce**+ BrO; +2H*
HOBr + (COOH), ~ H,0O + CO,+ HCO,® + Bre
Bre + Bre — Br,
HCO,e + HCO,» — (COOH),
Ce*+(COOH), — Ce*+ CO,+HCO,* + H*
Ce*+HCO,» — Ce**+ CO,+ H
Bre + (COOH), — Br  + H"+ HCO,* + CO,
CH;COCH; + H* & CH,=CHOHCH; + H*
CH,=CHOHCH; + Br, = BrCH,COCH; + Br" + H*
BrO; + (COOH), — BrO,* + H,O + CO, + HCO,e
HOBr + HCO,» — H,O + Bre + CO,
Br + Br, # Bry
HCO,* + H" + BrO;” — BrO,s + CO, + H,0O
Br; + CH=CHOHCH;~ BrCH,COCH;+2Br +H"*
Br,+ BrCH,COCH; — BrCH,COCH,Br + Br + H*
Br; + BrCH,COCH; — BrCH,COCH,Br+2Br + H*

ke ke
5.0 M3s! 1.0 x10*M-ls!
20x10°M2s1 5.0 10° M's!
8.0 x 10° M-%s-! 110 s!

I x10*M=2s1 2.0 x 10" M-1s!
7.0 x 104 M2t 8.0 x10°M-ls!
150 Mg
40x107M-1st 2.1 x 1010 M2s!
9.6 Mg 1.3 x 104 M3s!
25 M'ls!
1.0 x 108 Mg
1.2 x 10° M-ls!
27.5 Mis!
1.0 x 106 M-1s-1
2000 M is!
8.3 x 10° Mgt 21.3 Mgt
1.03 x 107 M-1s-!
5.0x 10° Mg
2.0 x 10" M-ls!
1.0 x 108 Mg 7.5% 100 s!
2.7 x103 M1
2.8 x 106 M-ls-!
5.0x 103 Mgt
5.0x 10°*M!s!



Comportamento em

[H,SO,]=1.0M
[Acido Oxilico] = 0,03 M
[Ce(IV)] = 0,0005 M
k,= 0,005 s’!
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Diagrama de Bifurcacoes para [bromato] = 0,0045 M
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