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Garcia-Rubio et al, “Bulk Copolymerization of Styrene and Acrylonitrile”, Polymer, Vol 26, pp2001-2013 (1985).
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Std-Dev = 0.01 Std-Dev = 0.01 Std-Dev =0.1
Std-Dev = 5% Std-Dev = 5%
105000 57000 0.14 0.14 62.2
0.28 121.5
125000 61000 0.45 0.45 180.7
0.51 196.3
171000 72000 0.55 0.55 210.0
281000 83000 0.64 0.64 240.0
0.78 270.1
0.81 276.1
735000 127000 0.85 0.87 299.8
0.91 312.0
1200000 159000 0.96 0.96 330.8
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XP: Type = Profile-Data, Model Name = Rbatch, Block Name = Reactor, Variable Name = XP, Variable = MASSFRAC-L,
Component = SAN

MN: Type = Point-Data, Define XP (Block-Var, Block=REACTOR, Variable=VVALUE, Sentence=STOP, ID1=2) As Input,
Define MWN (Compattr-Var, Stream=PROD, Substream=MIXED, Component=SAN, Attribute=MWN, Element=1) As Result
MW: Type = Point-Data, Define XP (Block-Var, Block=REACTOR, Variable=VALUE, Sentence=STOP, ID1=2) As Input,
Define MWW (Compattr-Var, Stream=PROD, Substream=MIXED, Component=SAN, Attribute=MWW, Element=1) As Result
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Criterion no = 2, Location = Reactor, Variable Type = Mass Fraction, Stop Value = 0.995, Component = SAN, Substream =
MIXED, Approach from = Below
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DR-1: Data Set = XP,

Variable Manipulated variable Lower limit Upper limit
1 React-Var Block=R1 Variable=GE-PARAMS Sentence=GEL-EFFECT ID1=1 Element=1 05 2.5
2 React-Var Block=R1 Variable=GE-PARAMS Sentence=GEL-EFFECT ID1=1 Element=3 0 5

3 React-Var Block=R1 Variable=GE-PARAMS Sentence=GEL-EFFECT ID1=1 Element=5 0 5

4 React-Var Block=R1 Variable=GE-PARAMS Sentence=GEL-EFFECT ID1=1 Element=10 05 25



DR-2: Data Set = MN, MW, Absolute Function Tolerance = 130

Variable Manipulated variable Lower limit Upper limit
1 React-Var Block=R1 Variable=CMPRE-EXP Sentence=CHAT-MON ID1=ACN ID2=ACN 5000 50000000
2 React-Var Block=R1 Variable=CMPRE-EXP Sentence=CHAT-MON ID1=ACN ID2=STY 20000 2000000
3 React-Var Block=R1 Variable=PRPRE-EXP Sentence=PROPAGATION ID1=STY ID2=STY 1000000 100000000
4 React-Var Block=R1 Variable=IDEFFIC Sentence=INIT-DEC ID1=AIBN 0.1 1
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Loop-return Block type Block
Calculator C-2
Unit operation MIX
Calculator C-1
Begin Regression DR-1
Unit operation REACTOR
Return to Regression DR-1
Begin Regression DR-2
Calculator C-1
Unit operation REACTOR
Return to Regression DR-2
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Modified parameters Before regression | After regression
Kp110 1.09 x107 1.39x107
kp12o 3.028x107 3.86x107
kf220 4.617x10% 6.39x10°
kf210 2.3x10° 1.25x10°

f 0.58 0.454
al 1.0 0.75
a3 0 1.17
a5 0 1.89

alo 1.0 2.25
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