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saturation, 151
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B l-type cracking, 137
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experimental yield, 217
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Bond-electron matrix representation, 36
 
Bond fission reactions, 17
 
Boolean matrix multiplication, 5
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experimental yield, 217
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Butene, experimental yield, 217
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extension to C80 model, 137-138
 
at mechanistic level, 134
 
validation, 135
 

C-type cracking, 137
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DHC rate and, 114
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Catalytic hydroprocessing, 159
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formation, 118, 137, 173,217
 
initiation example, 37
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discrete integer values, 19
 
HIe ratio, 13
 
hydrocarbon analysis, 13
 
major source of, 205
 
molecular structure and composition model­

ing of complex, 222-223
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guidelines for solving, 88-89
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validation, 119-l21
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strategy, 5-6
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Diels-Alder condensation, 206
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radical addition, 206
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ring opening, 206
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Methane, experimental yield, 217
 
Methyl carbenium ion, 129
 
Methyl radical, 36, 210
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Molecular structure modeling
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optimal representation, 22-24
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validation, 135
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framework, 96
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algorithm, 117
 
as alternative to mechanistic modeling, 184
 
development, 203
 
of gas oil hydroprocessing, 63, 83
 
of heavy paraffin hydrocracking, 63
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LHHW formalism, 65
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Pentadiene, experimental yield, 217
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stock(s)
 
Petroleum fractions, 19
 
Petroleum refining processes, 221
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Propylcyclopentane, 117
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experimental yield, 217
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Protonation, 129, 190
 
Pt-Zeolite catalyst, 137
 
Pyrolysis, 221. See also Thermal cracking
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ysis modeling)
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modeling of, 207-218, 229
 
l3-scission, 209-210
 
diagnostics, 214-215
 
Diels-Alder reaction, 210--21 I
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parameter estimation, 215-216
 
radical addition, 210
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reaction rules, 208-211
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ring opening, 206
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211-214
 

acid,53
 
~-scission, 206
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fluid catalytic cracking, 187-188
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hydrogen abstraction, 206
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matrices for, 162-165
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at pathway level, 161
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