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Development of a NOx Model for Isooctane, which is running on the lean side of stochiometric.
Calculations
Initial Calculations
Iso-Octane/2,2,4-Trimethylpentane/Gasoline (National Center for Biotechnology Information, 2017)
	Molecular Formula:	
	Molecular Weight:	
Atomic Weight of Components (Cayman Chemical, 2017)
	Carbon, 		
	Hydrogen,		  
	Oxygen, 		
	Nitrogen, 		
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[bookmark: _Toc503300619]Calculations
[bookmark: _Toc503300620]Mass Percentages
Molar weight of blended bio-ethanol:
[bookmark: _Ref503217582]			(Eq. A.1)
Mass percentages of components in blend:
	50% ethanol in blend weights 		
	50% iso-octane in blend weights 		
Mass percentages of elements in blend:
	Carbon 			 
	Hydrogen 			 
	Oxygen 			 

[bookmark: _Toc503300621]Air-Fuel Mass Ratio
Stochiometric Combustion
Equation of stoichiometry of combustion: (Kirk, 2018)
		(Eq. B.1)
Stochiometric reaction of ethanol:
[bookmark: _Ref500709830]		(Eq. B.2)
Stochiometric reaction of gasoline:
			(Eq. B.3)
Stochiometric reaction of the blend:
[bookmark: _Ref500709847][bookmark: _Ref503134719]	
		
[bookmark: _Ref503220796]			(Eq. B.4)
	
				(Eq. B.4)

Ethanol can be considered as a partially oxidized hydrocarbon, because it contains an oxygen atom in its basic form. When a partially oxidized hydrocarbon is taking part in the combustion process, it provides more oxygen (see (Eq. B.2) and (Eq. B.4)) and leads to the so-called “leaning effect” and achieves better combustion. (Sadiq, Ali , & Noor, 2011)


Mass Calculations
Molar weight of blend from previous calculation (Eq. A.1) 
[bookmark: _Ref503135043]					(Eq. B.5)
Total weight of air needed for stochiometric combustion of 1 molecule of blend:
[bookmark: _Ref503210373]			(Eq. B.6)
Total weight of  produced by burning 1 mol of blend: 
[bookmark: _Ref503136145]				(Eq. B.7)
Total weight of  produced by burning 1 mol of blend:
				(Eq. B.8)
Total weight of  produced by burning 1 mol of blend:
				(Eq. B.9)
Total weight of  produced by burning 1 mol of blend:
				(Eq. B.10)

Air-Fuel Ratio
Using previous calculations (Eq. B.5) and (Eq. B.6):
		(Eq. B.11)
		(Eq. B.12)

[bookmark: _Toc503300622]Calculation of Lower Heating Value
Below calculations are based on (Eq. B.4).
			
Assuming, that fuel is vaporized in the cylinder.

Enthalpy required to get reactions to zero level for 1 kmol blend: 
			(Eq. C.1)
Enthalpy of 1 kmol blend released from zero level:
			(Eq. C.2)
Net enthalpy of 1 kmol blend:
				(Eq. C.3)
Lower Heating Value of 1 kg blend, using value of previous calculation (Eq. B.5):
					(Eq. C.4)

[bookmark: _Toc503300623]Enthalpy of Formation
Enthalpy of formation of a compound is the enthalpy required to make 1 kmol of compound from its constituent building blocks ( (graphite), ,  and ) at a constant pressure of 1 bar and a constant temperature of 298.15°K. It is an activation energy which does occur when appropriate number of molecules are dividing from their stable structure into unstable atoms, then energy is released when these atoms are forming new molecules, which are the products of combustion (, )

[bookmark: _Toc503300624]Difference Between Higher and Lower Heating Values
The heating value of a fuel is the amount of heat released during the combustion of a specified amount of it. 
The higher heating value (HHV) is determined by bringing all the products of combustion back to the original pre-combustion temperature, and in particular condensing any vapor produced. 
The lower heating value (LHV) is the net heat released per kg of a fuel and the products are permitted to escape and when the product of water is in the form of gas.
HHV = LHV + Latent heat of vaporization of water vapor. (THI LUONG DINH & VU NGUYEN HOANG, 2014)

[bookmark: _Toc503300625]Mass of CO2 Produced
The stochiometric condition of the blend (Eq. B.4) shows, that
	1 molecule of fuel makes 10 molecules of .
Using previous calculations, (Eq. B.5) and (Eq. B.7), it means, that 
	1 kmol fuel is 80.149 kg and is producing 220.0482 kg .
In other words, 
	1 kg fuel is producing 2.7455 kg .

[bookmark: _Toc503300626]Properties of an “Ideal” Fuel
Characteristics of a liquid fuel, marked as “ideal”, should fulfil the following:
· High calorific value.
· Moderate ignition temperature.
· High octane rating to resist self-ignition.
· High compression ratio to make the engine more powerful and economical.
· High laminar flame speed to make the power more useable.
· High flashpoint to make transportation and storage safer.
· Cleaner/Better burning to reduce air pollution and decrease HC and CO emissions.
· Non-poisonous or residue by products on combustion.
· Other important features in the name of sustainability:
· Availability is easy, at low cost, and in plenty.
· Transporting and storage is easy and convenient.



[bookmark: _Toc503300627]Appendix
All the calculations included in this assignment are calculated in Excel to ensure their correctness. This is the calculator used:
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