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APPENDIX A 
PROPERTY DATA BANK

The fo llo w in g  tables is listing o f  the com ponent currently availab le in  database  
system . The data o f  com ponent receive from  reference data(R ied R . c  and et al., 1987) 
and Sinnott R .K ., 1983). T ables con sist o f  f ive  groups o f  com p oun d s as fo llow s:

1. HYDROCARBON

1.1. P A R A F IN S

N um ber Form ula C om pound nam e
1 C H 4 M ethane
2 C 2H 6 Ethane
3 C 3H 8 Propane
4 C 4H 10 Isobutane
5 C 4H 10 N -butane
6 C 5H 12 N -pentane
7 C 6H 14 N -h exane
8 C 7H 16 N -heptane
9 C 8H 18 N -octan e

1 0 C 9H 20 N -nonane
1 1 C 9H 22 N -d ecan e
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1.2. A K Y L  P A R A F IN S

N um ber Form ula C om pound nam e
1 C 5H 12 2 ,2 -d im ethylpropane
2 C 6H 14 2 -m ethylpentane
3 C 6H 14 3-m ethylpentane
4 C 6H 14 2 ,2 -d im ethylbutane
5 C 6H 14 2,3-d im ethylbutane
6 C 7H 16 2 -m ethylhexane
7 C 7H 16 3-m eth ylh exan e
8 C 7H 16 3-ethylpentane
9 C 7H 16 2 ,2 -dim ethylpentane

1 0 C 7H 16 2,4-d im eth ylp entan e
1 1 C 7H 16 3,3-d im ethylpentane
1 2 C 7H 16 2,2,3-trim ethylbutane
13 C 8H 18 2 -m ethylheptane
14 C 8H 18 3-m ethylheptane
15 C 8H 18 4-m ethylheptane
16 C 8H 18 2 ,2 -d im ethylhexane
17 C 8H 18 2-m eth y l-3-eth ylpen tan e
18 C 8H 18 3-m eth y l-3-eth ylpen tan e
19 C 8H 18 2,2,3-trim ethylpentane
2 0 C 8H 18 2,2 ,4-trim ethylpentane
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1.3 C Y C L O P A R A F IN S

N um ber Form ula C om pound nam e
1 C 2H 6 C yclopropane
2 C 4H 8 C yclobutane
3 C 5H 10 C yclopentane
4 C 6H 12 C ycloh exan e
5 C 6H 12 M eth ylcyclop entan e
6 C 7H 14 M eth ylcycloh exan e
7 C 7H 14 E thylcyclopentane
8 C 7H 14 1 , 1  -d im eth ylcyclop en tane
9 C 7H 14 C ycloheptane

1 0 C 8H 16 E th ylcyclohexan e

1.4 A R O M A T IC S

N um ber Form ula C om pound nam e
1 C 6 H 6 B en zen e

2 C 7H 8 T oluene
3 C 8H 10 E thylbenzene
4 C 8H 10 O -X ylene
5 C 8H 10 m -X ylen e
6 C 8H 10 p -X ylen e
7 C 8 H 8 Styrene
8 C 9H 12 N -p rop ylb enzene
9 C 9H 12 1 -m eth y l-2 -eth ylben zen e

1 0 C 9H 12 1 -m eth y l-3 -eth y lb en zen e
1 1 C 9H 12 1 -m eth y l-4 -eth y lb en zen e
1 2 C 10H 8 N apthalene
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1.5 O L E F IN S

N um ber Form ula C om pound nam e
1 C 2H 4 E thylene
2 C 3H 6 Propene
3 C 3H 4 Propadiene
4 C 4H 6 1,2-B utadiene
5 C 4H 6 1,3-B utadiene
6 C 4H 8 1-B utene
7 C 4H 8 Isobutylene
8 C 5H 8 1,2-Pentadiene
9 C 5H 8 3 -m eth y l-1,2-butadiene

1 0 C 5H 10 1-Pentene
1 1 C 6H 12 1-H exen e
1 2 C 6H 12 cis-2 -H ex en e
13 C 6H 12 trans-2-H exene
14 C 7H 14 1-H eptene
15 C 8H 16 1 -O ctene
16 C 10H 20 1-D ecene

1.6 A C E T Y L E N E

N um ber Form ula C om pound nam e
1 C 2H 2 A cety len e

2 C 2H 4 E thylene
3 C 4H 4 V in ylacety len e
4 C 4H 6 1-Butyne
5 C 4H 6 2-B u tyn e
6 C 5H 8 1-Pentyne



179

2. INORGANICS COMPOUND

N um ber Form ula C om pound nam e
1 N 2 N itrogen

2 C 0 2 C arbondioxide
3 H 2S H ydrogen su lfide
4 H 2 0 Water
5 H2 H ydrogen
6 CO C arbonm onoxide
7 Ar A rgon
8 N H 3 A m m onia
9 0 2 O xygen

1 0 C O S Carbonyl su lfide
1 1 He H elium
1 2 C S2 Carbon d isu lfide
13 C12 Chlorine
14 F2 Fluorine
15 N O Nitric ox id e
16 N 0 2 N itrogen  d iox id e
17 N 2 0 N itrous ox id e
18 0 3 S Sulfur trioxide
19 Br2 Brom ine
2 0 1 2 Iodine
2 1 S 0 2 Sulfur d iox id e
2 2 BC13 Boron trichloride
23 D 2 Deuterium
24 N e N eon
25 0 3 O zone
26 X e X enon
27 H C N H ydrogen cyanide
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3. ALCOHOLS
N um ber Form ula C om pound nam e

1 C H 4 0 M ethanol
2 C 2 H 6 0 Ethanol
3 C 3 H 8 0 1-Propanol
4 C 3 H 8 0 Isopropyl a lcoh ol
5 C 4H 10O N -B u tan ol
6 C 4H 10O 2-B utanol
7 C 4H 10O i-B utanol
8 C 5 H 1 2 0 1-Pentanol
9 C 6 H 1 4 0 1-H exanol

1 0 C 7 H 1 6 0 1-H eptanol
1 1 C 8 H 1 8 0 1 -O ctanol

4. HALOGENATED HYDROCARBON
N um ber Form ula C om pound nam e

1 CC14 Carbontetrachloride
2 CHC13 C hloroform
3 C2H5C1 Ethyl chloride
4 C3H7C1 Propyl ch loride
5 C4H9C1 1-Chlorobutane
6 C4H9C1 2-C hlorobutane
7 C6H5C1 C hlorobenzene
8 C F4 Carbon tetrafluoride
9 C2H3C1 V in yl chloride

1 0 C H 3F M ethyl fluoride
1 1 C H 2F2 D ifluorom ethane
1 2 C 2F 4 Perfluoroethane
13 C 6H 5F Fluorobenzene
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5. MISCELLANEOUS COMPOUNDS

N um ber Form ula C om pound nam e
1 C H 5N M ethyl am ine

2 C 2H 7N Ethyl am ine
3 C 3H 9N N -P ropyl am ine
4 C 3H 9N Isopropyl am ine
5 C 4H 9N Pyrrolidine
6 C 5H 5N Pyridine
7 C 6H 7N A niline
8 C 3 H 6 0 A cetone
9 C 2 H 2 0 K etone

1 0 C H 20 Form aldehyde
1 1 C 2 H 4 0 A cetaldehyde
1 2 C 2 H 4 0 2 M ethyl form ate
13 C 3 H 6 0 2 Ethyl formate
14 HC1 H ydrogen chloride
15 HF H ydrogen fluoride
16 HBr H ydrogen brom ide
17 HI H ydrogen iodide
18 C 2 H 4 0 2 A cetic  acid
19 C 7 H 6 0 2 B en zo ic  acid

2 0 C 2H 3N A cetonitrile
2 1 C 3H 3N A crylonitrile
2 2 C 3H 5N Propionitrile
23 C H 3 N 0 2 N itrom ethane
24 C 6 H 6 0 Phenol
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