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1) R. H. Perry and G.W. Green : “Perry's Chemical Engineers' Handbook”, 7th Edition,
McGraw-Hill, New York, 1997
2) D. R. Lide : “Handbook of Chemistry and Physics”, 76th Edition, CRC Press, Boca
Raton, 1995
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H_, (k]| mole) = 427.2364 X (C) +89.4466 % (H) — 195.8868 X (O) 9)
—181.5104 x (F) —40.8723 % (C)) +6.2078 < (Br)

Table 1. Reported net heats of combustion and predicted net heats of combustion by atomic
contribution method for organic halogenated compounds

No Nomenclatures Molecular 4H, 4H; | Hanley | Cardozo This
Fomular work
1| Fluoromethane CHs5F 5219 | -237.8 518.4 653.62 | 514.07
2| Chloromethene CH;Cl 6754 -81.9 67434 | 64132 | 654.70
31 Tirchloromethane CHCh 380 -103.6 | 410.8 | 296.84 | 394.07
4} Tetrachloromethane CCly 265.3 -95.8 297.7 124.6 263.75
5| Bromomethane CH;Br 705.4 -355 718.56 | 629.01 | 695.58
6| Fluoroethane C.HsF 1127 | -263.2 | 1128.3 | 1268.76 | 1120.19
7| Cloroethane CHsCl | 12849 | -112.1 1{1279.43 | 1256.46 | 1260.83
8| Bromoethane C,H;sBr 1285 | -90.1(1) | 1327.08 | 1244.16 | 1307.91
9| 1-Chloropropane C;H,Cl 1867 | -131.9 | 1893.8 | 1871.6 | 1866.96
10| 2-Chloropropane C;H,Cl 1863 | -1449 | 18819 | 1871.6 | 1866.96
11| 1.1-Dichloropropane C;HeCl, 1720 -95.6 1810.3 | 1699.36 | 1736.64
12| 1.2-Dichloropropane C;HeCl; 1707 | -162.8 | 1740.42 | 1699.36 | 1736.64
13| Vinyl chloride CH;Cl 1155 37.3 118533 | 1140.20 | 1081.94
14| Chlorobenzene CsHsCl 2976 | 11.0(1) | 2976.5 | 2999.15 | 2969.78
15| Fluorobenzene CeHsF | 28145 | -116.0 | 2799.5 | 3011.46 | 2829.14
16| Bromobenzene Ce¢HsBr | 3019.2 | 60.9(1) | 3070.60 | 2986.85 | 3016.86
17} 1.1-Dichloroethane CH.Cl 1084 | -127.7 | 114127 | 1084.22 | 1130.52
18| Allyl chloride C;HsCl 1758 -063 178448 | 1871.6 | 1688.07
19| n-Chlorobutane CsHoCl 2486 | -154.6 |2508.27 | 2486.74 | 2473.10
20| iso-Butylchloride C,HoCl 2474 | -161.2 | 2500.9 | 2486.74 | 2473.10
21| Chloropentane CsHiCl | 3097 | -175.0 |3122.64| 3101.88 | 3079.22
22| tert-Chloropentane CHCl | 3089 - N - F | 3101.88 | 3079.22
23| n-Butyl bromide C,H,Br 2469 | -107.1 2555 | 2474.44 | 2520.17
24| Propargyl bromide C;H3Br 1628 - N F | 1666.14 | 1556.26
25| Benzyl chloride C7H,Cl 3503 -32.6 | 35682 | 3595.22 | 3575.91
26| o-Dichlorobenzene CeH.Cl, | 2871 30.2 2874.8 | 2823.22 | 2839.46
27| Acetyl chloride CH;0Cl | 879 - N - F | 902.14 | 886.05
28| Ethylene chlorohydrin C;HsClO 1072 - N - F | 1105.14 | 1064.94
Average Absolute Deviation (A.A.D.) 31.83 4747 23.34

* N+« F : Not Found
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