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       It is known, that the formation new and destruction of old bonds in organic and biochemical molecules is very important way of synthesis not only as a new industrial and the vital objects. The important attention to this process is shown not only at practical, but also at theoretical biochemical chemists.
       It is necessary to note, that theoretical researchers, as a rule to use a some approaches for the definition of bond energies a gas phase (Еb). One of them is based on the equation (1) which includes the heat of atomization (∆aHo) and formation (∆fHo) molecules, and also heats of formation in a gas phase (∆fHoatom) all atoms making a molecule [1]. 
∆aHo = Σ ∆fHoatom – ∆fHo ~ Σ Eb                                                                 (1)

The heat of atomization of a gas molecule corresponds in a first approximation to the sum of all bonds energies (Σ Eb).
       However it is important to note such circumstance, that the calculated or found by physical methods the separate gaseous bond energies are not always similar to the same bonds in a real molecule as in substance, because there are any interactions (electro negativity of atoms and groups, chemical interface, hydrogen bonds etc).
       We believed that it is useful to calculate and mutually to optimize the Еb in organic molecules. We choose a class linear (1-5), branched out (6-13) alkanes [2] and various nitro alkanes (14-20) [3] for joint calculation of bond energies in them (Table 1).
       The determination of the heat of atomization values was conducted by the summation of all bond energies in a molecule with the subsequent optimization on all  selected molecules, which was conducted on the equation (2) (the harameter gi was accepted for 1) [4]

R = Σ{| ∆aHo1- ∆aHo2| gi }2

                                                           (2),

where ∆aHo1 is enthalpy of atomization for alkanes and nitro alkanes, which have been taken from references [2, 3], and ∆aHo2 is enthalpy of atomization calculated on the sum of the bond energies in researching molecules.
Table 1. The results of calculation of the atomization (∆aHo1) and (∆aHo2) alkanes and nitro alkanes (kJ mol-1) and the treatment of its on Eq. (2) 
	No
	Compound
	∆aHo1
	∆aHo2
	R

	
	     Linear alkanes
	
	
	

	1
	Pentane
	6364.6
	6359.7
	24.01

	2
	Hexane
	7540.8
	7540.0
	0.64

	3
	Heptane
	8717.5
	8717.3
	0.04

	4
	Oktane
	9894.1
	9894.7
	0.36

	5
	Nonane
	11069.8
	11072.1
	5.29

	
	Branched alkanes
	
	
	

	6
	2-Methylpropane
	5174.2
	5183.0
	77.4

	7
	2-Methylbutane
	6369.3
	6364.3
	25.0

	8
	2-Methylpentane
	7546.4
	7541.7
	22.1

	9
	3-Methylpentane
	7544.2
	7545.6
	0.94

	10
	2-Methylhexane
	8722.9
	8719.0
	14.8

	11
	2-Methylheptane
	9899.3
	9896.4
	13.8

	12
	3- Methylheptane
	9896.6
	9900.3
	13.7

	13
	3-Methylhexane
	8720.5
	8722.9
	6.0

	
	Nitro alkanes
	
	
	

	14
	1,2-Dinitroethane
	4423.4
	4423.4
	0.0

	15
	1,1-Dinitroethane
	4392.4
	4392.4
	0.0

	16
	1,3-Dinitropropane
	5602.4
	5602.4
	0.0

	17
	1,1-Dinitropropane
	5558.4
	5557.1
	1.6

	18
	1,1- Dinitropentane
	7914.4
	7915.7
	1.8

	19
	2,3-Dimethyl-2,3-Dinitrobutane
	9159.5
	9159.5
	0.0

	20
	2,2-Dinitropropane
	5587.4
	5587.4
	0.0

	Σ R = 207.48


       An optimization was conducted by means of program Excel (Microsoft) with the use of function «Search of the decision». Thus was minimized pa rameter R, which gave an optimal changes of bond energies in researching molecules. 
       We took all same bond values for all types of alkanes and nitro gomologues as identical: the value of C-H bond energy was accepted as 423.7 kJ mol-1 and C-C bond energy was accepted as 368.2 kJ mol-1 [1]. The С-N bond was accepted as 405.8 kJ mol-1 for nitro alkanes [5]. We suggested the form of nitro alkane molecules as R-N(=O)2 and two N-O bonds were calculated as equal. 
       Thus, in all types of researching molecules the same bonds are practically equivalent on the energies. In this cases there are greater opportunities for reduction of parameter R (the sum of the difference of little squares), describing the most correct reception of calculation of bond energies [4]. We conducted the much calculation and received the minimum value of the R-parameter.  
      The initial unified bond energies were the same (all the same bonds have the identical energy values). 

       The calculated unified bond energies values (kJ mol-1, ±2%) in alkanes and nitro alkanes are presented were: C-H is 410.6±8.2, C-C is 358.3±7.2, C-N is 397.4±7.9 and N-O is 402.6±8.0 kJ mol-1
       It is necessary to note that the last value of the bond energy value no bad corresponds to the presented magnitude 393-397±3-7 kJ mol-1 in the work [6].
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