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ATOM | DISTANCE®A | OPT. | ANGLE (°) | OPT. | DIHDRAL(®) | OPT. | A B C charge
Ga 0 0 0 0 0 0 0 0 0 | 08211
C 2.5351557 1 0 0 0 0 1 0 0 [-0.119
C 2.5009926 1 125.31379 1 0 0 1 2 0 | -0.1832
C 1.8651447 1 104.18645 1 104.29569 1 1 2 3 | -0.4646
C 1.1949852 1 77.513817 1 -166.07751 1 3 1 2 |-0.1745
C 1.3181652 1 43.460021 1 112.47909 1 2 1 4 |-04741
C 1.8573214 1 102.02175 1 117.24746 1 1 2 4| -04531
H 2.7609246 1 134.30483 1 -161.22732 1 6 2 1 | 0.0171
H 0.7039342 1 162.97037 1 147.58061 1 8 6 2 | -0.0054
H 1.0718514 1 179.60728 1 -70.073328 1 5 3 1 | 0.2206
H 3.4421399 1 47.896917 1 -136.90158 1 8 6 2 | 0.0149
H 0.7050104 1 163.31002 1 104.55603 1 11 8 9| 0.0144
H 1.0900225 1 123.77385 1 -176.16965 1 6 2 1 | 0.0951
H 1.0978334 1 77.902501 1 177.20109 1 2 1 6 | 0.0702
H 1.0899632 1 168.11954 1 -11.340043 1 2 1 6 | 0.0782
H 1.0945273 1 107.89957 1 116.05047 1 4 1 6 | 0.0545
H 1.0931599 1 109.6525 1 -1.430696 1 4 1 6 | 0.0556
H 1.0924406 1 111.40687 1 7.659326 1 7 1 6 | 0.0555
H 1.0952402 1 107.80909 1 -110.74146 1 7 1 6 | 0.0555
H 1.0915381 1 113.62805 1 129.90664 1 7 1 6 | 0.0449
H 1.0748923 1 101.32095 1 18.248816 1 3 1 6 0.227
H 2.9691676 1 54.220352 1 12424777 1 3 16 0.05
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Abstract

In this paper, thermodynamics properties for and (C¢H;5Ga) have been studied and calculated by using MNDO-
PM3 method ,where was determine the equilibrium geometry form for molecules by using HyperChem program
with internal coordinate(r, 8°, ¢°) and get the initial matrix and insert it in Winmopac7.21 program to calculate
the thermodynamics properties, and indicate that the Thermodynamics properties such as heat of formation
(AH°f) were (-35.565)kcal/ mol for molecule.

As was calculated entropy values were (105.8658) Cal /K/ mol., for molecule, as well as the heat capacity
(40.7438) Cal /K/ mol. and enthalpy (7339.1791) Cal /K/ mol. and Gibbs free energy was (-24208.8293) Cal /
mol.
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