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FINAL HEAT OF FORMATION = 62.35350 KCAL = XXX . XXXXXX KJ
TOTAL ENERGY = XXXXX . XXXXX EV
ELECTRONIC ENERGY = -1177.95537 EV  POINT GROUP: XXX
CORE-CORE REPULSION = -337.84637 EV | |
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-38.59283 -36.67731 -32.36585 -27.07877 -26.56105 -26.24210 -22.38737 -21.45299

-19.20180 -18.64291 -17.81014 -16.52342 -15.47797 -15.44761 -14.74543 -14.47848

-13.87909 -13.82195 -12.82948 -12.49909 -12.27058 -11.71189 -11.09106 -10.73779

-10.09091 -8.52074 -1.03540 -0.97101 -0.96872 -0.91578 -0.68829 -0.23134
-0.18079 -0.15410 0.09348 0.17423 1.02661 3.21129 3.48512  3.48706
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