CH3 (C complex)

pi nu 0 e h bar msub e a0 c mp
3.1415927E+00 1.2566371E-06 1.6021892E-19) 1.0545888E-34 9.1095345E-31 5.2917706E-11| 2.9979246E+08 1.6726486E-27
epsilon 0 eV/em~-1 aH md
8.85E-12 0.000123985 5.29465E-11 3.3435860E-27
re (propane) rc aD
1.107E-10 1.20654 5.29321E-11
a(m) b (m) c' (m) 2c' (m) eccentricity R of Csp3 final R of Csp3 initial
8.72720E-11 6.73616E-11 5.54872E-11 1.10974E-10 0.63580 0.83078 0.91771
1.64920 1.27295 1.04856 2.09711
0.91771432 Et - E final of Csp3
2.75314296 -52.13044
0.666666667
Ve (eV) Vp (eV) T (eV) Vm (eV) Et (eV) E of sp3 E initial of Csp3
Evib CH3 (cm”-1) -107.32728 38.92728 32.53914 -16.26957 -67.69451 -15.56407 -14.63489
2865.86
Evib CH3 (eV) -67.69450 E of H(a0)
0.35532 match 3XH2+2XH 13.605804
delta E C (Cla(-)-C) |delta E C (C-Clb
w (s-1) EK (eV) -0.82688 -0.72457
2.49286E+16 16.40846 153.16714r sp3 E sp3 Final
0.83078 16.37720
16.18634
0.22757 55.43021
EDoppler (eV) CH3 Eocs (eV) CH3 ET (eV) Total Bond Energy CH3 Emag (a0) Emag (r3)
0.25352 0.07586 67.92207 12.49186 0.11441 0.19086
cm-1/eV
1.239810E-04
kcal/mole/eV angle of intersection
4.336340E-02 0.287311836
kJ/mole/eV 1.279377169
0.010364101 theta prime 73.30
theta C 106.70
1.862215484
0.62512198
0.675287802
theta H2 MO 38.69
dH2 MO 1.28725 6.81182E-11
dC AO 0.23869 1.26310E-11
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