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FINAL HEAT DF FORMATION

M3

CALCULATION
YERSION 6.02
15-Mayw-05

-13.01478 KoAL —— BoE{bEth-

BEOERE
TOTAL ENERGY - -180.53516 EV
ELECTRONIC ENERGY = -384.89992 EV
CORE-CORE REPULSION = 204.36476 EV
IONIZATION POTENTIAL = 13.64243
NO. OF FILLED LEVELS = 4
MOLECULAR WEIGHT = 16.048
SOF CALCULATIONS = 1
COMPUTATION TIME = .000 SECONDS 4

Viii. metane.arc
arc
SUMMARY OF  PM3  CALCULATION
VERSION 6.02
C H4
11-May-06
PM3 EF PRECISE VECTORS
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GEOMETRY OPTIMISED USING EIGENVECTOR FOLLOWING (EF).
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ULSION

LEVELS

IONIZATION POTENTIAL

MOLECULAR WEI
SCF CALCULATI
COMPUTATION T

FINAL GEOMETR
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C .0000000 O
H 1.0870016 1
H 1.0869953 1
H 1.0869953 1
H 1.0869954 1

-13.014776 KCAL

-384.899902 EV

204.364742 EV
.00000 DEBYE

4

13.642427 EV

GHT = 16.043
ONS = 11
IME = .125 SECONDS
Y OBTAINED
.000000 .000000
.000000 .000000
109.471077 .000000
109.471082 120.000124
109.471072 -119.999877
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