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Table 1. 2 BT OBALROFHEIE & FEHrfE
Molecule Method x 10°6cm3/mol Expt.
NO UHF-CIS 2524.1 1461 (293K)
B3LYP-CIS 1415.6
NO: UHF-CIS 1807.4 150 (408K)
B3LYP-CIS 1807.0
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