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Summary of DFT calculation

IKKinhibit-01c-out
Freq RB3LYP 6-31+G
Number of atoms 19

Info1-9 N= 9

47 47 1002 0 0 100

6 18 -502
Charge 0
Multiplicity 1
Number of electrons 96
Number of alpha electrons 48
Number of beta electrons 48
Number of basis functions 174
Number of independent functions 174
Number of point charges in /Mol/ 0
Number of translation vectors 0
Atomic numbers N= 19

6 6 6 6 16 1

1 6 8 7 7 6

8 7 1 1 1 1

1
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