= Calculations |
Spartan/3-Chem |Gaussinn |

State: |Ground 2| Total Charge: [Neural |
Task: Energy Profile f| Multiplicity: |Singlet f{
Maodel: Semi-Emplirical ; PM3 -

Subject To: | _| Constraints _| Frozen Atoms W Symmetry

Compute: | _| E. Solvation _| logP _| Freguencies _| Electrostatic Charges

Print: | _| Orhitals & Energies _| Thermodynamics _| Vibration Modes |« Atomic Charges

Options: | ¥ Converge
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