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B NWChem 6.0 (& Gaussian 09)

m UB3LYP / Huzinaga-Dunning & Hay-Wadt ECP
= DO5V | H [2s], O [3s2p]
= | anL2DZ | Fe [3s3p2d]

B Nudged-Elastic-Band (NEB) Optimization
= 21 beads; 100 cycle
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