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Fenton Reaction on ATCUN




Potential Energy Surface
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Fenton Reagent in Aqueous Solution




Dynamics of Fenton Reagent

t=1094 fs t=1190 fs t=1271 fs

Ensing et al., PCCP, 4, 3619 (2002)
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sTE5757& ~ROHF~

B Gaussian 09 A.02

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

B Using UHF Initial Guess & BiOrthogonalization

= Guess=(BiOrth,Read)



sTH7E ~NEB & CDFT~

B NWChem 6.0
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
B Constrained DFT (CDFT) Analysis
= \Wu & Van Voorhis, PRA, 72, 024502 (2005)
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Potential Energy Surface
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Constrained DFT
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Constrained DFT
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l[FeOH]=+4.0
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Constrained DFT
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Spin Density at [OH]-fragment

Spin Density Change
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