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Stationary-point transition structure coordinates with arsenate as nucleophile
opt=(calcfc,ts,noeigentest,nofreeze) freq rb3lyp/6-31g(d,p)

Sum of electronic and thermal Free Energies= -3446.129576

Thermal correction to Gibbs Free Energy= 0.193701

Sum of electronic and zero-point Energies= -3446.076398
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Stationary-point transition structure coordinates with phosphate as nucleophile
opt=(calcfc,ts,noeigentest,nofreeze) freq rb3lyp/6-31g(d,p)

Sum of electronic and thermal Free Energies= -1553.799969

Thermal correction to Gibbs Free Energy= 0.196954

Sum of electronic and zero-point Energies= -1553.747563
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