Desulfovibrio gigas [NiFe]-hydrogenase

Evidence for CO and CN" ligands bound to Fe’* Detection of tunnels at 2.54 A resolution®

References:

1. A Volbeda, C Piras, MH Charon, EC Hatchikian, M Frey & JC Fontecilla-Camps. Location of the

redox centers in hydrogenase as determined by X-ray crystallography at 5 A resolution.
ESF/CCP4 Newsletter (1993) 28, 30-33.

. A Volbeda, MH Charon, C Piras, EC Hatchikian, M Frey & JC Fontecilla-Camps. Crystal
Structure of the Nickel-Iron Hydrogenase from Desulfovibrio gigas. Nature (1995) 373, 580-587.

. A Volbeda, E Garcin, C Piras, AL de Lacey, VM Fernandez, EC Hatchikian, M Frey & JC
Fontecilla-Camps. Structure of the [NiFe] hydrogenase active site: evidence for biologically
uncommon Fe ligands. J Am Chem Soc (1996) 118, 12989-12996.

. AL de Lacey, EC Hatchikian, A Volbeda, M Frey, JC Fontecilla-Camps & VM Fernandez.
Infrared-spectroelectrochemical characterization of the [NiFe] hydrogenase of Desulfovibrio gigas.
J Am Chem Soc (1997) 119, 7181-7189.

. Y Montet, P Amara, A Volbeda, X Vernede, EC Hatchikian, MJ Field, M Frey & JC Fontecilla-
Camps. Gas access to the active site of Ni-Fe hydrogenases probed by X-ray crystallography and
molecular dynamics. Nature Struct Biol (1997) 4,523-526.

. P Amara, A Volbeda, JC Fontecilla-Camps & MJ Field. A hybrid density functional theory /
molecular mechanics study of nickel-iron hydrogenase: investigation of the active site redox states.
J Am Chem Soc (1999) 121, 4468-44717.

. A Volbeda & JC Fontecilla-Camps: The active site and catalytic mechanism of NiFe hydrogenases.
Dalton transactions (2003), 21, 4030-4038.



