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Data collections and critical data evaluations are not the same !

Critical data evaluations require:

groups of true experts
(experience !)
experimentalists
(with appreciation of theoretical models)
theoreticians
(with appreciation of experimental relevance)
users
(if possible, indicating fields of interest)
some money, more devotion

difficult to realize
(because of very little support)



Examples:

(i) IUPAC Subcommittee on Gas Kinetic Data Evaluation for Atmospheric 
Chemistry (starting as a CODATA task group 1978, enduring until present

Atkinson, Baulch, Cox, Crowley, Hampson, Hynes, Jenkin, Rossi, Troe, 
new members: Ammann and Wallington)

New evaluations in Atmos. Chem. Phys. 2004 … and on the web

(ii) NASA-JPL Panel for Chemical Kinetics and Photochemical Data for use
in Atmospheric Studies
(Sander, Friedl, Golden, Kurylo, Huie, Orkin, Moortgat, Ravishankara, 

Kolb, Molina, Finlayson-Pitts Evaulation → No 15, enduring until present)

JPL Publications on the web



(iii) Combustion data evaluations
(starting as an EU task group, then under the auspices of the IUPAC 

Commission on Chemical Kinetics, ended in 2004;
Baulch, Bowman, Cobos, Cox, Just, Kerr, Pilling, Stocker, Troe, Tsang, 

Walker, Warnatz)

last publication: J. Phys. Chem. Ref. Data 34, 757 – 1397 (2005)

will never be managed again ( ? )



Case study

O + OH → O2 + H

H + O2 → HO + O

Thermochemistry: improving

Equilibrium constants: improving

Experiments: improving

Theories: potential improving
classical trajectories
quantum scattering

Intermediate HO2

Spectroscopy: improving

Basic dilemmata unsolved: zeropoint energy in classical trajectory calculations?
low temperature experiments?
contribution of several electronic states?














