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h Center, Moffett Field, CA, 94035; and TIMO-THY J. LEE,MS 245-1, NASA Ames Resear
h Center, Moffett Field, CA, 94035.Following the �Best Theory + High-resolution Experimental Data� strategy, we have made progress on 
omputing a reliable CO2 infrared(IR) line list. A pro
edure that is similar to the one used for ammoniaa is adopted to generate a global potential energy surfa
e (PES),in
luding various small 
orre
tions su
h as relativisti
 
orre
tion, basis-set extrapolation and a higher-order 
orrelation 
orre
tion, whi
hwill be followed by re�nements using a

urate high-resolution laboratory data. The purely ab initio PES in
ludes a long-range Morse-potential part and a short-range lo
al intera
tion part. Finite-Field approximations were adopted in dipole moment 
al
ulations usingthe CCSD(T)/aug-

-pVQZ level of theory. Quadruple moment terms were 
omputed and in
luded. Exa
t variational rovibrational
al
ulations on the purely ab initio PES and dipole surfa
e have led to our �rst set of an IR line list. A 
omparison with HITRAN datawill be dis
ussed.aX. Huang, D.W. S
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