Table I	Calculated spectroscopic constants for the X-2S+ and A-2P states of Sr+Ar and comparison with available experimental data.  MCSCF-1, MCSCF-2 and MCSCF-3 denote active spaces of (9e-/5 orbs), (17e-/9 orbs) and (17e-/12 orbs), respectively (see text).  Experimental De values were extracted according to De = D0 + we/2 - wece/4.


Level of Theory�
De


(cm-1)�
Re


(Å)�
we


(cm-1)�
wece


(cm-1)�
�
X-2S+ state�
�
icMRCI/MCSCF-1�
326�
3.953�
23.8�
0.19�
�
icMRCI+Q/MCSCF-1�
363�
3.894�
25.9�
0.31�
�
RCCSD(T)/9e-�
380�
3.870�
27.0�
0.31�
�
MCSCF-2�
139�
4.479�
14.8�
0.43�
�
icMRCI/MCSCF-2�
554�
3.732�
32.9�
0.44�
�
icMRCI+Q/MCSCF-2�
655�
3.664�
37.5�
0.64�
�
RCCSD(T)/17e-�
705�
3.628�
39.9�
0.67�
�
MCSCF-3�
264�
4.228�
18.8�
0.25�
�
icMRCI/MCSCF-3�
620�
3.709�
35.2�
0.64�
�
icMRCI+Q/MCSCF-3�
694�
3.662�
38.7�
0.72�
�
Experiment�
828±244�
n/a�
49.5�
0.75�
�
A-2P state�
�
MCSCF-3�
1126�
3.275�
79.1�
1.68�
�
icMRCI/MCSCF-3�
1814�
3.183�
95.8�
1.61�
�
icMRCI+Q/MCSCF-3�
1967�
3.169�
99.1�
1.57�
�
Experiment�
2363±232 (2P1/2)


2636±256 (2P3/2)�
n/a�
120.8±0.5 (2P1/2)


122.0±0.5 (2P3/2)�
1.67±0.04 (2P1/2)


1.60±0.04 (2P3/2)�
�
�
�
�
�
�
�















