


Table-1: Spectroscopic constants of the ground state  X 2Π and the excited state A 2Σ of  OH redical obtained from ab initio (SA-CASSCF-MRCI) calculations.
	Spectroscopic
constants
	Using the basis set                   Aug-CC-pV5Z
	Using the basis set                     Aug-CC-pV6Z
	Experimental values [6]

	
	X 2Π-state
	A 2Σ – state
	X 2Π-state
	A 2Σ – state
	X 2Π-state
	A 2Σ – state

	Te (cm-1)
	0.00
	33000
	0.00
	33000
	0.00
	32682

	De (cm-1)
	36964
	21548
	36959
	21564
	36955
	--

	re (Å)
	0.96963
	1.0105
	0.9703
	1.0109
	0.9706
	1.0121

	ωe (cm-1)
	3853.16
	3225.48
	3842.46
	3218.14
	3735.21
	3180.50

	ωexe (cm-1)
	100.41
	120.70
	98.55
	120.07
	82.81
	94.93

	Be (cm-1)
	18.91
	17.41
	18.88
	17.39
	18.87
	17.36

	αe (cm-1)
	0.7263
	0.921
	0.7152
	0.918
	0.7140
	0.807



  
