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Table 2. Excitation energies (eV) and oscillator strengths f for Cl2p and 1s spectra of VOCl3 a.

________________________________________________________________________________________________

	EXP

________
	2p

_________________
	1s

________________
	Final state (dominant character)

_________________________________________

	E (eV)/label
	E (eV)
	fx102
	E(eV)
	fx102
	

	---------------
	---------------
	--------
	------------
	----------
	

	(196.35)    A1
	(200.289)
	 ~ 0
	(2813.031)
	0.069
	 15a” (13e)  3dV + 3pCl

	
	      0.037
	0.036
	
	
	

	
	      0.137
	0.036
	
	
	

	
	
	
	
	
	

	   0.4          B1
	      0.513
	0.034
	       0.518
	0.043
	 28a’ (13e)  3dV + 3pCl + 2pO

	     
	      0.571
	0.010
	
	
	

	
	      0.622
	0.032
	
	
	

	
	
	
	
	
	

	   1.75        C1
	      1.330
	0.089
	       1.341
	0.076
	 29a’ (14e)  3dV + 2pO + 3pCl + 3sCl

	
	      1.408
	0.006
	
	
	

	
	      1.442
	0.071
	
	
	

	
	      1.690
	0.002
	       1.677
	
	 16a” (14e) 3dV + 2pO + 3pCl + 3sCl

	
	      1.803
	0.002
	
	
	

	
	
	
	
	
	

	   2.95        D1
	      2.106
	0.081
	        2.113
	0.053
	 30a’ (16a1) 3dV + 2pO + 3pCl 

	
	      2.178 
	0.002
	
	
	

	
	      2.218
	0.029
	
	
	

	
	
	
	
	
	

	   5.31        E1
	      4.030
	0.122
	        4.082
	
	 31a’     4s*Cl

	
	      4.105
	0.186
	
	
	

	
	      4.143
	0.111
	
	
	

	
	
	
	
	
	

	
	
	
	       4.932
	0.025
	 32a’      p*Cl

	
	
	
	       4.943
	0.024
	 17a”      p*Cl

	   7.25        F1 
	      5.140
	0.003
	       5.066 
	0.014
	 33a’      p*,s*Cl

	
	      5.501
	0.016
	       5.544
	0.003
	 34a’      s*Cl

	
	      5.577
	0.059
	
	
	

	
	      5.614
	0.018
	
	
	

	
	      5.556
	0.007
	
	
	 18a”      d*Cl

	
	      5.669
	0.007
	
	
	

	
	      5.568
	0.003
	
	
	 35a’      d*Cl

	
	      5.680
	0.012
	
	
	

	
	      5.615 
	0.008
	
	
	 37a’      d*Cl

	
	      5.690
	0.004
	
	
	

	
	      5.591
	0.029
	
	
	 36a’      s*,d*Cl

	
	      5.704
	0.021
	
	
	

	
	      5.666
	0.013
	
	
	

	
	
	
	       5.908
	0.010
	 38a’     p*,d*Cl

	
	
	
	       5.918
	0.006
	 20a”     p*,d*Cl

	
	
	
	       5.975
	0.005
	 39a’     p*,d*Cl

	   
	      6.115
	0.009
	       6.156
	0.002
	 40a’     s*,d*Cl

	      
	      6.191
	0.042
	
	
	

	
	      6.228
	0.013
	
	
	

	
	      6.122
	0.007
	
	
	 21a”     d*Cl

	
	      6.235
	0.008
	
	
	

	
	      6.240
	0.003
	
	
	 22a”     d*, p*Cl

	
	      6.277
	0.003
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	       6.322 
	0.007
	 44a’      p*,d*,s*Cl

	
	
	
	       6.331
	0.008
	 23a”      p*,d*Cl

	
	
	
	       6.390
	0.01
	 45a’      p*,d*,s*Cl

	
	
	
	       7.103
	0.002
	 50a’      p*,d*Cl

	
	
	
	       7.215
	0.003
	 26a”      p*,d*Cl

	
	
	
	       7.447
	0.008
	 51a’      p*,d*Cl + (s*,p*) V

	
	
	
	       7.668
	0.023
	 52a’      p*,d*Cl + (s*,p*) V

	
	
	
	       8.039
	0.020
	 53a’      p*,d*Cl + (s*,p*) V

	
	
	
	       8.165
	0.035
	 28a”      p*,d*Cl + p*V

	
	
	
	       8.272
	0.042
	 29a”      p*,d*Cl + p*V

	
	
	
	       8.369
	0.020
	 54a’       p*,d*Cl + p*V

	
	
	
	
	
	

	
	
	
	
	
	


a Absolute excitation energy is given for the first line. Excitation energies relative to the first line are reported for the following transitions. The experimental Cl2p 3/2 and Cl2p1/2 ionization energies are 206.10 and 207.75, respectively [15]. The calculated Cl2p and Cl1s (SCF ionization thresholds are 206.81 eV and 2821.24, respectively 

