Electronic Supplementary Information for PCCP.

This Journal is © The Owner Societies 2003.

Table 4. Excitation energies (eV) and oscillator strengths f for Cl 2p and 1s spectra 

               of MnO3Cl a.

_______________________________________________________________________________________

	2p

_________________
	1s

_________________
	Final state (dominant character)

_________________________________________

	E (eV)
	fx102
	E(eV)
	fx102
	

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

	    (197.801)
	 0.001
	(2810.645)
	  ( 0
	 24a’ (10e)  2pO + 3d Mn

	         0.054
	 0.001
	
	
	

	
	
	
	
	

	         0.056
	 0.001
	         0.0
	  ( 0
	 11a” (10e)  2pO + 3d Mn

	         0.113
	 0.001
	
	
	 

	
	
	
	
	

	         3.507 
	 0.200
	        3.555
	 0.150
	 25a’ (15a1)  3d Mn + 3p Cl + 3sCl + 2pO

	         3.623
	 0.192
	
	
	

	         3.641
	 0.011
	
	
	

	
	
	
	
	

	         4.474
	 0.003
	        4.483
	 0.022
	 12a”  (11e)  3d Mn + 2pO + 3pCl

	         4.511
	 0.021
	
	
	

	         4.596
	 0.027
	
	
	

	
	
	
	
	

	         4.481
	 0.018
	        4.483
	 0.022
	 26a’   (11e) 3d Mn + 2pO + 3pCl

	         4.510
	 0.020
	
	
	

	         4.585
	 0.002
	
	
	

	
	
	
	
	

	         5.647
	 0.067
	        5.693
	 0.001
	  27a’    4s* Cl

	         5.715
	 0.156
	
	
	

	         5.758
	 0.060
	
	
	

	
	
	        6.465
	 0.048
	  28a’- 13a”   p* Cl

	
	
	
	
	

	         6.519
	 0.006
	        6.555
	 0.016
	  29a’             p* Cl 

	         6.600
	 0.007
	
	
	

	         6.629 
	 0.006
	
	
	

	         7.071
	 0.001
	        7.117
	 0.003
	  30a’             s*, d* Cl

	         7.140
	 0.034
	
	
	  

	         7.182
	 0.001
	
	
	

	         7.127
	 0.009
	
	
	  31a’ - 14a”   d* Cl

	         7.237 
	 0.012
	
	
	 

	         7.182 
	 0.028
	
	
	  33a’               s*, d* Cl

	         7.250
	 0.034
	
	
	

	         7.291
	 0.026
	
	
	

	
	
	        7.214
	 0.005
	  32a’ –15a”    p* Cl

	
	
	        7.483  
	 0.019
	  34a’ - 16a”   p* Cl

	         7.500
	 0.004
	        7.536 
	 0.005
	  35a’              p* Cl

	         7.572
	 0.003
	
	
	

	         7.609
	 0.003
	
	
	

	         7.771
	 0.027
	        7.745
	 0.002
	  36a’              s*, d* Cl 

	         7.812
	 0.002
	
	
	

	         7.716
	 0.008
	
	
	  37a’ - 17a”   d* Cl

	         7.826
	 0.010
	
	
	

	         7.748
	 0.001
	        7.790
	 0.001
	  38a’              d* Cl

	         7.817
	 0.002
	
	
	

	
	
	
	
	


Table 4. Continued

	         7.767
	 0.020
	
	
	  39a’             s*, d* Cl

	         7.837
	 0.026
	 
	
	 

	         7.878 
	 0.018
	
	
	

	         7.817
	 0.002
	        7.790
	 0.001
	  18a”              d* Cl

	         7.859
	 0.002
	
	
	

	
	
	        7.909
	 0.015
	  40a’ - 19a”    p* Cl 

	         7.930
	 0.003
	        7.969
	 0.007
	  41a’               p* Cl

	         8.041
	 0.003
	
	
	

	         8.052
	 0.009
	
	
	  42a’               d* Cl

	         8.163
	 0.010
	
	
	  

	         8.052
	 0.009
	
	
	  20a”               d* Cl

	         8.163
	 0.010
	
	
	

	
	
	        8.949
	 0.006
	  46a’ – 22a”     p*,d* Cl, p*,d* Mn

	
	
	        9.432
	 0.011
	  48a’                s*,p*,d* Cl, p* Mn

	
	
	        9.910
	 0.084
	  49a’ - 24a”      p*,d* Cl, p*,d* Mn

	
	
	
	
	


a Absolute excitation energy is given for the first line. Excitation energies relative to the first line are reported for the following transitions.. The calculated Cl2p and Cl1s (SCF ionization thresholds are 205.85 eV and 2820.30, respectively .


