





	
	a(SCF)A.U.
	b(SCF)A.U.
	DE A.U.
	DE (Kcal/mol)

	1
	-208.6782090000 
	-208.7462920000 
	-0.0680830000 
	-42.7227633300 

	2
	-657.9537690000 
	-657.9172450000 
	0.0365240000 
	22.9191752400 

	3
	-550.0914360000 
	-550.0414900000 
	0.0499460000 
	31.3416144601 

	4
	-577.9953110000 
	-577.9645850000 
	0.0307260000 
	19.2808722600 

	5
	-533.3300490000 
	-533.2873010000 
	0.0427480000 
	26.8247974800 

	6
	-519.6478340000 
	-519.6207970000 
	0.0270370000 
	16.9659878700 



	
	ISE(Kcal/mol)
	NICS(0)zz
	HOMA
	DBL(Å)

	1
	-42.7
	-8.1
	-0.9
	0

	2
	22.9
	4.7
	-0.091
	0.023

	3
	31.3
	-12.8
	-0.126
	0

	4
	19.3
	4.7
	-0.124
	0.027

	5
	26.8
	-14.3
	-0.175
	0.001

	6
	17
	-12.2
	-0.25
	0
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