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Table 8 Optimized L-Alanine bond lengths (Å) and bond angles (deg) compared with experimental values
	
	Bond length
	
	Bond angle

	
	Exp.
	B3LYP-D
	PBE-D
	
	
	Exp.
	B3LYP-D
	PBE-D
	

	C1-O1
	1.240
	1.246
	1.255
	
	O1-C1-O2
	125.607
	125.471
	125.297
	

	C1-O2
	1.257
	1.264
	1.277
	
	O1-C1-C2
	118.373
	118.770
	118.663
	

	C1-C2
	1.530
	1.532
	1.539
	
	O2-C1-C2
	116.020
	115.758
	116.040
	

	C2-C3
	1.521
	1.525
	1.528
	
	C1-C2-C3
	111.081
	111.462
	111.582
	

	C2-N1
	1.485
	1.486
	1.489
	
	C1-C2-N1
C3-C2-N1
	110.098
109.730
	110.214
110.058
	110.020
109.954
	

	
	RMSD
	 0.0046
	
	0.0124
	
	
	  
	 
	0.2851
	0.2846



