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Table 5 Optimized L-Aspartic acid 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
	1.248
	1.255
	1.270
	
	O1-C1-O2
	126.0
	125.789
	125.952
	
	

	C1-O2
	1.248
	1.253
	1.263
	
	O1-C1-C3
	116.8
	116.829
	116.689
	
	

	C1-C3
	1.525
	1.535
	1.540
	
	O2-C1-C3
	117.1
	117.354
	117.297
	
	

	C3-C4
	1.523
	1.531
	1.533
	
	C1-C3-C4
	108.9
	109.495
	108.565
	
	

	C2-C4
	1.508
	1.509
	1.513
	
	C3-C4-C2
	115.9
	113.657
	113.676
	
	

	C2-O4
	1.200
	1.221
	1.234
	
	N1-C3-C4
	110.6
	110.296
	110.817
	
	

	C2-O3
	1.316
	1.317
	1.322
	
	C4-C2-O4
	122.4
	122.589
	121.721
	
	

	C3-N1
	1.488
	1.488
	1.489
	
	C4-C2-O3
	113.4
	113.472
	113.672
	
	

	
	
	
	
	
	O4-C2-O3
	124.2
	123.936
	124.595
	
	

	
	RMSD
	0.0095
	0.0163
	
	
	
	0.7956
	0.8062
	
	



