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Table 6 Optimized L-Arginine bond lengths (Å) and bond angles (deg) compared with experimental values
	L-Arginine

	
	Bond length
	
	
	Bond angle
	

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

	C1-O1
	1.251
	1.265
	1.257
	
	O1-C1-O2
	119.868
	120.213
	120.211
	

	C1-O2
	1.248
	1.267
	1.266
	
	O1-C1-C2
	120.188
	119.516
	119.174
	

	C1-C2
	1.520
	1.543
	1.544
	
	O2-C1-C2
	119.944
	119.270
	118.769
	

	C2-C3
	1.520
	1.535
	1.544
	
	C1-C2-C3
	109.532
	109.062
	109.965
	

	C3-C4
	1.520
	1.530
	1.520
	
	N1-C2-C1
	109.435
	110.912
	109.456
	

	C4-C5
	1.520
	1.524
	1.520
	
	N1-C2-C3
	109.477
	110.365
	110.032
	

	C2-N1
	1.470
	1.477
	1.476
	
	C2-C3-C4
	109.519
	110.449
	110.376
	

	C5-N2
	1.472
	1.457
	1.473
	
	C3-C4-C5
	109.410
	110.699
	110.422
	

	C6-N2
	1.323
	1.342
	1.350
	
	C4-C5-N2
	109.390
	109.665
	109.382
	

	C6-N3
	1.319
	1.341
	1.334
	
	N2-C6-N4
	119.944
	119.944
	119.433
	

	C6-N4
	1.319
	1.342
	1.334
	
	N2-C6-N3
	120.140
	120.747
	120.635
	

	
	
	
	
	
	N4-C6-N3
	119.916
	118.311
	119.434
	

	RMSD
	
	0.0168
	0.0157
	
	
	
	0.9019
	0.6315
	



