STable 3 The internal coordinates for 1,3,4,6–tetramethylpiperazine-2,5-dione (calculate the PED by HF/6-311G** )
	Atom number
	coordinates

	
	X
	Y
	Z

	N
	1.384028  
	0.044775
	-0.209843

	C
	 0.705261
	-1.233616
	-0.346920

	C
	0.810189
	1.166609
	0.259371

	C
	2.825661
	0.058296
	-0.408937

	C
	-0.809884
	-1.167312
	-0.260218

	C
	-0.704904
	1.232670
	0.348206

	O
	1.435655  
	2.147798
	0.546723

	C
	1.190027
	-2.257498
	0.689538

	H
	3.125926
	1.025753
	-0.779770

	H
	3.365737
	-0.136273
	0.512119

	H
	0.913437
	-1.620686
	-1.338293

	H
	3.084307
	-0.701106
	-1.136947

	N
	-1.384154
	-0.045130
	0.207601

	C
	-1.190739
	2.259895
	-0.684428

	H
	2.257223
	-2.421408
	0.599575

	H
	-0.911904  
	1.616682
	1.341070

	O
	-1.435062
	-2.148573
	-0.548010

	H
	0.982685
	-1.905169  
	1.695915

	H
	0.680597
	-3.198735
	  0.534698

	C
	-2.825908
	-0.058459
	0.405876

	H
	-0.680695
	3.200413
	-0.527392

	H
	-0.984874
	1.910504
	-1.692126

	H
	-2.257729
	2.423981
	-0.592523

	H
	-3.126821  
	-1.026880
	0.773594

	H
	-3.365346
	0.139217
	-0.514887

	H
	-3.084624
	0.698879
	1.136031


                
            
       
                        
             
