


Table 1
	
	Space group
	Atomic position

	
	
	(0,0,0)
	1/4, 1/4, 1/4
	(1/2,1/2,1/2)
	(3/4,3/4,3/4)

	Type 1 (L21-type)
	225 (Fm-3m)
	Co
	Zr
	Co
	Z

	Type 2 (X- type)
	216 (F-43m)
	Co
	Co
	Zr
	Z



Table.2
	
	type
	a (A°)
	B(GPa)
	E0(Ry)
	Ecoh  (Ry)

	
	
	This work
	other
	This work
	other
	This work
	other
	This work
	other

	Co2ZrPb
	L21
	6.389
	6.385[30]
6.367[31] 
	141.62
	137.7[30] 
157.8[31] 
	-54629.685

	−54629.660[31]
	-0.36
	[bookmark: _GoBack]-0.41[31]

	
	X
	6.498
	/
	113.85
	/
	-54629.569
	/
	-0.33
	/

	Co2ZrBi
	L21
	6.438
	6.443[30] 
	112.87
	107.6[30]
	-55935.452
	/
	-0.34
	/

	
	X
	6.538
	/
	107.19
	/
	-55935.356
	/
	-0.31
	/

	Co2ZrAs
	L21
	6.105
	6.103[30] 
	140.03
	137.9[30]
	-17294.609
	/
	-0.40
	/

	
	X
	6.177
	/
	134.85
	/
	-17294.555
	/
	-0.39
	/



Table.3
	
	Ueff (Co)(Ry)
	Ueff(Co)(eV)
	Ueff(Zr) (Ry)
	Ueff(Zr) (eV)

	Co2ZrAs
	0.3213
	4.371
	0.6506
	8.852

	Co2ZrBi
	0.3225
	4.387
	0.6586
	8.961

	Co2ZrPb
	0.3302
	4.493
	0.6419
	8.733







