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COPPER
	

	                        
	EAM (this work)
	EAM
	Experiment

	a(A)
	3.615
	3.615 b
	3.62 c

	BM(GPa)
	137.0
	138.3 b
	138.3 d

	C`(GPa)
	23.7
	23.7 b
	23.8 d

	C11(GPa)
	168.6
	169.9 b
	170 d

	C12(GPa)
	121.2
	122.6 b
	122.5 d

	C44(GPa)
	73.1
	76.2 b
	75.8 d


b Y.Mishin, D.Farkas, M.J.Mehl, D.A.Papaconstantopoulos,A.F.Voter, J.D.Kress, Phys.Rev.B 63 , 224106 (2001).
c Ch.Kittel, Introduction to Solid State Physics (Wiley, NY,1971).
d G.Simons, H.Wang, Single Crystal Elastic Constants and Calculated Aggregate Propeties (MIT Press, Cambridge, MA, 1977).
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	EAM (this work)
	EAM
	Experiment

	a(A)
	4.05
	4.05 a
	4.05 b

	BM(GPa)
	77.0
	79.0 a
	79.0 c

	C`(GPa)
	16.6
	26.1 a
	23.0 d

	C11(GPa)
	98.5
	114.0 a
	108.0 d

	C12(GPa)
	66.0
	61.6 a
	62.0 d

	C44(GPa)
	36.9
	31.6 a
	28.3 d


a Mishin, D.Farkas, M.J.Mehl, D.A.Papaconstantopoulos, Phys.Rev.B 59 , 3393 (1999).
b Ch.Kittel, Introduction to Solid State Physics (Wiley, NY,1971).
c G.Simons, H.Wang, Single Crystal Elastic Constants and Calculated Aggregate Propeties (MIT Press, Cambridge, MA, 1977).
d R.F.S.Hearmon, in Elastic, Piezoelectric and Related Constants of Crystal, edited by K.H.Hellwege and A.M.Hellwege, Landolt-Bornstein, New Series, Group III, Vol. 11 (Sringer-Verlag, Berlin, 1979).
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	EAM (this work)
	EAM
	Experiment

	a(A)
	3.52
	3.52 a
	3.52 b

	BM(GPa)
	184.0
	181.0 a
	181.0 c

	C`(GPa)
	32.67
	49.5 a
	55.5 d

	C11(GPa)
	228.0
	247.0 a
	262.0 d

	C12(GPa)
	163.0
	148.0 a
	151.0 d

	C44(GPa)
	122.0
	125.0 a
	132.0 d


a Mishin, D.Farkas, M.J.Mehl, D.A.Papaconstantopoulos, Phys.Rev.B 59 , 3393 (1999).
b Ch.Kittel, Introduction to Solid State Physics (Wiley, NY,1971).

c G.Simons, H.Wang, Single Crystal Elastic Constants and Calculated Aggregate Propeties (MIT Press, Cambridge, MA, 1977).
d R.F.S.Hearmon, in Elastic, Piezoelectric and Related Constants of Crystal, edited by K.H.Hellwege and A.M.Hellwege, Landolt-Bornstein, New Series, Group III, Vol. 11 (Sringer-Verlag, Berlin, 1979).
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	This work ab-initio results
	Ab-initio e
	Experiment 

	
	LDA1 a
	LDA2 b
	GGA1 c
	GGA2 d
	
	

	a(A)
	3.599
	3.587
	3.711
	3.695
	3.610
	3.62 f

	BM(GPa)
	158.0
	158.0
	117.0
	113.0
	153.0 - 190.0
	138.3 g

	C`(GPa)
	37.0
	…
	37.0
	38.0
	25.0 – 27.2
	23.8 h

	C11(GPa)
	207.0
	…
	166.0
	164.0
	193.0
	170 h

	C12(GPa)
	133.0
	…
	92.1
	87.0
	133.0
	122.5 h
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	This work ab-initio results
	Experiment 

	
	LDA1 a
	LDA2 b
	GGA1 c
	GGA2 d
	

	a(A)
	3.422
	3.520
	3.643
	3.622
	3.52 e

	BM(GPa)
	200.0
	191.0
	141.0
	137.0
	181.0 f

	C`(GPa)
	68.0
	45.0
	64.4
	49.0
	55.5 g

	C11(GPa)
	290.0
	249.0
	226.0
	203.0
	262.0 g

	C12(GPa)
	154.0
	161.0
	98.0
	105.0
	151.0 g
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	This work ab-initio results
	Experiment 

	
	LDA a
	GGA b
	

	a(A)
	3.991
	4.048
	4.05 c

	BM(GPa)
	81.4
	76.7
	79.0 d

	C`(GPa)
	20.0
	22.0
	23.0 e

	C11(GPa)
	107.0
	105.3
	108.0 e

	C12(GPa)
	68.0
	62.4
	62.0 e


