Table 5. Anisotropic displacement parameters for atoms in lunar merrillite (FOR DEPOSIT).

	Atom
	u11
	u22
	u33
	u23
	u13
	u12

	Ca1
	0.0280(12)
	0.047(3)
	0.0145(9)
	0.012(2)
	–0.0020(7)
	0.030(3)

	Ca2
	0.0199(11)
	0.017(4)
	0.0122(10)
	–0.014(3)
	–0.0001(8)
	0.002(4)

	Ca3
	0.0203(13)
	0.027(4)
	0.0129(10)
	–0.012(4)
	–0.0016(9)
	0.000(4)

	Mg
	0.0170(14)
	0.0170(14)
	0.0092(17)
	0
	0
	0.0085(7)

	Fe
	0.0170(14)
	0.0170(14)
	0.0092(17)
	0
	0
	0.0085(7)

	NaX
	0.019(14)
	0.019(14)
	0.17(6)
	0
	0
	0.010(7)

	P1
	0.0198(17)
	0.0198(17)
	0.018(2)
	0
	0
	0.0099(9)

	P2
	0.0145(14)
	0.010(5)
	0.0099(14)
	–0.0014(13)
	0.0008(10)
	0.0071(14)

	P3
	0.0185(16)
	0.019(6)
	0.0097(15)
	–0.0020(16)
	–0.0011(10)
	0.0082(17)

	O1
	0.030(4)
	0.030(4)
	0.022(6)
	0.000
	0.000
	0.015(2)

	O2
	0.035(5)
	0.028(5)
	0.032(5)
	–0.002(4)
	0.009(4)
	0.014(4)

	O3
	0.036(5)
	0.037(5)
	0.019(4)
	–0.003(3)
	–0.001(4)
	0.018(5)

	O4
	0.045(10)
	0.035(11)
	0.013(8)
	–0.006(6)
	–0.003(6)
	0.025(9)

	O5
	0.017(6)
	0.032(8)
	0.009(7)
	0.005(6)
	0.000(5)
	0.009(5)

	O6
	0.020(4)
	0.006(6)
	0.032(4)
	–0.010(9)
	0.004(4)
	–0.015(8)

	O7
	0.029(4)
	0.050(12)
	0.019(4)
	–0.024(9)
	–0.005(3)
	0.030(11)

	O8
	0.042(7)
	0.055(10)
	0.006(6)
	–0.002(6)
	–0.001(5)
	0.039(8)

	O9
	0.028(6)
	0.024(7)
	0.012(6)
	–0.007(5)
	–0.003(5)
	0.003(5)

	O10
	0.021(4)
	0.043(18)
	0.019(4)
	0.010(16)
	–0.003(3)
	0.021(16)


Table 6. Observed and calculated structure factors for lunar merrillite (FOR DEPOSIT).

 {{separate file}}
