Table 3. Fractional atomic coordinates and displacement parameters (Å2) for phlogopite at 

various pressures

P (GPa)
Atom
x
y
z
U

0.0001*
K
0
0
0
0.030(2)


T
0.5743(7)
0.1671(2)
0.225(2)
0.0068(8)


M1
0
1/2
1/2
0.0068(8)


M2
0
0.8352(3)
1/2
0.0045(8)


O1
0.831(1)
0.2264(8)
0.169(2)
0.021(2)


O2
0.507(2)
0
0.167(3)
0.023(2)


O3
0.631(1)
0.1674(5)
0.393(3)
0.004(2)

 
O4
0.129(2)
0
0.389(3)
0.009(2)

1.2
K
0
0
0
0.024(1)


T
0.5747(6)
0.1668(2)
0.223(1)
0.0130(7)


M1
0
1/2
1/2
0.0122(9)


M2
0
0.8361(3)
1/2
0.0126(8)


O1
0.834(1)
0.2232(8)
0.169(2)
0.024(2)


O2
0.502(2)
0
0.167(3)
0.025(2)


O3
0.630(2)
0.1663(7)
0.391(3)
0.020(2)


O4
0.128(2)
0
0.391(3)
0.021(5)

3.2
K
0
0
0
0.017(1)


T
0.5725(5)
0.1672(2)
0.2177(9)
0.0071(6)


M1
0
1/2
1/2
0.0062(9)


M2
0
0.8365(3)
1/2
0.0066(7)


O1
0.834(1)
0.2208(6)
0.160(2)
0.017(1)


O2
0.494(2)
0
0.158(2)
0.016(2)


O3
0.630(1)
0.1670(6)
0.391(2)
0.008(1)


O4
0.126(2)
0
0.383(3)
0.016(2)

5.0
K
0
0
0
0.0179(9)


T
0.5715(4)
0.1673(2)
0.2151(7)
0.0108(5)


M1
0
1/2
1/2
0.0085(7)


M2
0
0.8366(2)
1/2
0.0100(6)


O1
0.834(1)
0.2194(6)
0.158(1)
0.021(1)


O2
0.490(2)
0
0.156(2)
0.022(2)


O3
0.629(1)
0.1675(5)
0.388(2)
0.013(1)


O4
0.128(1)
0
0.387(2)
0.014(1)

6.0
K
0
0
0
0.0141(8)


T
0.5720(3)
0.1668(2)
0.2160(5)
0.0079(5)


M1
0
½
1/2 
0.0072(9)


M2
0
0.8369(3)
1/2
0.0074(6)


O1
0.834(1)
0.2196(6)
0.154(1)
0.019(1)


O2
0.488(1)
0
0.152(2)
0.019(2)


O3
0.6317(9)
0.1674(6)
0.393(1)
0.011(1)


O4
0.128(1)
0
0.387(1)
0.010(2)

* Data collected under room conditions with crystal in the DAC without a pressure medium.

This table (Table 3) is to be deposited, together with Table 4 (Observed and calculated structure factors.

