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TABLE 3. Variation of atomic coordinates and isotropic temperature factors with pressure.

Atom\P  0.00 1.04 1.95 3.27 4.09
Mgl x 0.3763(2) 0.3768(2) 0.3760(4) 0.3762(2) 0.3758(2)
y  0.6541(4) 0.6545(6) 0.6556(9) 0.6557(4) 0.6557(6)
z  0.8663(5) 0.8627(6) 0.862(1) 0.8598(5) 0.8596(8)
B 0.67(6) 0.51(7) 0.24(12) 0.39(6) 0.36(7)
Mg2 x 0.3769(2) 0.3770(2) 0.3768(4) 0.3774(2) 0.3774(3)
y  0.4872(4) 0.4860(5) 0.4843(8) 0.4856(4) 0.4844(6)
z  0.3589(6) 0.3556(7) 0.355(1) 0.3532(6) 0.3512(8)
B 0.82(6) 0.64(7) 0.54(13) 0.63(7) 0.45(8)
TA  x 0.27152) 0.2716(2) 0.2707(3) 0.2715(2) 0.2708(2)
y  0.3418(3) 0.3421(6) 0.3436(8) 0.3429(4) 0.3438(5)
z  0.0506(5) 0.0482(6) 0.046(1) 0.0447(5) 0.0433(7)
B 0.58(4) 0.49(6) 0.22(9) 0.34(4) 0.24(6)
TB  x 0.4736(2) 0.4737(2) 0.4732(3) 0.4729(2) 0.4727(2)
y  0.3374(3) 0.3365(6) 0.3359(9) 0.3377(4) 0.3368(6)
z 0.7981(4) 0.7997(5 0.8013(9) 0.8015(4) 0.8021(6)
B 0.594) 0.41(6) 0.21(9) 0.33(5) 0.24(6)
Ola x 0.1835(4) 0.1823(5) 0.1826(7) 0.1824(4) 0.1828(5)
y  0.3407(7) 0.338(1) 0.342(1) 0.3397(7) 0.339(1)
z  0.034(1) 0.032(1) 0.031(1) 0.027(1) 0.023(1)
B 0.64(10) 0.87(14) 0.23(24) 0.34(11) 0.25(15)
02a x 0.3111(4) 0.3111(5) 0.3094(8) 0.3097(4) 0.3097(5)
y  0.5029(7) 0.504(1) 0.507(1) 0.5070(7) 0.507(1)
z  0.043(1) 0.043(1) 0.040(1) 0.037(1) 0.039(1)
B 0.61(11) 0.59(15) 0.16(24) 0.46(12) 0.31(15)
03a x 0.3025(4) 0.3030(5) 0.3038(7) 0.3035(4) 0.3034(5)
y  0.2224(7) 0.223(1) 0.223(1) 0.2223(8) 0.224(1)
z 0.832(1) 0.829(1) 0.825(1) 0.825(1) 0.825(1)
B 0.43(12) 0.18(14) 0.12(24) 0.51(12) 0.21(16)
Olb x 0.5622(4) 0.5627(4) 0.5622(8) 0.5620(4) 0.5621(5)
y  0.3414(8) 0.340(1) 0.340(1) 0.3402(8) 0.340(1)
z  0.798(1) 0.800(1) 0.804(1) 0.807(1) 0.804(1)
B 0.95(12) 0.63(14) 0.38(24) 0.58(11) 0.72(16)
02b x 0.4324(4) 0.4315(4) 0.4327(7) 0.4322(4) 0.4323(4)
y  0.4836(7) 0.483(1) 0.483(1) 0.4837(7) 0.483(1)
z  0.690(1) 0.686(1) 0.691(1) 0.687(1) 0.690(1)
B 0.57(11) 0.37(14) 0.22(26) 0.18(12) 0.30(16)
03b x 0.4483(5) 0.4472(5) 0.4482(7) 0.4464(4) 0.4472(5)
y  0.1951(7) 0.194(1) 0.193(1) 0.1921(7) 0.192(1)
z  0.603(1) 0.607(1) 0.611(1) 0.612(1) 0.612(1)
B 0.57(12) 0.52(15) 0.23(23) 0.42(13) 0.05(10)




Atom\P 4.95 5.85 7.00 8.10
Mgl  x 0.3760(4) 0.3763(3) 0.3762(3) 0.3766(3)
y 0.6552(9) 0.6576(7) 0.6560(6) 0.6589(7)
z 0.859(1) 0.8569(8) 0.8567(8) 0.8558(9)
B 0.28(11) 0.51(8) 0.33(7) 0.56(10)
Mg  x 0.3774(4) 0.3772(3) 0.3775(3) 0.3774(3)
y 0.4848(8) 0.4837(6) 0.4845(6) 0.4834(8)
z 0.350(1) 0.3489(8) 0.3472(6) 0.3462(9)
B 0.51(13) 0.40(8) 0.47(8) 0.51(10)
TA  x 0.2705(3) 0.2710(2) 0.2711(2) 0.2704(3)
y 0.3432(8) 0.3436(5) 0.3431(7) 0.3436(7)
z 0.041(1) 0.0414(7) 0.0399(6) 0.0385(8)
B 0.32(9) 0.27(6) 0.32(6) 0.27(8)
TB  x 0.4728(3) 0.4727(2) 0.4725(2) 0.4730(3)
y 0.3383(8) 0.3368(6) 0.3373(6) 0.3383(7)
z 0.8022(9) 0.8032(6) 0.8031(5) 0.8042(7)
B 0.15(9) 0.28(6) 0.26(6) 0.28(7)
Ola «x 0.1827(7) 0.1821(5) 0.1828(5) 0.1814(6)
y 0.339(1) 0.344(1) 0.340(1) 0.344(1)
z 0.024(1) 0.024(1) 0.021(1) 0.022(1)
B 0.33(23) 0.23(15) 0.41(15) 0.27(20)
02a «x 0.3085(7) 0.3098(6) 0.3088(6) 0.3082(7)
y 0.508(1) 0.508(1) 0.509(1) 0.509(1)
z 0.035(1) 0.032(1) 0.033(1) 0.031(2)
B 0.09(22) 0.61(17) 0.48(17) 0.41(20)
03  x 0.3042(7) 0.3034(5) 0.3044(5) 0.3036(6)
y 0.223(1) 0.222(1) 0.223(1) 0.222(1)
z 0.826(1) 0.820(1) 0.817(1) 0.820(2)
B 0.11(24) 0.02(16) 0.30(17) 0.62(20)
olb  «x 0.5611(7) 0.5613(5) 0.5627(5) 0.5602(7)
y 0.340(1) 0.338(1) 0.336(1) 0.340(1)
z 0.805(2) 0.811(1) 0.812(1) 0.812(2)
B 0.34(22) 0.52(16) 0.55(15) 0.56(17)
02  x 0.4325(7) 0.4324(5) 0.4330(6) 0.4330(6)
y 0.484(1) 0.485(1) 0.485(1) 0.486(1)
z 0.685(2) 0.686(1) 0.686(1) 0.682(2)
‘ B 0.34(24) 0.20(17) 0.16(16) 0.19(18)
03b  x 0.4470(7) 0.4460(5) 0.4479(5) 0.4451(7)
y 0.190(1) 0.190(1) 0.190(1) 0.191(1)
z 0.613(2) 0.613(1) 0.613(1) 0.615(2)
B 0.07(24) 0.20(17) 0.19(16) 0.10(21)




Variation of bond lengths and angles with pressure.

Bond\P(GPa) 0.00 1.04 1.95 3.27
Mgl-Ola 2.156(7) 2.12(1) 2.132(9) 2.106(7)
Mgl-Ola 2.039(7) 2.020(8) 2.011(9) 2.011(7)
Mg1-02a 2.008(8) 2.01(1) 1.996(9) 1.989(7)
Mgl-O1b 2.069(7) 2.059(9) 2.05(1) 2.045(7)
Mg1-O1b 2.171(8) 2.14(1) 2.14(1) 2.138(7)
Mg1-02b 2.034(7) 2.02(1) 2.03(1) 2.015(7)
Mg2-Ola 2.082(7) 2.09(1) 2.07(1) 2.071(7)
Mg2-02b 1.994(6) 1.973(8) 2.00(1) 1.980(7)
Mg2-02a 2.034(7) 2.018(9) 2.044(9) 2.043(7)
Mg2-03a 2.297(7) 2.278(9) 2.25(1) 2.257(8)
Mg2-O1b 2.045(8) 2.05(1) 2.07(1) 2.046(8)
Mg2-03b 2.457(7) 2.40(1) 2.381(9) 2.344(7)
TA-02a 1.593(7) 1.590(9) 1.597(9) 1.590(7)
TA-O3a 1.661(6) 1.659(8) 1.664(9) 1.651(7)
TA-Ola 1.608(8) 1.626(8) 1.599(9) 1.615(7)
TA-O3a 1.648(6) 1.643(9) 1.665(9) 1.648(7)
TB-02b 1.593(7) 1.608(9) 1.589(9) 1.584(6)
TB-O1b 1.616(7) 1.618(9) 1.616(9) 1.614(8)
TB-03b 1.675(7) 1.669(9) 1.651(9) 1.671(7)
TB-03b 1.671(6) 1.681(7) 1.679(8) 1.683(6)
01a-02a 2.731(9) 2.76(1) 2.72(1) 2.728(9)
Ola-03a 2.735(9) 2.73(1) 2.73(1) 2.726(9)
0la-O3a 2.651(9) 2.63(1) 2.65(1) 2.633(9)
01a-O1b 2.781(9) 2.77(1) 2.78(1) 2.774(9)
01a-02b 2.713(9) 2.72(1) 2.72(1) 2.711(9)
02a-03a 2.492(8) 2.48(1) 2.49(1) 2.488(9)
02a-03a 2.725(9) 2.71(1) 2.73(1) 2.712(9)
03a-03a 2.626(2) 2.625(3) 2.618(3) 2.611(3)
01b-02b 2.734(9) 2.76(1) 2.73(1) 2.733(9)
01b-03b 2.635(9) 2.65(1) 2.63(1) 2.66(1)
01b-03b 2.626(9) 2.65(1) 2.62(1) 2.628(9)
02b-03b 2.606(9) 2.59(1) 2.59(1) 2.584(9)
02b-03b 2.689(8) 2.69(1) 2.67(1) 2.676(8)
03b-03b 2.764(4) 2.762(6) 2.761(7) 2.758(5)




Angle\P(GPa) 0.00 1.04 1.95 3.27
Ola-Mgl-Ola 93.0(3) 93.0(4) 94.2(5) 93.8(3)
Ola-Mgl-O2a 91.4(3) 90.5(4) 90.5(5) 90.3(3)
0Ola-Mgl1-O1b 85.5(3) 84.5(4) 85.1(5) 85.5(3)
0la-Mgl-Ol1b 80.7(3) 81.2(4) 81.3(4) 81.6(3)
Ola-Mgl-02b 177.0(3) 177.5(4) 178.0(5) 177.9(3)
Ola-Mgl-O2a 94.8(3) 95.6(4) 94.3(6) 94.7(3)
Ola-Mgl1-O1b 177.6(3) 176.6(4) 177.8(7) 177.5(3)
0la-Mgl1-O1b 85.8(3) 85.1(4) 86.0(5) 85.5(3)
Ola-Mg1-02b 84.7(3) 84.6(4) 84.7(5) 84.7(3)
02a-Mg1-O1b 87.2(3) 86.8(4) 87.8(5) 87.7(3)
02a-Mgl-O1b 172.1(3) 171.6(5) 171.8(6) 71.93)
02a-Mg1-02b 90.6(3) 90.5(5) 91.2(5) 91.1(3)
01b-Mgl1-O1b 92.0(3) 92.2(4) 91.9(5) 92.0(3)
01b-Mgl1-02b 96.8(3) 97.8(4) 95.9(5) 96.0(3)
01b-Mg1-02b 97.3(3) 97.8(4) 96.9(5) 96.9(3)
Ola-Mg2-02b 84.6(3) 83.9(4) 83.7(5) 84.0(3)
Ola-Mg2-O2a 89.3(3) 89.2(4) 87.9(5) 87.8(2)
Ola-Mg2-03a 107.5(3) 108.5(4) 108.4(5) 108.0(3)
0la-Mg2-O1b 85.5(3) 83.9(5) 84.5(4) 84.7(3)
0la-Mg2-03b 172.6(3) 172.6(4) 172.8(4) 172.93)
02b-Mg2-02a 173.6(3) 172.7(4) 171.6(6) 171.5(3)
02b-Mg2-03a 109.9(3) 109.7(4) 110.7(5) 110.2(3)
02b-Mg2-O1b 94.5(3) 94.6(4) 94.3(5) 94.9(3)
02b-Mg2-03b 100.6(3) 100.7(4) 100.2(5) 100.7(3)
02a-Mg2-03a 69.9(3) 70.3(4) 70.9(5) 70.5(3)
02a-Mg2-01b 87.1(3) 86.9(4) 86.1(5) 86.3(3)
02a-Mg2-03b 85.6(3) 86.5(3) 88.3(5) 87.7(3)
03a-Mg2-01b 153.0(3) 153.4(4) 152.7(5) 152.6(3)
03a-Mg2-03b 75.7(2) 75.7(3) 76.0(4) 75.6(3)
01b-Mg2-03b 88.9(3) 89.9(4) 89.2(4) 89.6(3)
02a-TA-O3a 99.9(4) 99.6(5) 99.1(6) 100.3(4)
02a-TA-Ola 117.1(4) 118.1(6) 116.6(6) 116.7(4)
02a-TA-O3a 113.4(4) 113.6(5) 113.4(6) 113.8(4)
03a-TA-Ola 112.7(4) 112.4(5) 113.6(6) 113.2(4)



03a-TA-O3a 105.6(3) 105.3(4) 103.7(5) 104.6(3)
0la-TA-O3a 107.5(4) 107.1(5) 108.8(5) 107.6(4)
02b-TB-O1b 116.9(4) 117.7(6) 116.7(6) 117.5(4)
02b-TB-03b 105.4(3) 104.2(4) 106.0(6) 105.13)
02b-TB-03b 109.9(4) 109.6(5) 109.8(6) 110.0(4)
01b-TB-03b 107.0(4) 107.6(5) 107.1(6) 107.9(4)
01b-TB-03b 106.2(4) 106.7(5) 105.3(6) 105.7(4)
03b-TB-03b 111.5(3) 111.1(4) 112.1(6) 110.6(3)
03a-03a-03a 158.7(5) 158.9(8) 159.1(9) 158.7(6)
TA-03a-TA 134.8(5) 134.5(7) 133.0(8) 133.8(5)
03b-03b-03b 139.0(5) 138.3(7) 137.7(7) 137.1(5)
TB-03b-TB 128.5(5) 126.8(6) 127.1(7) 125.9(4)




Bond\GPa 4.09 4.95 5.85 7.00 8.10

Mg1-Ola 2.087(9) 2.09(1) 2.13(1) 2.09(1) 2.08(1)
Mgl-Ola 2.025(9) 2.01(1) 2.00(1) 2.010(9) 1.99(1)
Mg1-02a 1.986(9) 1.98(1) 2.01(1) 1.97(1) 1.99(1)
Mg1-O1b 2.05(1) 2.06(1) 2.04(1) 2.015(9) 2.03(1)
Mg1-O1b 2.13(1) 2.14(1) 2.08(1) 2.09(1) 2.11(1)
Mg1-02b 2.01(1) 2.01(1) 1.99(1) 2.00(1) 2.00(1)
Mg2-Ola 2.08(1) 2.08(1) 2.03(1) 2.06(1) 2.02(1)
Mg2-02b 2.004(9) 1.98(1) 1.983(9) 1.992(8) 1.98(1)
Mg2-02a 2.024(9) 2.04(1) 2.03(1) 2.034(9) 2.04(1)
Mg2-03a 2.25(1) 2.24(1) 2.23(1) 2.22(1) 2.21(1)
Mg2-O1b 2.04(1) 2.04(1) 2.10(1) 2.05(1) 2.05(1)
Mg2-03b 2.332(9) 2.31(1) 2.29(1) 2.29(1) 2.26(1)
TA-O2a 1.582(9) 1.58(1) 1.58(1) 1.58(1) 1.58(1)
TA-O3a 1.663(9) 1.68(1) 1.66(1) 1.635(9) 1.65(1)
TA-Ola 1.594(9) 1.59(1) 1.59(1) 1.59(1) 1.60(1)
TA-O3a 1.640(9) 1.63(1) 1.63(1) 1.65(1) 1.64(1)
TB-02b 1.575(9) 1.57(1) 1.60(1) 1.57(1) 1.59(1)
TB-Olb 1.62(1) 1.59(1) 1.59(1) 1.62(1) 1.57(1)
TB-03b 1.659(9) 1.68(1) 1.67(1) 1.67(1) 1.67(1)
TB-03b 1.670(8) 1.67(1) 1.67(1) 1.659(8) 1.67(1)
0la-02a 2.72(1) 2.70(1) 2.67(1) 2.69(1) 2.68(1)
0la-03a 2.73(1) 2.73(1) 2.72(1) 2.71(1) 2.72(1)
Ola-03a 2.60(1) 2.61(1) 2.63(1) 2.63(1) 2.64(1)
01a-01b 2.75(1) 2.76(1) 2.78(1) 2.75(1) 2.76(1)
01a-02b 2.73(1) 2.72(1) 2.65(1) 2.70(1) 2.65(1)
02a-03a 2.48(1) 2.49(1) 2.48(1) 2.47(1) 2.47(1)
02a-03a 2.70(1) 2.69(1) 2.70(1) 2.70(1) 2.69(1)
03a-03a 2.601(3) 2.597(3) 2.593(4) 2.588(4) 2.586(4)
01b-02b 2.72(1) 2.70(1) 2.74(1) 2.74(1) 2.69(1)
01b-03b 2.63(1) 2.63(1) 2.62(1) 2.64(1) 2.63(2)
01b-03b 2.62(1) 2.60(1) 2.59(1) 2.60(1) 2.59(1)
02b-03b 2.58(1) 2.59(1) 2.60(1) 2.58(1) 2.57(1)
02b-03b 2.65(1) 2.66(1) 2.68(1) 2.65(1) 2.68(1)

03b-03b 2.754(6) 2.762(8) 2.751(8) 2.750(7) 2.737(8)




Angle\P(GPa 4.09 4.95 5.85 7.00 81.0
Ola-Mgl-Ola 93.3(4) 93.2(5) 95.1(5) 93.5(4) 95.4(6)
Ola-Mgl-02a 90.4(4) 89.8(5) 90.2(5) 89.7(4) 90.4(5)
0Ola-Mg1-O1b 85.8(4) 86.0(4) 85.2(4) 85.1(4) 86.6(5)
Ola-Mgl-Olb 81.5(4) 81.7(4) 82.6(5) 82.3(4) 82.3(5)
0la-Mgl1-02b 178.0(4) 177.5(4) 177.5(5) 177.7(4) 177.5(5)
Ola-Mgl-O2a 95.4(4) 94.6(5) 92.7(6) 94.0(4) 92.8(5)
Ola-Mg1-O1b 177.1(5) 176.9(6) 178.4(6) 176.9(6) 177.6(6)
0la-Mg1-O1b 85.5(4) 85.8(5) 87.3(5) 85.3(4) 86.9(5)
Ola-Mg1-02b 85.2(4) 84.8(5) 83.1(5) 85.0(4) 83.0(5)
02a-Mg1-O1b 87.4(4) 88.4(5) 88.9(5) 88.7(4) 88.6(6)
02a-Mg1-0O1b 171.9(5) 171.5(5) 172.8(7) 171.9(5) 172.7(6)
02a-Mg1-02b 91.1(4) 92.0(5) 91.7(6) 92.1(5) 91.6(5)
01b-Mgl1-O1b 91.6(4) 91.1(5) 91.2(5) 91.8(4) 91.9(5)
01b-Mg1-02b 95.7(4) 95.9(5) 96.6(5) 96.4(4) 95.0(5)
01b-Mg1-02b 97.1(4) 96.5(5) 95.5(5) 95.9(4) 95.6(5)
Ola-Mg2-02b 84.1(4) 84.0(5) 82.6(4) 83.7(4) 82.8(5)
Ola-Mg2-O2a 87.0(4) 87.0(4) 87.2(5) 86.7(4) 87.2(5)
0la-Mg2-O3a 108.0(4) 108.0(5) 107.3(5) 107.9(4) 107.3(6)
0la-Mg2-O1b 83.8(4) 84.4(5) 84.7(6) 83.9(5) 85.2(5)
Ola-Mg2-03b 172.4(4) 172.6(4) 173.6(5) 173.1(4) 173.9(5)
02b-Mg2-02a 170.8(5) 170.8(5) 169.8(5) 170.4(4) 169.9(6)
02b-Mg2-03a 110.1(4) 109.9(5) 111.4(5) 110.8(4) 111.3(6)
02b-Mg2-O1b 94.4(5) 93.8(5) 93.1(5) 94.5(4) 93.1(5)
02b-Mg2-03b 100.6(4) 100.3(5) 101.0(4) 100.3(4) 100.7(5)
02a-Mg2-03a 70.8(4) 71.1(4) 71.2(5) 70.8(4) 70.9(5)
02a-Mg2-O1b 86.6(4) 87.4(4) 86.5(5) 86.0(4) 86.8(5)
02a-Mg2-03b 88.5(4) 88.9(4) 89.2(5) 89.3(4) 89.4(5)
03a-Mg2-O1b 153.6(4) 154.0(5) 153.7(5) 152.8(4) 153.4(5)
03a-Mg2-03b 76.3(3) 76.4(4) 76.6(5) 76.0(4) 76.2(4)
01b-Mg2-03b 89.8(4) 89.3(5) 89.8(4) 90.2(4) 89.6(5)
02a-TA-O3a 99.9(5) 99.8(6) 100.1(7) 100.2(5) 99.9(6)
02a-TA-Ola 117.8(5) 117.0(6) 114.7(8) 116.0(6) 115.2(7)
02a-TA-O3a 113.6(5) 113.5(6) 114.4(7) 113.4(5) 113.9(6)
03a-TA-Ola 113.6(5) 113.7(6) 113.6(6) 114.4(5) 114.2(6)
03a-TA-O3a 103.9(4) 103.4(5) 103.9(5) 104.0(4) 103.8(5)



Ola-TA-O3a 107.2(5) 108.5(6) 109.5(6) 108.3(5) 109.2(5)
02b-TB-Olb 116.9(5) 117.2(6) 118.6(7) 117.8(6) 117.1(6)
02b-TB-03b 105.8(5) 105.5(5) 105.1(5) 105.7(4) 104.4(6)
02b-TB-03b 109.7(5) 110.4(6) 110.1(6) 110.3(4) 110.6(6)
01b-TB-03b 107.1(5) 106.9(6) 106.9(6) 106.8(5) 108.8(6)
O1b-TB-03b 105.7(5) 105.8(6) 105.3(6) 104.6(5) 106.0(6)
03b-TB-03b 111.6(4) 111.1(5) 110.8(5) 111.6(4) 109.9(6)
03a-03a-03a 159.7(8) 159.4(9) 159.3(9) 159.0(9) 158.2(9)
TA-03a-TA 133.6(7) 131.9(8) 133.4(8) 132.7(6) 132.4(9)
03b-03b-03b 136.8(7) 135.4(8) 136.1(9) 135.5(7) 136.2(8)
TB-03b-TB 126.4(6) 125.6(7) 125.3(7) 125.6(6) 124.5(7)




