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Table 1. Atom positions and equivalent (ambient pressure) or isotropic displacement

parameters (Å2) of the Bi2Ga4O9 low-pressure phase up to 15 GPa.

p / GPa 0.0001 3.3(2) 6.2(3) 8.9(1) 14.9(3)

Bi, x 0.32564(4) 0.3318(1) 0.3368(1) 0.3416(1) 0.3514(2)
Bi, y 0.17119(3) 0.16775(7) 0.1646(5) 0.1633(5) 0.1620(2)
Bi, z 0 0 0 0 0
Bi, Ueq/iso 0.0047(1) 0.0063(2) 0.0066(4) 0.0064(3) 0.0046(4)

Ga(1), x / y 0 / 0 0 / 0 0 / 0 0 / 0 0 / 0
Ga(1), z 0.2583(1) 0.2571(3) 0.2568(4) 0.2555(4) 0.258(2)
Ga(1), Ueq/iso 0.0031(2) 0.0046(3) 0.0048(5) 0.0043(5) 0.0050(9)

Ga(2), x 0.1487(1) 0.1476(3) 0.1472(3) 0.1462(3) 0.1437(5)
Ga(2), y 0.33727(8) 0.3354(2) 0.335(1) 0.332(1) 0.3282(5)
Ga(2), z 0.5 0.5 0.5 0.5 0.5
Ga(2), Ueq/iso 0.0034(2) 0.0054(3) 0.0043(5) 0.0042(5) 0.0061(9)

O(1), x 0.3528(8) 0.347(2) 0.350(2) 0.348(2) 0.342(3)
O(1), y 0.4312(6) 0.428(2) 0.423(8) 0.427(9) 0.427(3)
O(1), z 0 0 0 0 0
O(1), Ueq/iso 0.005(1) 0.009(2) 0.008(3) 0.011(4) 0.003(5)

O(2), x 0.3700(8) 0.371(2) 0.374(2) 0.373(2) 0.374(3)
O(2), y 0.4070(6) 0.405(2) 0.392(7) 0.390(6) 0.391(3)
O(2), z 0.5 0.5 0.5 0.5 0.5
O(2), Ueq/iso 0.006(1) 0.011(3) 0.009(3) 0.007(3) 0.008(7)

O(3), x 0.1301(5) 0.135(2) 0.135(2) 0.136(2) 0.140(2)
O(3), y 0.2072(4) 0.205(1) 0.209(5) 0.207(5) 0.200(2)
O(3), z 0.2422(7) 0.242(2) 0.240(2) 0.239(2) 0.246(8)
O(3), Ueq/iso 0.006(1) 0.008(2) 0.009(2) 0.008(2) 0.006(4)

O(4), x / y / z 0 / 0.5 / 0.5 0 / 0.5 / 0.5 0 / 0.5 / 0.5 0 / 0.5 / 0.5 0 / 0.5 / 0.5
O(4), Ueq/iso 0.028(2) 0.047(9) 0.04(1) 0.06(2) 0.02(1)

Table 2. Refinement results of atomic displacement parameters (Å2) for Bi2Ga4O9 at

ambient conditions.

Atom U11 U22 U33 U23 U13 U12

Bi 0.0032(2) 0.0053(2) 0.0057(2) 0.0000(0) 0.0000(0) -0.00041(8)
Ga(1) 0.0025(4) 0.0053(3) 0.0014(3) 0.0000(0) 0.0000(0) 0.0002(2)
Ga(2) 0.0026(4) 0.0051(3) 0.0025(3) 0.0000(0) 0.0000(0) -0.0002(2)
O(1) 0.006(3) 0.005(2) 0.003(2) 0.0000(0) 0.0000(0) -0.002(2)
O(2) 0.004(3) 0.011(2) 0.002(2) 0.0000(0) 0.0000(0) -0.005(2)
O(3) 0.004(2) 0.008(1) 0.004(1) -0.002(1) 0.000(1) -0.003(1)
O(4) 0.025(4) 0.017(3) 0.044(4) 0.0000(0) 0.0000(0) 0.012(3)
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Table 3. Atom positions and isotropic displacement parameters (Å2) of the Bi2Ga4O9

high-pressure phase at 21.4(5) and 30.5(5) GPa.

Atom x y z Uiso

21.4(5) GPa

Bi(1) 0.3689(2) 0.16752(1) 0.02244(2) 0.0048(3)
Ga(1) -0.0244(5) 0.0082(5) 0.1251(6) 0.0042(8)
Ga(2A) 0.1413(8) 0.3410(6) 0.25 0.004(1)
Ga(2B) 0.6225(8) 0.2020(5) 0.25 0.004(1)
O(1) 0.335(3) 0.426(2) 0.011(3) 0.003(2)
O(2A) 0.397(5) 0.377(3) 0.25 0.003(2)
O(2B) 0.841(4) 0.080(4) 0.25 0.003(2)
O(3A) 0.102(3) 0.217(4) 0.121(3) 0.003(2)
O(3B) 0.672(3) 0.308(2) 0.114(3) 0.003(2)
O(4) 0.069(5) 0.552(4) 0.25 0.003(2)

30.5(5) GPa

Bi(1) 0.38052(7) 0.16686(6) 0.02679(7) 0.0042(2)
Ga(1) -0.0282(2) 0.0105(2) 0.1241(2) 0.0036(4)
Ga(2A) 0.1331(3) 0.3431(3) 0.25 0.0042(5)
Ga(2B) 0.6218(3) 0.2104(3) 0.25 0.0041(5)
O(1) 0.327(1) 0.425(1) 0.017(1) 0.003(2)
O(2A) 0.403(2) 0.381(2) 0.25 0.005(3)
O(2B) 0.827(2) 0.073(2) 0.25 0.015(4)
O(3A) 0.097(1) 0.220(1) 0.120(1) 0.005(2)
O(3B) 0.680(1) 0.312(1) 0.113(2) 0.010(2)
O(4) 0.076(2) 0.559(2) 0.25 0.012(4)
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