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Tables

Table S1 Atomic coordinates and isotropic and equivalent displacement parameters (Uiso, Ueq/Å2) 
for Sr3Bi2O6.
Atom Occ. x y z Uiso, Ueq

*

Bi1 1 0.74344(2) 0.49796(2) 0.79624(3) 0.00743(14)
Bi2 1 0.90791(3) 0.58183(2) 0.53710(3) 0.00803(14)
Bi3 1 0.50375(2) 0.51060(3) 0.61207(3) 0.00916(14)
Bi4 1 0.72692(3) 0.73815(2) 0.19483(3) 0.00915(14)
Bi5 1 0.59300(3) 0.41892(2) 0.46790(3) 0.00909(14)
Bi6 1 2/3 1/3 0.71155(5) 0.0104(2)
Sr7 1 2/3 1/3 1/3 0.0079(6)
Sr8 1 0.65335(6) 0.57452(6) 0.32301(8) 0.0093(3)
Sr9 1 3/8 2/3 2/3 0.0078(4)
Sr10 1 0.66241(6) 0.57589(6) 0.93384(8) 0.0093(3)
Sr11 1 0.74681(6) 0.50252(6) 0.61035(8) 0.0087(3)
Sr12 1 0.74159(6) 0.49626(6) 0.39317(8) 0.0091(3)
Sr13 1 0.57399(6) 0.41516(6) 0.66953(7) 0.0101(3)
Sr14 1 0.66415(6) 0.83349(6) 0.13622(8) 0.0100(3)
Sr15 1 2/3 1/3 0.53059(13) 0.0106(5)
Sr16 1 0.58051(6) 0.66317(6) 0.04723(8) 0.0093(3)
O17 1 0.7337(5) 0.8117(5) 0.2537(5) 0.011(2)
O18 1 0.8059(5) 0.5738(5) 0.7376(6) 0.019(2)
O19 1 0.7342(5) 0.5494(5) 0.8784(6) 0.016(2)
O20 1 0.4506(5) 0.4357(5) 0.6785(5) 0.013(2)
O21 1 0.8417(5) 0.5633(5) 0.4591(5) 0.013(2)
O22 1 0.5943(5) 0.3509(5) 0.4062(6) 0.018(2)
O23 1 0.6826(4) 0.6783(5) 0.2807(5) 0.012(2)
O24 1 0.6430(5) 0.7212(5) 0.1493(5) 0.014(2)
O25 1 0.8537(5) 0.5211(5) 0.6138(5) 0.014(2)
O26 1 0.9003(5) 0.6547(5) 0.5780(6) 0.016(2)
O27 1 0.6762(5) 0.4425(5) 0.5145(6) 0.022(3)
O28 1 0.6745(5) 0.4862(5) 0.7238(5) 0.015(2)
O29 1 0.5850(5) 0.5121(5) 0.6311(6) 0.016(2)
O30 1 0.6298(5) 0.4812(5) 0.3851(6) 0.015(2)
O31 1 0.5980(5) 0.3330(5) 0.6485(6) 0.017(2)
O32 1 0.5116(5) 0.5725(5) 0.6920(6) 0.016(2)
* Ueq = (Σi Σj Uij ai

*aj
* ai·aj) / 3



Table S2 Anistropic displacement parameters (Uij/Å2) for Sr3Bi2O6.
Atom U11 U22 U33 U23 U13 U12

Bi1 0.0072(3) 0.0066(2) 0.0091(3) 0.00009(18) -0.00019(18) 0.0039(2)
Bi2 0.0074(3) 0.0073(3) 0.0094(3) 0.00029(18) 0.00084(18) 0.0036(2)
Bi3 0.0086(3) 0.0101(3) 0.0100(3) 0.0002(2) -0.0004(2) 0.0056(2)
Bi4 0.0099(3) 0.0059(3) 0.0107(3) -0.00060(19) 0.0020(2) 0.0031(2)
Bi5 0.0098(3) 0.0071(3) 0.0099(3) 0.00027(19) 0.00243(19) 0.0038(2)
Bi6 0.0099(3) 0.0099(3) 0.0115(5) 0.000 0.000 0.00494(14)
Sr7 0.0068(9) 0.0068(9) 0.0099(15) 0.000 0.000 0.0034(4)
Sr8 0.0071(6) 0.0070(6) 0.0134(7) 0.0038(5) 0.0007(5) 0.0032(5)
Sr9 0.0070(8) 0.0064(8) 0.0092(9) 0.0010(7) 0.0005(6) 0.0027(7)
Sr10 0.0062(6) 0.0088(6) 0.0134(7) -0.0003(5) -0.0003(5) 0.0041(5)
Sr11 0.0083(6) 0.0059(6) 0.0125(7) -0.0010(5) -0.0012(5) 0.0039(5)
Sr12 0.0085(6) 0.0078(6) 0.0113(7) 0.0012(5) -0.0005(5) 0.0045(5)
Sr13 0.0094(6) 0.0075(6) 0.0123(7) -0.0018(5) -0.0040(5) 0.0034(5)
Sr14 0.0076(6) 0.0088(6) 0.0134(7) 0.0002(5) 0.0001(5) 0.0040(5)
Sr15 0.0096(7) 0.0096(7) 0.0126(11) 0.000 0.000 0.0048(3)
Sr16 0.0099(6) 0.0092(6) 0.0110(7) -0.0016(5) -0.0015(5) 0.0065(5)
O18 0.014(6) 0.020(6) 0.027(6) 0.008(5) 0.010(5) 0.011(5)
O19 0.012(5) 0.019(6) 0.021(6) 0.005(4) 0.006(4) 0.011(5)
O21 0.011(5) 0.012(5) 0.018(6) -0.001(4) -0.001(4) 0.007(4)
O23 0.008(5) 0.016(5) 0.010(5) 0.006(4) 0.001(4) 0.005(4)
O26 0.009(5) 0.010(5) 0.028(6) -0.010(4) -0.002(4) 0.004(4)
O27 0.024(6) 0.015(6) 0.020(6) -0.011(5) -0.010(5) 0.005(5)
O28 0.019(6) 0.015(5) 0.015(5) -0.006(4) -0.006(4) 0.012(5)
O29 0.006(5) 0.010(5) 0.033(6) -0.001(4) -0.004(4) 0.006(4)
O30 0.009(5) 0.014(5) 0.021(6) -0.003(4) -0.010(4) 0.005(4)
O31 0.010(5) 0.014(5) 0.026(6) 0.002(5) 0.000(4) 0.004(5)
O32 0.016(6) 0.010(5) 0.024(6) -0.004(4) 0.000(4) 0.007(5)



Figures

Fig. S1 XPS spectra of Sr1-xBixO1+0.5x (x=0.813). High-resolution XPS spectra of (a) Sr 3d core 
level, (b) Bi 4f core level, and (c) O 1s core level.

Fig. S2 XPS spectra of Sr2Bi2O5. High-resolution XPS spectra of (a) Sr 3d core level, (b) Bi 4f 
core level, and (c) O 1s core level.

Fig. S3 XPS spectra of Sr3Bi2O6. High-resolution XPS spectra of (a) Sr 3d core level, (b) Bi 4f 
core level, and (c) O 1s core level.


