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Table S1: Fractional atomic coordinates and displacement parameters of chibaite at 293 K (space group Fd3m) and 100 K (space group A2/n).
The anisotropic displacement parameters are defined as: exp[-2n” =%, £%; Uj a*; a*; hy hj]. C atoms located in the [5'*] and [5°6°] cage are labelled C1 and
C1x, respectively C2x (x =a,b,c....,]).

Space group Fd3m, 293 K, origin choice 2, origin at centre 3m at 1/8 1/8 1/8 from 43m

Atom SOF Wyckoff position xla ylb zlc Uequiv / Uiso Uy Uz, Uz Uz Uiz Ui,

Sil 1 96(g) .m 0.06748(4) =X 0.36973(5) 0.0244(3) 0.0261(4) =Uy 0.0210(5) -0.0049(3) =Up 0.0036(3)
Si2 1 32(e) .3m 0.21629(5) =X =X 0.0180(4) 0.0180(4) =Uy =Uy -0.0012(3) =Up =Up
Si3 1 8(a) _43m 1/8 1/8 1/8 0.0181(6) 0.0181(6) =Uy =Uy 0 0 0

o1 1 96(h) .2 0 0.3433(2) =-y 0.0627(12) 0.034(2) 0.077(2) =Up -0.017(2) -0.0122(12) =Up
02 1 96(g) .m 0.1999(2) =X 0.2928(2) 0.083(2) 0.108(3) =Uy 0.032(2) 0.027(2) =Up 0.004(3)
03 1 48(f) 2.mm 0.3734(3) 1/8 1/8 0.0514(13) 0.063(4) 0.046(2) =Uyp -0.014(2) 0 0

04 1 32(e) .3m 0.1707(2) =X =X 0.120(4) 0.120(4) =Uy =Uy -0.054(3) =Up =Up
Na 0.031(14) 16(d) .73m 1/2 1/2 1/2 0.05*

C1 1 16(c) .73m 0 0 0 0.083(6) 0.083(6) =Uy =Uy -0.010(6) =Up =Up
C2a 0.10(5) 32(e) .3m 0.332(4) =X =X 0.05*

C2b 0.11(2) 32(e) 3m 0.392(3) =X =x 0.05°

C2c 0.154(14) 96(g) .m 0.3614(13) =X 0.302(2) 0.05°

cad 0.113(13) 96(g) .m 0.343(2) =X 0.434(2) 0.05°

C2e 0.117(19) 96(g) .m 0.324(2) =X 0.361(4) 0.05°
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Space group A2/n, 100 K
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Atom | SOF Wyckoff position  x/a y/b zlc Uequiv/ Uiso U U, Uss Uy Uiz U,

Sila |1 8(f) 1 0.01340(10)  0.9996(2) 0.14474(9) 0.0073(4) 0.0143(9) 0.0062(8) 0.0043(8) 0.0001(8)  0.0068(7) -0.0003(9)
Silb 1 8(f) 1 0.18513(12)  0.2006(2) 0.25464(11)  0.0108(5) 0.0119(12)  0.0128(11)  0.0100(10)  0.0019(8)  0.0065(9) 0.0010(9)
Sile |1 8(f) 1 0.18563(12)  0.7878(2) 0.25689(11)  0.0100(5) 0.0100(12)  0.0152(11)  0.0066(10)  -0.0029(8)  0.0051(9) -0.0021(9)
Sild 1 8(f) 1 0.99731(12)  0.3127(2) 0.43511(11)  0.0111(5) 0.0159(13)  0.0098(11)  0.0073(10)  0.0022(8)  0.0033(9) -0.0038(9)
Sile 1 8(f) 1 0.99725(12)  0.6910(2) 0.43338(11)  0.0107(5) 0.0151(13)  0.0080(10)  0.0081(10)  -0.0038(8) 0.0026(9) 0.0018(9)
Silf 1 8(f) 1 0.18483(12)  0.8862(2) 0.57046(12)  0.0113(5) 0.0109(12)  0.0119(11) 0.0112(11)  0.0014(8)  0.0040(9) 0.0004(9)
Silg 1 8(f) 1 0.18673(12)  0.1158(2) 0.56471(11)  0.0117(5) 0.0127(12)  0.0132(11) 0.0097(11)  -0.0024(8) 0.0043(9) 0.0000(9)
Silh 1 8(f) 1 0.18316(12)  0.3131(2) 0.37075(12)  0.0115(5) 0.0119(12)  0.0067(10)  0.0185(12)  0.0001(9)  0.0083(10)  0.0001(9)
Sili 1 8(f) 1 0.18242(12)  0.6892(2) 0.37713(12)  0.0116(5) 0.0131(12)  0.0078(10)  0.0158(11)  0.0023(8)  0.0073(10)  -0.0005(9)
Silj 1 8(f) 1 0.13172(10)  0.9953(2) 0.25949(10)  0.0106(4) 0.0142(9) 0.0103(10)  0.0103(9) -0.0003(9) 0.0078(7) -0.0006(10
Silk 1 8(f) 1 0.11114(13)  0.8166(2) 0.43997(12)  0.0121(5) 0.0143(12)  0.0140(11) 0.0096(10)  0.0029(9)  0.0060(9) 0.0025(9)
Si1l 1 8(f) 1 0.11091(12)  0.1929(2) 0.43566(11)  0.0112(5) 0.0146(12)  0.0123(11)  0.0081(10)  -0.0032(8)  0.0057(9) -0.0050(9)
Si2a 1 8(f) 1 0.89253(9) 0.9966(2) 0.17178(10)  0.0089(4) 0.0076(8) 0.0097(9) 0.0104(9) 0.0028(9)  0.0044(7) -0.0007(9)
Sib |1 8(f) 1 0.10915(13)  0.6782(2) 0.14063(12)  0.0111(5) 0.0133(13)  0.0097(11)  0.0103(11)  0.0004(8)  0.0039(10)  -0.0012(9)
Si2c 1 8(f) 1 0.89373(13)  0.1842(2) 0.35530(13)  0.0132(5) 0.0135(13)  0.0104(11) 0.0151(12) -0.0015(9) 0.0039(10)  -0.0001(9)
Siad |1 8(f) 1 0.07440(10)  0.0018(2) 0.35978(9) 0.0096(4) 0.0144(9) 0.0093(9) 0.0058(8) 0.0000(9)  0.0045(7) 0.0013(10)
Si3 1 8(f) 1 0.93748(11)  0.9990(2) 0.30819(10)  0.0115(4) 0.0167(10)  0.0105(9) 0.0092(9) -0.0008(9) 0.0069(7) -0.0033(11)
Ola |1 4(e) 2 1/4 0.2181(9) 1/4 0.027(3) 0.012(5) 0.025(6) 0.053(8) 0 0.022(6) 0

Olb 1 4(e) 2 1/4 0.7764(9) 1/4 0.025(2) 0.020(6) 0.026(6) 0.037(6) 0 0.022(5) 0

Olc 1 8(f) 1 0.0119(5) 0.9034(7) 0.1078(4) 0.038(2) 0.064(7) 0.022(4) 0.023(4) -0.016(3)  0.008(4) 0.004(4)
o1d 1 8(f) 1 0.2499(4) 0.8392(8) 0.5904(5) 0.041(2) 0.019(4) 0.036(5) 0.061(7) 0.002(5) 0.006(5) 0.014(4)
Ole 1 8(f) 1 0.9994(4) 0.3416(6) 0.5012(4) 0.0239(14)  0.037(4) 0.022(3) 0.013(3) 0.003(3)  0.009(3) 0.007(4)
o1f 1 8(f) 1 0.3561(5) 0.6538(9) 0.4994(4) 0.039(2) 0.040(6) 0.053(7) 0.020(4) -0.018(4)  0.004(4) -0.005(5)
Olg 1 8(f) 1 0.1461(5) 0.8354(8) 0.5098(5) 0.041(3) 0.050(7) 0.040(6) 0.030(5) -0.011(4)  0.007(5) -0.009(5)
O1lh 1 8(f) 1 0.1578(5) 0.2456(8) 0.4110(4) 0.034(2) 0.036(5) 0.042(5) 0.034(5) 0.005(4) 0.024(4) -0.010(4)
O1i 1 8(f) 1 0.1713(4) 0.8999(6) 0.2591(4) 0.027(2) 0.030(5) 0.019(4) 0.030(4) -0.001(3)  0.007(4) 0.011(3)
0O1lj 1 8(f) 1 0.1565(4) 0.7679(7) 0.4121(4) 0.030(2) 0.029(5) 0.034(5) 0.035(5) -0.006(4)  0.021(4) 0.005(4)
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ok |1 8(f) 1 0.0164(5) 0.0917(6)  0.1056(4) 0.032(2) 0.054(6) 0.021(4) 0.021(4) 0.015(3)  0.011(4) -0.006(4)
ol |1 8(f) 1 0.2520(4) 0.1617(7)  0.5779(4) 0.029(2) 0.026(4) 0.032(5) 0.033(5) -0.006(4)  0.014(4) -0.010(4)
oim 1 8(f) 1 0.1740(4) 0.0869(6)  0.2602(4) 0.029(2) 0.028(5) 0.017(4) 0.043(5) 0.001(3)  0.012(4) -0.007(3)
o2a |1 8(f) 1 0.1346(5) 0.7363(7)  0.2017(4) 0.033(2) 0.036(5) 0.039(5) 0.027(5) -0.015(4)  0.015(4) -0.006(4)
o2b |1 8(f) 1 0.8650(5) 0.2619(10)  0.3051(5) 0.052(3) 0.028(5) 0.074(9) 0.044(6) 0.039(6)  -0.002(5)  0.001(5)
ox |1 8(f) 1 0.8606(5) 0.9030(8)  0.1346(5) 0.041(3) 0.052(7) 0.028(5) 0.043(6) -0.004(4)  0.017(5) -0.021(5)
o2 |1 8(f) 1 0.0592(5) 0.7385(9)  0.0917(5) 0.045(3) 0.037(6) 0.049(7) 0.040(6) 0.007(5)  0.003(5) 0.024(5)
02 |1 8(f) 1 0.9443(5) 0.2362(8)  0.4090(4) 0.041(3) 0.046(7) 0.045(6) 0.024(5) 0.004(4)  0.000(4) -0.031(5)
o2 |1 8(f) 1 0.0802(6) 0.1027(8)  0.3940(5) 0.048(3) 0.059(7) 0.037(6) 0.059(7) -0.037(5)  0.034(6) -0.023(5)
o2 |1 8(f) 1 0.8453(5) 0.1333(8)  0.3781(5) 0.039(3) 0.044(6) 0.046(6) 0.034(5) -0.010(4)  0.023(5) -0.028(5)
o2h |1 8(f) 1 0.1173(4) 0.9958(8)  0.3210(4) 0.032(2) 0.028(4) 0.052(6) 0.017(3) 0.005(4)  0.010(3) 0.004(5)
o2 |1 8(f) 1 0.0874(6) 0.9183(8)  0.4083(5) 0.048(3) 0.073(8) 0.042(6) 0.046(6) 0.033(5)  0.041(6) 0.032(6)
02 |1 8(f) 1 0.1614(5) 0.6529(9)  0.1148(4) 0.040(3) 0.030(5) 0.063(7) 0.029(5) -0.015(5)  0.014(4) 0.007(5)
o2k |1 8(f) 1 0.8565(6) 0.0914(9)  0.1447(6) 0.059(4) 0.075(10)  0.038(7) 0.064(8) 0.008(6)  0.023(7) 0.040(6)
o2 |1 8(f) 1 0.9563(4) 0.0063(9)  0.1653(4) 0.036(2) 0.021(3) 0.066(7) 0.030(4) -0.011(5)  0.019(3) -0.010(5)
O3 |1 8(f) 1 0.0717(3) 0.9979(7)  0.2037(3) 0.0247(14)  0.024(3) 0.025(4) 0.020(3) 0.002(3)  0.001(3) -0.002(4)
o3 |1 8(f) 1 0.1898(4) 0.0001(7)  0.5631(4) 0.030(2) 0.036(4) 0.017(3) 0.040(5) 0.006(4)  0.016(3) 0.001(4)
o3 |1 8(f) 1 0.9403(5) 0.2310(8)  0.0627(5) 0.036(2) 0.031(5) 0.044(6) 0.037(5) 0.004(4)  0.016(4) 0.015(4)
o3d |1 8(f) 1 0.0573(5) 0.7470(9)  0.4351(5) 0.045(3) 0.033(6) 0.063(8) 0.047(6) -0.019(5)  0.024(5) -0.028(5)
03 |1 8(f) 1 0.1854(4) 0.7345(7)  0.3171(4) 0.028(2) 0.037(5) 0.033(5) 0.024(4) -0.003(3)  0.022(4) -0.002(4)
o3 |1 8(f) 1 0.1813(5) 0.2571(8)  0.3121(5) 0.039(3) 0.054(7) 0.036(5) 0.041(6) -0.011(4)  0.034(5) -0.009(5)
Oda |1 8(f) 1 0.0075(3) 0.9923(8)  0.3159(3) 0.028(2) 0.017(3) 0.050(5) 0.017(3) -0.006(4)  0.007(3) -0.004(4)
o4 |1 8(f) 1 0.9257(7) 0.1038(9)  0.3286(8) 0.064(4) 0.069(9) 0.026(5) 0.120(13)  -0.019(7)  0.060(9) 0.007(6)
o4 |1 8(f) 1 0.8988(4) 0.9841(10)  0.2401(4) 0.042(3) 0.023(4) 0.089(9) 0.016(4) 0.004(5)  0.008(3) -0.007(5)
o4d |1 8(f) 1 0.9216(6) 0.9189(8)  0.3492(4) 0.050(3) 0.082(9) 0.046(6) 0.025(5) 0.003(4)  0.020(5) -0.039(6)
Cla |1 4(c) 1 0 1/4 1/4 0.034(4) 0.043(12)  0.031(10)  0.030(9) 0.005(7)  0.014(9) -0.007(8)
cib |1 4(d) 1 0 1/4 3/4 0.042(6) 0.07(2) 0.024(9) 0.055(14)  0.008(9)  0.043(14)  0.021(10)
clc |1 4(e) 2 3/4 0.001(2) 1/4 0.033(3) 0.035(8) 0.040(9) 0.019(7) 0 0.003(6) 0

cid |1 4(b) 1 0 0 1/2 0.036(4) 0.051(10)  0.045(10)  0.022(7) -0.013(8)  0.027(7) -0.010(10)
C2a | 0.43(4) 8(f) 1 0.817(2) 0.412(3) 0.409(2) 0.05?
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Cc2b | 0.35(5)  8(f) 1 0.297(3) 0.905(4) 0.402(2) 0.05?
Cc2c | 0.35(4) 8(f) 1 0.827(3) 0.092(4) -0.036(2) 0.05%
cad | 0.26(5)  8(f) 1 0.273(3) 0.078(5) 0.430(3) 0.05?
C2e | 039(5) 8(f) 1 0.189(2) 0.018(4) 0.124(2) 0.05%
cof | 031(5)  8(f) 1 0.183(3) 0.947(5) 0.115(3) 0.05?
C2g | 0.26(4) 8(f) 1 0.175(3) 0.587(6) 0.532(3) 0.05%
C2h | 0.21(5)  8(f) 1 0.255(4) 0.014(7) 0.457(4) 0.05?
C2i | 035(5) 8(f) 1 0.291(2) 0.001(4) 0.478(2) 0.05%
c2j  |0235) 8(h) 1 0.277(4) 0.935(6) 0.456(4) 0.05?
C2k | 0.26(5)  8(f) 1 0.871(3) 0.498(6) 0.462(3) 0.05%
c2l | 019G5)  8(f) 1 0.898(4) 0.500(8) 0.493(5) 0.05%

2 not refined



