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Table S1: Lattice parameters determined from experiments at different pressures 
in run 1. 

 

Pressure 
(GPa) 

a (Å) b (Å) c (Å) β (º) 

10-4 8.286(6) 7.728(5) 11.086(8) 90.30(1) 
0.40(5) 8.255(6) 7.669(5) 11.053(8) 90.38(1) 
0.90(5) 8.216(6) 7.613(5) 11.030(8) 90.45(1) 
1.20(5) 8.196(6) 7.579(5) 11.014(8) 90.49(1) 
1.25(5) 8.199(6) 7.570(5) 11.007(8) 90.49(1) 
2.00(5) 8.136(6) 7.475(5) 10.943(8) 90.62(1) 
2.35(5) 8.118(6) 7.445(5) 10.918(8) 90.67(1) 
2.90(5) 8.081(6) 7.390(5) 10.877(8) 90.75(1) 
3.70(5) 8.045(6) 7.337(5) 10.835(8) 90.83(1) 
4.20(5) 8.036(6) 7.311(5) 10.814(8) 90.85(1) 
4.50(5) 8.014(6) 7.286(5) 10.794(8) 90.93(1) 
5.00(5) 7.982(6) 7.250(5) 10.764(8) 91.00(1) 
5.60(5) 7.968(6) 7.229(5) 10.742(8) 91.06(2) 
6.10(5) 7.958(6) 7.215(5) 10.727(8) 91.09(2) 
6.50(5) 7.945(6) 7.196(5) 10.710(8) 91.13(2) 
6.70(5) 7.933(6) 7.183(5) 10.696(8) 91.14(2) 
7.00(5) 7.926(6) 7.167(5) 10.685(8) 91.18(2) 
7.40(5) 7.907(6) 7.147(5) 10.670(8) 91.22(2) 
7.80(5) 7.892(6) 7.125(5) 10.650(8) 91.25(2) 
8.80(5) 7.869(6) 7.090(5) 10.622(8) 91.32(2) 

10.10(5) 7.843(6) 7.066(5) 10.594(8) 91.34(2) 
10.55(5) 7.838(6) 7.057(5) 10.564(8) 91.36(2) 

 

  



 

 

Pressure 
(GPa) 

a (Å) b (Å) c (Å) β (º) 

1.60(5) 8.159(6) 7.536(5) 10.968(8) 90.69(1) 
1.90(5) 8.137(6) 7.483(5) 10.944(8) 90.75(1) 
2.90(5) 8.077(6) 7.415(5) 10.884(8) 90.79(1) 
4.10(5) 8.031(6) 7.331(5) 10.825(8) 90.93(1) 
5.50(5) 7.979(6) 7.240(5) 10.758(8) 91.06(1) 
7.40(5) 7.911(6) 7.148(5) 10.682(8) 91.20(1) 
8.95(5) 7.885(6) 7.085(5) 10.599(8) 91.31(1) 
9.75(5) 7.852(6) 7.057(5) 10.57388) 91.34(1) 

10.50(5) 7.851(6) 7.038(6) 10.576(8) 91.36(1) 
10.85(5) 7.821(6) 7.029(6) 10.576(8) 91.36(2) 
11.20(5) 7.818(6) 7.020(6) 10.578(8) 91.37(2) 
11.40(5) 7.814(6) 7.014(6) 10.576(8) 91.39(2) 
12.20(5) 7.791(6) 6.998(6) 10.539(8) 91.42(2) 
12.80(5) 7.778(6) 6.985(6) 10.508(8) 91.42(2) 
13.40(5) 7.772(6) 6.973(6) 10.502(8) 91.43(2) 
13.90(5) 7.764(6) 6.960(6) 10.484(8) 91.43(2) 
14.50(5) 7.758(6) 6.946(6) 10.472(8) 91.46(2) 
15.10(5) 7.731(6) 6.933(5) 10.460(8) 91.50(2) 
15.60(5) 7.721(6) 6.920(5) 10.435(8) 91.50(2) 
15.90(5) 7.712(6) 6.912(5) 10.425(8) 91.50(2) 
16.40(5) 7.704(6) 6.905(5) 10.408(8) 91.51(2) 
16.85(5) 7.696(6) 6.898(6) 10.403(9) 91.51(2) 
17.35(5) 7.689(6) 6.890(5) 10.398(9) 91.52(2) 
17.90(5) 7.682(6) 6.881(5) 10.393(9) 91.52(2) 
18.05(5) 7.678(6) 6.873(5) 10.388(9) 91.53(2) 
18.45(5) 7.664(6) 6.861(5) 10.379(9) 91.54(2) 
19.00(5) 7.658(6) 6.851(5) 10.369(9) 91.54(2) 
19.55(5) 7.651(6) 6.843(5) 10.359(9) 91.55(2) 

 


