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Al dopoed TiO2 GGA+U

Al 9.611882 1.907191 4.776339

Ti 11.409567 1.901207 7.190729

Ti 15.240633 0.000841 9.595639

Ti 3.817254 7.618020 9.604139

Ti 7.658216 7.601703 0.024405

Ti 11.424770 7.621303 0.001834

Ti 15.239506 3.810684 9.594054

Ti 3.814402 3.818209 9.601152

Ti 7.656263 3.838074 0.025510

Ti 11.422421 3.809050 0.005475

Ti 1.908565 0.000184 2.388861

Ti 5.730438 0.006809 2.385432

Ti 9.549016 0.026714 2.469434

Ti 13.344649 7.621585 2.396996

Ti 1.902787 3.812878 2.388419

Ti 5.722876 3.814761 2.383819

Ti 9.541622 3.783451 2.471220

Ti 13.340532 3.811513 2.396180

Ti 1.837695 1.906398 4.791504

Ti 5.602344 1.915402 4.773074

Ti 13.265193 1.904614 4.791937

Ti 1.896841 5.718994 4.792676

Ti 5.726642 5.726724 4.801340

Ti 9.525537 5.720884 4.799870

Ti 13.328959 5.714694 4.796182
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Ti 15.235221 1.905774 7.190758

Ti 3.818762 1.904356 7.205741

Ti 7.678647 1.911331 7.278073

Ti 15.238440 5.718430 7.191814

Ti 3.812786 5.718041 7.187809

Ti 7.627461 5.723355 7.198086

Ti 11.424191 5.711005 7.205261

O 1.913856 0.011954 0.397580

O 5.729660 0.005726 0.414061

O 9.532717 0.012297 0.421668

O 13.341371 7.622325 0.402661

O 1.911966 3.800230 0.395044

O 5.728654 3.810827 0.413370

O 9.530980 3.800603 0.424991

O 13.340044 3.809592 0.403131

O 0.006739 0.002669 1.976279

O 3.815547 7.611660 1.981677

O 7.633377 0.011718 1.995805

O 11.440842 7.609045 1.991185

O 0.005856 3.808838 1.975069

O 3.812786 3.827782 1.978939

O 7.630892 3.803295 1.996967

O 11.439423 3.825343 1.993461

O 1.908627 1.907053 2.803384

O 5.673244 1.911300 2.783656

O 9.593432 1.906359 2.865573

O 13.340287 1.903485 2.801607
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O 1.900897 5.718558 2.801981

O 5.713987 5.722142 2.818732

O 9.534563 5.719550 2.849034

O 13.350901 5.715723 2.804450

O 1.905516 0.000718 4.379537

O 5.778116 0.017536 4.393887

O 9.503563 0.022682 4.429433

O 13.336720 7.617675 4.380603

O 1.906066 3.813344 4.379460

O 5.759698 3.806360 4.395049

O 9.495605 3.791883 4.429039

O 13.344816 3.813161 4.379182

O 15.243730 1.904957 5.208438

O 3.795815 1.905704 5.194636

O 7.683480 1.915661 5.010046

O 0.000596 5.718819 5.204980

O 3.821599 5.726648 5.201283

O 7.616605 5.722219 5.229798

O 11.434711 5.708595 5.217188

O 1.914649 1.905522 6.785657

O 5.775937 1.907603 6.718541

O 9.498456 1.901131 6.696239

O 13.322783 1.905415 6.773969

O 1.910503 5.716654 6.779530

O 5.717036 5.718674 6.793062

O 9.527366 5.724148 6.808670

O 13.341493 5.716539 6.789134
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O 15.241121 0.001626 7.603811

O 3.830746 0.004233 7.604176

O 7.626563 7.622060 7.618640

O 11.430822 0.000825 7.614875

O 15.239918 3.809541 7.603090

O 3.831647 3.808999 7.602341

O 7.633729 3.818758 7.617516

O 11.420729 3.806979 7.615961

O 15.239231 1.905576 9.178121

O 3.833613 1.906255 9.174087

O 7.653275 1.908618 9.182846

O 11.413775 1.904570 9.182337

O 0.009699 5.717714 9.181655

O 3.816110 5.718492 9.183172

O 7.636610 5.719666 9.212523

O 11.421568 5.715541 9.193132

O 11.430685 1.912055 5.181814
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