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Atomic coordinates of Ni-doped FeS surface with a random dopant distribution
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+3.3329664577
+2.2314424083
+2.2043626858
+1.0919791392
+10.0934984939
+8.9509766344
+8.9509766344
+7.8223728625
+6.7099893159
+6.6407929490
+0.5099681009
+2.8229981465
-0.6325537586
+1.6804762870
-1.7532153994
+0.5297653084
-2.8730267362
-0.3922364918
+6.1279782776
+8.4410083232
+4.9854564181
+7.2984864637
+3.8647947773
+6.1477754851
+2.7449834405
+5.2257736849
+0.5099681009
+2.8229981465
-0.6325537586

+7.3241531553
+7.3669998026
+0.5843369685
+0.5843369685
+2.8456072386
+5.1288775223
+5.0986146853
+7.3241531553
+0.5843369685
+0.5843369685
+2.8456072386
+2.8456072386
+5.1288775223
+5.0986146853
+7.3241531553
+0.5843369685
+2.8456072386
+2.8456072386
+5.0986146853
+7.3241531553
+7.3669998026
+0.0000000000
+1.1686738307
+2.2612702701
+3.4299441008
+4.5154211464
+5.6479847840
+6.8004720304
+8.1790020589
+0.0000000000
+1.1686738307
+2.2612702701
+3.4299441008
+4.5154211464
+5.6479847840
+6.8004720304
+8.1790020589
+0.0000000000
+1.1686738307
+2.2612702701

TTT
TTT
FFF
FFF
FFF
TTT
TTT
TTT
FFF
FFF
FEF
FFF
TTT
TTT
TTT
FFF
FFF
FFF
TTT
TTT
TTT
FFF
FEFF
FFF
FFF
TTT
TTT
TTT
TTT
FEFF
FEFF
FFF
FFF
TTT
TTT
TTT
TTT
FFF
FFF
FFF
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+6.3337880815
+1.2700075308
+3.8398633120
-1.2086908709
+1.4388175253
+8.8673033141
+11.4008185467
+6.3337880815
+8.8673033141
+3.8035227634
+6.3733785446
+1.3248243617
+3.9723327579

+5.0670304652

-2.5178302194

+5.0670304652

-2.4765483667

+0.0569668659

+1.6804762870
-1.7532153994
+0.5297653084
-2.8730267362
-0.3922364918
+6.1279782776
+8.4410083232
+4.9854564181
+7.2984864637
+3.8647947773
+6.1477754851
+2.7449834405
+5.2257736849
+4.4754883172
+2.2043626858
+8.9509766344
+6.6407929490
+1.0227827723

+12.6675761630 +10.0934984939
+7.6286004027 +7.8494525850

+3.4299441008
+4.5154211464
+5.6479847840
+6.8004720304
+8.1790020589
+0.0000000000
+1.1686738307
+2.2612702701
+3.4299441008
+4.5154211464
+5.6479847840
+6.8004720304
+8.1790020589

+0.5843369685

+5.0986146853

+2.8456072386

+7.3669998026

+7.3669998026

+0.5843369685

+5.1288775223

(111)-Fe terminated Ni-doped FeS surface

Fe S
1.0

+10.1340609304 +0.0000000000 +0.0000000000
+5.0670304652 +11.2360203534 +0.0000000000
-26.9399814749 -12.1489373080 +24.0450810804

Fe S Ni
25327

Selective

Cartesian
+2.5335152316
-0.0000000010
+0.0000000004
-2.5375343395
-5.0401828606
-6.6223384426

+3.3329664573
+3.3329664573
+2.1904445984
+2.2072062449
+0.8525435479
-1.0528325491

+5.0670304655 +10.0934984941

+5.0670304642

+8.9509766340

+2.2612702712
+2.2612702712
+4.5225405401
+4.5292235121

+6.7650048576
+7.4582337280

+0.0000000000

+2.2612702712

FFF
TTT
TTT
TTT
TTT
FFF
FFF
FFF
FFF
TTT
TTT
TTT
TTT
FFF
TTT
FFF
TTT
TTT
FFF
TTT

FFF
FFF
FFF
TTT
TTT
TTT
FFF
FEF
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+2.5335152330
-0.0040191069
+0.0192331166
-2.5066676280
+7.6005456981
+7.6005456968
+5.0670304642
+2.5527483492
+0.0268476046
-1.5553079774

+7.8084547751
+7.8252164216
+6.5763123865
+6.4705537246
+4.4754883174
+3.3329664573
+3.3329664573
+0.9583022098
+0.8525435479
-1.0528325491

+10.1340609307 +10.0934984941

+10.1340609294
+7.6005456968
+7.6005456982
+5.0630113583
+2.5603628372
+0.9782072552
+3.8002728499
-1.2667576162
+1.2667576160
-3.8002728500
-1.2607741910
-6.3645016930
-3.7743500163
-6.3092025443
+6.3337880825
+1.2667576164
+3.8002728486
-1.2667576174
+1.2727410416
-3.8309864604
-1.2408347837
-3.7756873117
+8.8673033151
+3.8002728490
+6.3337880812
+1.2667576152
+3.8062562742
-1.2974712278
+1.2926804489

+8.9509766340
+8.9509766340
+7.8084547751
+7.8252164216
+6.4705537246
+4.5651776276
+2.8229981468
-0.6325537588
+1.6804762867
-1.7750756188
+0.5093742839
-2.9474733080
-0.8277336481
+0.9994903824
+8.4410083235
+4.9854564179
+7.2984864634
+3.8429345579
+6.1273844606
+2.6705368687
+4.7902765286
+6.6175005591
+2.8229981468
-0.6325537588
+1.6804762867
-1.7750756188
+0.5093742839
-2.9474733080
-0.8277336481

+4.5225405401
+4.5292235121
+6.7282631802
+6.7650048576
+0.0000000000
+2.2612702712
+2.2612702712
+6.7282631802
+6.7650048576
+7.4582337280
+0.0000000000
+2.2612702712
+2.2612702712
+4.5225405401
+4.5292235121
+6.7650048576
+7.4582337280
+0.5843368615
+1.6769333016
+2.8456071327
+3.9382035728
+4.9749295646
+6.2409270685
+7.2546803754
+8.5007149100
+0.5843368615
+1.6769333016
+2.8456071327
+3.9382035728
+4.9749295646
+6.2409270685
+7.2546803754
+8.5007149100
+0.5843368615
+1.6769333016
+2.8456071327
+3.9382035728
+4.9749295646
+6.2409270685
+7.2546803754

FFF
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TTT
TTT
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FFF
FFF
TTT
TTT
TTT
FFF
FFF
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FFF
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TTT
TTT
FFF
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TTT
TTT
TTT
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FEFF
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TTT
TTT
TTT
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FFF
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TTT
TTT
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-1.2421720791
+11.4008185477
+6.3337880816
+8.8673033138
+3.8002728478
+6.3397715068
+1.2360440048
+3.8261956815
+1.2913431535

+2.5335152329
-2.5142821160
+2.5335152316
+5.0670304656
-4.0888232100
+5.0862635818

+0.9994903824
+8.4410083235
+4.9854564179
+7.2984864634
+3.8429345579
+6.1273844606
+2.6705368687
+4.7902765286
+6.6175005591
+4.4754883174
+0.9583022098
+8.9509766340
+2.1904445984
+4.5651776276
+6.5763123865

+8.5007149100 TTT

+0.5843368615
+1.6769333016
+2.8456071327
+3.9382035728
+4.9749295646
+6.2409270685
+7.2546803754
+8.5007149100
+0.0000000000
+6.7282631802
+2.2612702712
+4.5225405401
+7.4582337280
+6.7282631802

FFF
FFF
FEF
FFF
TTT
TTT
TTT
TTT
FFF
TTT
FFF
FFF
TTT
TTT

+2.5294961257 +2.2072062449 +4.5292235121 TTT
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