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Below are the unit cells structures of the bulk and slabs of NiOOH. The relaxed
geometries for the unit cells are given according to the following order: title, lattice vectors in
Cartesian coordinates, atom types and numbers, respectively, and atom locations in fractional
coordinates with respect to the lattice vectors. The atom coordinates are given according to the
ordering in the atom type row of the VASP format.

1. (001)slab
2.5885499319116900 -1.4945000000000010 0.0000000000000000
0.0000000000000000  2.9889999999999999  0.0000000000000000
0.0000000000000000  0.0000000000000000 26.1175894290208817
O Ni H
4 2 2

0.3332715459113373
0.9999889017099264
0.9998337503197376
0.3334445772405061
0.6666066601743168
0.6667810995339778

0.6668402914758289
0.9998582958333415
0.9999254877076993
0.6667200997197753
0.3333360276549939
0.3333913116830587

0.0016928391478572
0.0773692202538498
0.5426312810733478
0.6183516288823299
0.0358001062622506
0.5841691547796160
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0.0000247888456713  0.9999528116513048 0.1145689548019533
0.9999147442078709 0.9999756664315314 0.5054169123675933

2. (0-15)slab
6.1740722575394074 -0.4981824546716170 -0.0000000000000010
0.0000000000000000  2.9890000000000030 -0.0000000000000040
0.0000000000000000  0.0000000000000020 25.5084959944151990

O Ni H

8 4 4
0.5565349927778911
0.2390810990093470
0.1558689959748989
0.8554911204696509
0.5565592630525416
0.1558909250961520
0.8555269627913944
0.2391111641658483
0.0458566304646908
0.3652992793854466
0.3653259821643573
0.0458864482339223
0.0521202350733461
0.7307943150260314
0.7308145499113010
0.0521029023652275

0.1693169899262159
0.5291700876689660
0.0474891703656084
0.4560008370694248
0.1693237707048780
0.0474635831465022
0.4559812299511705
0.5291419581690064
0.9956559455440441
0.6100097506710256
0.6100008462516513
0.9956304087865391
0.9865672891897361
0.3726962142126169
0.3726704768568254
0.9865078434662564

0.0696881919278169
0.0011964636128710
0.0845633526884768
0.0027723799694144
0.5382957906554040
0.5234041766018578
0.6052050192696541
0.6067695425478945
0.0069537973972160
0.0706954759108598
0.5372752195057870
0.6010139409303150
0.1128483166040439
0.0284725555532503
0.5795076422402374
0.4951282501085359
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3. (100)slab
4.4159632450000013  0.0000000000000000 0.0000000000000000
0.0000000000000000  2.9889999999999999 0.0000000000000000
0.0000000000000000  0.0000000000000000 23.4516149759292638

O Ni H
4 2 2

0.7487521240671171
0.2661499445848037
0.2653535984041184
0.7479371145479590
0.5075003973210173
0.5067107649995464
0.0302826846685420
0.0296169647662907

4. NiOOH bulk

0.9870938513405960
0.0108893523300111
0.0107252182059341
0.9869315508107732
0.5011674367538390
0.5010487444981919
0.0012287368534771
0.0009816054570422

0.0284260984028677
0.0632326680408468
0.5103402178742087
0.5451683329006727
0.0449965626794864
0.5285894349530409
0.0473470361907715
0.5262602336324633

5.6327090269547675 0.0008000542391262 -0.0011414832133461
2.8152908509052361 5.3966724341578125 -0.0178429094216550
0.0059602050226919 -1.5922106317759896 13.1580334283355942
O Ni H
24 12 12
0.0020900101860022  0.4959570657147907 0.0940541796912697

0.0020900101860022  0.9959570367147919  0.0940541796912697
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0.5020900091859986
0.5020900091859986
0.1685838957415058
0.1685838957415058
0.6685839107415035
0.6685839107415035
0.3351451277977446
0.3351451277977446
0.8351450987977387
0.8351450987977387
0.4975118304269657
0.4975118304269657
0.9975118304269657
0.9975118304269657
0.1640583241001892
0.1640583241001892
0.6640583531001951
0.6640583531001951
0.3309963607603024
0.3309963607603024
0.8309963317603035
0.8309963317603035
0.1664724919102554
0.1664724919102554
0.6664725069102602
0.6664725069102602
0.3329848685411463

0.4959570657147907
0.9959570367147919
0.1629212498341346
0.6629212498341346
0.1629212498341346
0.6629212498341346
0.3296676661896711
0.8296676961896736
0.3296676661896711
0.8296676961896736
0.0049441183095098
0.5049441013095120
0.0049441183095098
0.5049441013095120
0.1717801693340988
0.6717801693340988
0.1717801693340988
0.6717801693340988
0.3379341098418607
0.8379341098418607
0.3379341098418607
0.8379341098418607
0.1670882020202598
0.6670882170202574
0.1670882020202598
0.6670882170202574
0.3340587991921709

0.0940541796912697
0.0940541796912697
0.7608910252546437
0.7608910252546437
0.7608910252546437
0.7608910252546437
0.4274728426583465
0.4274728426583465
0.4274728426583465
0.4274728426583465
0.9051363922445077
0.9051363922445077
0.9051363922445077
0.9051363922445077
0.5717757252391849
0.5717757252391849
0.5717757252391849
0.5717757252391849
0.2383614720445237
0.2383614720445237
0.2383614720445237
0.2383614720445237
0.1650723201031497
0.1650723201031497
0.1650723201031497
0.1650723201031497
0.8318944932371011
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0.3329848685411463
0.8329848385411438
0.8329848385411438
0.4995261931132688
0.4995261931132688
0.9995262231132642
0.9995262231132642
0.0009021013500927
0.0009021013500927
0.5009020913500919
0.5009020913500919
0.1674031446921163
0.1674031446921163
0.6674031446921163
0.6674031446921163
0.3341857103803960
0.3341857103803960
0.8341857103803960
0.8341857103803960

0.8340587991921709
0.3340587991921709
0.8340587991921709
0.0008740500937492
0.5008740340937479
0.0008740500937492
0.5008740340937479
0.4982370093139039
0.9982370093139039
0.4982370093139039
0.9982370093139039
0.1651626344119634
0.6651626344119634
0.1651626344119634
0.6651626344119634
0.3315149547438665
0.8315149547438665
0.3315149547438665
0.8315149547438665

0.8318944932371011
0.8318944932371011
0.8318944932371011
0.4984857705794852
0.4984857705794852
0.4984857705794852
0.4984857705794852
0.9853243711099253
0.9853243711099253
0.9853243711099253
0.9853243711099253
0.6519118090515903
0.6519118090515903
0.6519118090515903
0.6519118090515903
0.3185296037862670
0.3185296037862670
0.3185296037862670
0.3185296037862670
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