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1 Supplemental

Table S1 Oxygen vacancy impact factors

Oxygen Valence . . . . .
Release Charge dv;; .\ dV"O-Li A dV"O-Ni’A dvg-oA dv’g) LA
Energy, eV Oxygen
2.03 -0.96 1.96 4.37 191 2.52 5.60
2.03 -1.03 2.06 2.02 1.90 2.58 5.86
2.46 -0.96 2.00 3.45 1.88 2.51 5.78
2.43 -0.91 6.14 2.10 1.89 2.52 4.72
1.60 -0.90 8.21 2.10 1.89 2.52 4.72
1.75 -0.90 8.25 2.10 1.89 2.52 4.72
2.06 -0.90 6.20 2.10 1.89 2.52 4.72
2.04 -0.90 8.10 2.11 1.89 2.53 4.72
2.02 -0.90 6.01 2.12 1.89 2.53 4.72
2.05 -0.93 7.04 2.10 1.88 2.52 4.73
2.03 -0.91 4.48 2.11 1.88 2.51 4.73
2.04 -0.84 6.65 3.54 1.88 2.54 4.74
2.08 -0.71 4.41 4.49 1.87 2.49 5.57
2.02 -0.84 5.90 2.10 1.87 2.51 5.88
2.03 -0.76 3.73 3.55 1.86 2.49 5.77
2.06 -0.76 3.42 3.56 1.88 2.49 5.77
1.66 -0.84 6.06 2.09 1.87 2.51 5.88
1.63 -0.84 4.74 2.09 1.87 2.51 5.88
2.48 -0.74 4.37 3.54 1.88 2.49 5.78
2.41 -0.83 6.01 3.55 1.89 2.51 4.74
2.06 -0.75 6.44 3.54 1.86 2.48 5.77
2.21 -0.76 3.35 3.51 1.86 2.49 5.77
2.37 -0.73 4.69 4.50 1.87 2.48 5.57
2.29 -0.85 6.12 2.09 1.87 2.50 5.88
1.81 -0.83 8.17 3.54 1.89 2.52 4.73
1.78 -0.73 4.64 4.51 1.87 2.48 5.57
2.12 -0.83 6.80 3.54 1.89 2.52 4.73
1.96 -0.85 4.66 2.10 1.87 2.51 5.88
2.04 -0.74 5.83 3.54 1.86 2.48 5.77
2.06 -0.74 4.62 3.55 1.86 2.48 5.77
2.12 -0.85 4.37 2.09 1.87 2.51 5.87
2.85 -0.83 4.47 2.13 1.88 2.48 5.27
2.62 -0.88 3.56 2.03 1.86 2.48 5.26
2.08 -0.87 5.91 2.03 1.86 2.48 5.26
1.81 -0.83 4.48 2.10 1.86 2.52 5.88
2.67 -0.85 6.50 2.11 1.87 2.48 5.27
1.92 -0.84 8.06 2.13 1.88 2.50 5.27
1.94 -0.84 4.70 2.13 1.88 2.50 5.27
2.32 -0.86 6.53 2.10 1.88 2.50 5.27
2.24 -0.86 6.66 2.11 1.88 2.50 5.27
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Fig. S1 Correlation matrix of oxygen vacancy impact factors.
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Fig. S3 SEM characterization of Ta-doped samples (reprinted from [? , DOI: 10.1149/1945-7111/ac8alb] with permission)
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Fig. S4 Electrochemical performance comparison of 0.5 mol% Ta-doped vs. pristine samples: discharge capacity, capacity retention, and voltage
profiles (reprinted from [? ,DOI: 10.1149/1945-7111/ ac8alb] with permission)
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Fig. S5 X-ray powder diffraction patterns of Ta-doped and undoped samples (reprinted from [, DOI: 10.1149/1945-7111/ac8alb] with permission)

S6 | Journal Name, [year], [vol.], 1ds10



Table S2 Training structures for the transition metal sublattice

no Ni Co Mn  Eppr Ecg Dist to GSL  cell formula space group
meV/f.u.
1 0.00 0.00 1.00 -21.80 -21.80 0.000 LiMnO, R-3m
2 0.00 0.11 0.89 -21.51 -21.55 0.020 LigMngCoO;4 R-3
3 0.00 0.11 0.89 -21.53 -21.55 0.000 LigMngCoO44 P-1
4 0.00 0.13 0.88 -21.50 -21.52 0.002 LigMn-CoO¢ C2/m
5 0.00 0.14 0.86 -21.44 -21.45 0.012 Li-MngCoOqy C2/m
6 0.00 0.14 0.86 -21.45 -21.45 0.004 Li;MngCoOq4 C2/m
7 000 017 0.83 -21.39 -21.43 0.009 LigMngCoO,, P2/m
8 000 020 080 -21.30 -21.33 0.014 Li;,MngCo, O, P-1
9 000 020 080 -21.30 -21.35 0.010 Li; MngCo, 05 P2/m
10 0.00 0.20 0.80 -21.31 -21.30 0.000 LisMn,Co0y R-3m
11 0.00 0.29 0.71 -21.09 -21.07 0.010 Li;Mn5;Co,044 C2/m
12 000 038 0.63 -20.86 -20.88 0.023 LigMn; Co30; ¢ P1
13 0.00 040 0.60 -20.80 -20.74 0.021 Li;gMngCo, 0, P-1
14 0.00 043 0.57 -20.73 -20.67 0.020 Li;Mn,Co3044 C2/m
15 0.00 044 056 -20.71 -20.66 0.000 LigMn;Co401g P-3m1
16 0.00 0.50 0.50 -20.54 -20.51 0.033 LigMn,Co04044 C2/c
17 000 050 050 -20.55 -20.52 0.029 Li;oMngCos O,y c2
18 0.00 0.56 0.44 -20.41 -20.39 0.030 LigMn,Co501g P-1
19 0.00 0.57 043 -20.37 -20.34 0.024 Li;Mn3C04044 C2/m
20 0.00 0.60 0.40 -20.28 -20.22 0.044 Li;Mn,Co30,, C2/m
21 0.00 0.60 040 -20.28 -20.26 0.043 Li;oMn, Cog Oy C2/m
22 0.00 0.60 040 -2031 -20.31 0.019 Li;oMn,Cog Oy P2y/m
23 0.00 0.63 0.38 -20.23 -20.23 0.038 LigMn;Co5044 P-1
24 0.00 0.63 0.38 -20.24 -20.18 0.020 LigMn;Co5044 C2/m
25 0.00 0.67 033 -20.12 -20.10 0.044 LigMn,Cog 0, ¢ P-1
26 0.00 0.70 0.30 -20.05 -20.00 0.029 Li;gMn3Co,0,, P2/m
27 0.00 075 025 -19.90 -19.88 0.054 LigMn,CogO;g C2/c
28  0.00 075 025 -19.94 -19.86 0.015 LigMn,CogO;¢ C2/m
29 0.00 0.78 0.22 -19.81 -19.83 0.079 LigMn,Co,0:4 C2/m
30 0.00 0.83 0.17 -19.72 -19.72 0.033 LigMnCo50, P-1
31 0.00 0.83 0.17 -19.75 -19.67 0.000 LigMnCo50, P-3m1
32 0.00 086 0.14 -19.18 -19.63 0.513 Li-MnCogO14 R-3m
33 000 090 0.10 -19.57 -19.58 0.011 Li;oMnCogO, c2/m
34 0.00 1.00 0.00 -19.33 -19.33 0.000 LiCoO, R-3m
35 010 020 0.70 -20.86 -20.84 0.009 Li;oMn,Co,NiOy,  C2/m
36 0.10 0.40 0.50 -20.30 -20.28 0.073 Li;gMn5CoyNiOyq Cm
37 010 040 0.50 -20.34 -20.33 0.032 Li;oMngCo,NiOy,  PI
38 010 0.50 0.40 -20.08 -20.10 0.041 Li;oMn,COsNiOy,  PI
39 010 070 0.20 -19.61 -19.58 0.018 Li;oMn,Co,NiO,,  P2/m
40 0.10 0.70 0.20 -19.62 -19.60 0.011 Li;gMn,Co,NiO,, P2/m
41 010 080 0.10 -19.35 -19.33 0.020 Li;oMnCogNiO,y ~ P-1
42 010 0.80 0.10 -19.36 -19.34 0.013 Li;oMnCogNiO,,  P2/m
43 010 0.90 0.00 -19.06 -19.05 0.009 Li; o CogNiO,, P-1
44 0.10 090 0.00 -19.06 -19.06 0.006 Li;gCogNiO, P-1
45 0.11 0.00 0.89 -21.31 -21.32 0.000 LigMngNiO g C2/m
46 0.11 0.11 0.78 -21.03 -21.03 0.007 LigMn,CoNiO; 4 P1
47 011 033 0.56 -2047 -2049 0.017 LigMnsCosNiO;g  PI
48 0.11 0.89 0.00 -19.03 -19.01 0.011 LigCogNiOq4 C2/m
49 0.11 0.89 0.00 -19.03 -19.03 0.002 LigCogNiO4g4 C2/m
50 0.13 0.00 0.88 -21.25 -21.21 0.001 LigMn,NiO¢ P-1
51 013 0.13 075 -20.92 -20.94 0.016 LigMng CoNiO; ¢ c2/m
52 0.13 0.75 0.13 -19.36 -19.34 0.016 LigMnCogNiO, ¢ C2/m
53 0.14 043 043 -20.07 -20.10 0.039 Li,MnyCo;NiO;,  PI
54 0.14 0.71 0.14 -19.36 -19.33 0.028 Li;MnCogNiO 4 pPi
55 0.14 086 0.00 -18.94 -18.92 0.012 Li;CogNiO1, P-1
56 0.17 0.0 0.83 -21.06 -21.08 0.002 LigMngNiO; p1
57 0.17 0.17 0.67 -20.65 -20.66 0.000 LigMn,CoNiO;, P1
58 0.17 0.33 0.50 -20.21 -20.18 0.026 LigMn;Co,NiO,, P-1
59 017 050 0.33 -19.78 -19.79 0.039 LigMn,Co,NiO;,  PI
60 0.17 0.83 0.0 -18.88 -18.86 0.007 LigCosNiO c2/m
61 020 0.40 040 -19.90 -19.92 0.020 Li;oMn,Co,Ni,0,, C2/c
62 020 0.50 030 -19.61 -19.58 0.053 Li;yMn,CogNi, Oy, P1
63 0.20 0.80 0.00 -18.79 -18.79 0.005 Li;gCogNiy Oy C2/m
64 0.22 0.00 0.78 -20.81 -20.80 0.000 LigMn,Ni, 0,4 C2/m
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S8 |

no Ni Co Mn  Eppp Ecp Dist to GSL  cell formula space group
meV/fu.
65 0.22 0.33 0.44 -19.96 -19.98 0.026 LigMn,Co3Ni, 044 P-1
66 022 0.33 044 -19.96 -19.98 0.024 LigMn,CoNi,O,g  P-1
67 0.22 0.33 0.44 -19.96 -19.94 0.023 LigMn,Co3Ni, 044 C2/m
68 022 033 044 -19.99 -19.97 0.001 LigMn,Co;Ni,O,g  P-1
69 0.22 044 0.33 -19.68 -19.72 0.016 LigMn;Co4Ni, 044 c2
70 022 056 022 -19.39 -19.38 0.020 LigMn,CosNi,O,g  P-1
71 0.22 0.67 0.11 -19.06 -19.07 0.020 LigMnCogNiyO1g C2/m
72 0.22 0.78 0.00 -18.73 -18.68 0.009 LigCo,NiyOqg C2/m
73 0.22 0.78 0.00 -18.73 -18.74 0.005 LigCo,NiyOqg C2/m
74 0.22 0.78 0.00 -18.74 -18.75 0.000 LigCo,NiyOqg C2/m
75 025 0.13 0.63 -20.35 -20.37 0.025 LigMnsCoNi,O;,  Cm
76 025 025 050 -20.06 -20.10 0.011 LigMn,Co,Ni,O,s  C2/c
77 025 038 038 -19.72 -19.74 0.022 LigMnyCosNi,Opc P2
78 0.25 050 0.25 -19.36 -19.40 0.057 Li;MnCo,NiOg C2/m
79 025 050 025 -19.42 -19.46 0.000 LigMn,Co,Ni,O,s P
80 025 075 0.0 -18.66 -18.66 0.006 Li,Co,NiOg R-3m
81 029 029 043 -19.79 -19.80 0.015 Li,Mn,Co,Ni,O,,  PI
82 0.29 043 0.29 -19.41 -19.43 0.025 Li;Mn,Co3Ni, 0,4, P-1
83 0.29 057 0.14 -18.97 -18.99 0.026 Li;MnCo,Niy O, C2/m
84 0.29 0.71 0.00 -18.55 -18.57 0.018 Li;CogNiyOq4 P-1
85 030 0.0 0.60 -20.21 -20.22 0.009 Li;oMngCoNi;0,,  C2
86 030 040 030 -19.41 -19.39 0.023 Li;oMn;Co,Ni;O,, P1I
87 030 0.50 020 -19.08 -19.04 0.054 Li;oMn,CosNi;Opy  C2
88 030 0.50 020 -19.11 -19.09 0.026 Li;oMn,Co.NizOp, PI
89 030 050 020 -19.12 -19.12 0.014 Li;oMn,Co.NizOy,  P1I
90 030 0.60 0.0 -18.82 -18.81 0.017 Li;oMnCogNizOyy P2
91 0.33 0.00 0.67 -20.31 -20.30 0.000 Li;Mn,NiOg C2/m
92 033 0.11 056 -20.03 -20.05 0.002 LigMnzCoNi;O;g  PI
93 0.33 0.22 044 -19.74 -19.74 0.000 LigMn,Co,Niz044 P-1
94 033 056 011 -1875 -18.75 0.021 LigMnCosNizO;g €2
95 0.33 056 0.11 -18.76 -18.76 0.018 LigMnCozNizOqg c2
96 033 056 011 -18.76 -18.70 0.018 LigMnCo.Ni;O;4  Cm
97 0.33 056 0.11 -18.76 -18.77 0.016 LigMnCozNizOqg Cc2
98 033 0.67 0.00 -18.43 -18.39 0.007 LigCo,Ni, 0,5 P1
99 038 0.00 063 -20.11 -20.12 0.000 LigMngNi; 014 c2/m
100 038 025 038 -19.39 -19.37 0.075 LigMn,Co,Ni,O s PI
101 038 025 038 -1945 -19.41 0.015 LigMn,Co,Ni;O ¢ PI
102 038 038 025 -19.05 -19.07 0.034 LigMn,CoNi;O;c  P-1
103 038 038 0.25 -19.05 -19.02 0.031 LigMn,CoNi,Op¢ €2
104 040 010 050 -19.71 -19.67 0.024 Li;MngCoNi,O,,  P1I
105 040 0.10 0.50 -19.73 -19.72 0.003 Li;oMn.CoNi Oy,  C2
106 0.40 020 040 -19.41 -19.38 0.060 Li oMn,Co,Ni,0,, PI
107 040 040 020 -18.85 -18.87 0.012 Li;oMn,Co,Ni, 05, C2/c
108 0.40 050 0.10 -18.54 -1851 0.017 Li;oMnCogNi,Opy  P-1
109 0.43 0.00 0.57 -19.85 -19.85 0.005 Li;MnyNiz Oy pP-1
110 043 029 029 -19.04 -19.04 0.010 Li;Mn,Co,Ni;O,,  P-I
111 0.43 043 0.14 -18.60 -18.60 0.016 Li-MnCo3Niz O, pP1
112 0.43 0.57 0.00 -18.17 -18.17 0.008 LizCoyNizOqy P-1
113 0.43 0.57 0.00 -18.17 -18.18 0.004 Li;CoyNigOq4 C2/m
114 044 0.11 044 -19.47 -19.49 0.013 LigMn,CoNi,0;4  C2/m
115 044 056 0.00 -17.34 -17.97 0.000 LigCosNi O g c2/m
116 0.44 0.56 0.00 -18.08 -18.13 0.053 LigCosNi Oy C2/m
117 0.50 0.00 0.50 -19.47 -19.48 0.029 Li,MnNiO,4 C2/m
118 050 0.00 050 -19.50 -19.49 0.000 LigMn,Ni O, Cc2/c
119 050 0.10 040 -19.17 -19.17 0.033 Li;oMn,CONisO,, P
120 050 0.10 0.40 -19.19 -19.20 0.013 Li;oMn,CoNizO,,  C2
121 050 0.10 040 -19.19 -19.21 0.009 Li;oMn,CoNi.O,,  PI
122 0.50 0.10 0.40 -19.20 -19.18 0.000 Li;gMn,CoNiz O, Cc2
123 050 0.13 038 -19.09 -19.09 0.034 LigMn,CoNi,O,5 ~ P2/m
124 050 020 030 -18.87 -18.85 0.025 Li;oMn;Co,NisOyy  PI
125 050 030 0.20 -18.59 -18.61 0.003 Li;oMn,CosNizOp,  PI
126 050 0.40 0.10 -18.27 -18.26 0.015 Li;oMnCo,NigO,y P2
127 056 000 044 -19.15 -19.13 0.034 LigMn,Nis O, P1
128 0.56 0.00 044 -19.17 -19.19 0.013 LigMnyNiz; O, P-1
1290 056 0.00 044 -19.18 -19.16 0.001 LigMn,Ni; O, c2
130 0.56 0.11 0.33 -18.85 -18.88 0.002 LigMn;CoNiz O Cc2
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no Ni Co Mn  Eppp Ecp Dist to GSL  cell formula space group
meV/fu.
131 0.56 0.33 0.11 -18.16 -18.14 0.008 LigMnCo3Niz O P1
132 0.57 0.00 0.43 -19.09 -19.06 0.000 Li;Mn3Ni Oy C2/m
133 0.57 0.43 0.00 -17.77 -17.73 0.009 Li;Co3Ni Oq4 C2/m
134 0.57 043 0.00 -17.78 -17.75 0.000 Li;Co3Ni 014 P1
135 060 0.10 030 -18.63 -18.65 0.000 LijoMnsCoNigO,,  C2/m
136 060 020 020 -18.30 -18.30 0.000 Li;Mn,Co,NigO,, C2/m
137 060 030 0.0 -18.01 -18.00 0.004 Li;oMnCosNigO,y  P-1
138 063 0.00 038 -18.78 -18.79 0.005 LigMngNizO, P2/m
139 063 038 0.0 -17.62 -17.60 0.011 LigCosNic O, P2/m
140 0.63 038 0.0 -17.63 -17.60 0.009 LigCosNiz O, P2
141 063 038 0.00 -17.63 -17.62 0.008 LigCosNiz O, c2/m
142 0.67 0.17 0.17 -18.00 -17.94 0.029 LigMnCoNi, O, P-1
143 0.67 0.17 0.17 -18.01 -18.01 0.022 LigMnCoNi, O, pP-1
144 0.70 0.10 0.20 -18.04 -18.08 0.003 Li;gMn,CoNi; Oy P2/m
145 070 020 0.10 -17.72 -17.72 0.016 Li;MnCo,Ni,0,,  PI
146 0.71 0.00 0.29 -18.26 -18.26 0.006 Li-Mn,NizOq4 P1
147 0.71 0.00 0.29 -18.27 -18.27 0.000 Li;Mn,Niz;O14 P1
148 0.71 0.14 0.14 -17.82 -17.85 0.008 Li,MnCoNizO, 4 Cc2
149 0.71 0.14 0.14 -17.82 -17.82 0.006 Li;MnCoNi5Oq4 pP1
150 0.71 0.14 0.14 -17.82 -17.83 0.005 Li,MnCoNigO, 4 P1
151 0.75 0.00 0.25 -18.05 -18.03 0.010 LizMnNi;Og P2/m
152 0.75 0.00 0.25 -18.05 -18.06 0.005 Li,MnNi;Og C2/m
153 075 0.13 0.13 -17.67 -17.69 0.008 LigMnCoNigO, ¢ c2/m
154 0.75 0.25 0.00 -17.29 -17.29 0.000 Li4CoNizOg P2/m
155 0.78 0.00 0.22 -17.89 -17.88 0.009 LigMn,Ni; 044 P-1
156 078 0.00 022 -17.89 -17.87 0.008 LigMn,Ni; O P
157 0.78 0.00 0.22 -17.89 -17.89 0.003 LigMn,Ni; 044 P-1
158 078 022 0.00 -17.20 -17.13 0.017 LigCo,Ni, O g R-3
159 0.78 0.22 0.00 -17.21 -17.18 0.004 LigCo,yNi,Oqg P-1
160 0.80 0.10 0.10 -17.45 -17.42 0.014 Li;oMnCoNigO,,  PI
161 0.80 0.10 0.10 -17.45 -17.45 0.008 Li;oMnCoNigO,,  P-I
162 0.80 0.10 0.10 -17.45 -17.45 0.000 Li;MnCoNigO, P2/m
163 0.83 0.00 0.17 -17.54 -17.55 0.036 LigMnNiz; O, C2/m
164 0.83 0.00 0.17 -17.57 -17.60 0.000 LigMnNiz; O, P-1
165 0.86 0.00 0.14 -17.42 -17.46 0.015 LiMnNigOq, P-1
166 0.86 0.14 0.00 -16.99 -16.98 0.005 Li;CoNigOq4 P1
167 0.86 0.14 0.00 -16.99 -16.98 0.003 Li;CoNigOq4 P-1
168 0.89 0.00 0.11 -17.23 -17.22 0.008 LigMnNigO; g R-3
169 0.89 0.11 0.00 -16.87 -16.84 0.028 LigCoNigOq4 P-3m1
170 090 0.00 0.10 -17.17 -17.19 0.002 Li,oMnNigOy, P1
171 090 0.10 0.00 -16.87 -16.86 0.000 Li;oCoNigOyq P-1
172 1.00 0.00 0.00 -16.58 -16.58 0.000 LiNiO, R-3m
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Table S3 Training structures for the Lithium sublattice

S10 |

no Li Eppr Ecg Dist to GSL  cell formula space group
meV/f.u.

1 0 -1974 -1974 0 MnCoNigO,Hy,  P2/m
2 0.1 -20.08 -20.08 0.028 LiMnCoNigO,4Hg P2/m
3 01 -2009 -2009 0.023 LiMnCoNigO,0Hy ~ P2/m
4 0.1 -20.11 -20.11 0.002 LiMnCoNigO,4Hg P2

5 02 -2044 -2044 0.04 Li,MnCoNigO,,Hg P2

6 02 -20.45 -20.45 0.026 Li,MnCoNigO,,Hg P2/m
7 02 -2048 -2048 0 Li,MnCoNigOyHg  P2/m
8 03 -2077 -20.77 0.055 Li;MnCoNigOy,H, P2

9 03 -208 -208 0.028 Li;MnCoNigOy,H, P2/m
10 03 -20.81 -20.81 0.015 Li;MnCoNigO,,H, P2
11 0.3 -20.82 -20.82 0.006 LigMnCoNigO,,H, P2/m
12 03 -20.82 -20.82 0.001 Li;MnCoNigO,,H, P2

13 04 -21.03 -21.03 0 Li,MnCoNigOy,Hg P2

14 04 -21.06 -21.06 0.109 Li,MnCoNigO,,He P2
15 0.4 -21.09 -21.09 0.082 Li,MnCoNigOy,He P2

16 04 -21.09 -21.09 0.081 Li,MnCoNigO,,He P2
17 04 -21.16 -21.17 0.006 Li,MnCoNigO,,He P2

18 04 -21.17 -21.17 0 Li,MnCoNigOyHe  P2/m
19 05 -21.42 -21.42 0.096 LicMnCoNigO,oHs P2
20 0.5 -21.48 -21.48 0.035 Li;MnCoNigO,,H. P2

21 05 -21.51 -21.51 0 LisMnCoNigOyHs  P2/m
22 06 -21.71 -21.71 0.138 LigMnCoNigOy,H, P2
23 06 -21.73 -21.72 0.125 LigMnCoNigO,,H, P2
24 0.6 -21.77 -21.76 0.082 LigMnCoNigO,,H, P2

25 0.6 -21.78 -21.78 0.066 LigMnCoNigOy,H, P2/m
26 0.6 -21.81 -21.81 0.037 LigMnCoNigO,,H, P2
27 0.6 -21.85 -21.85 0 LigMnCoNigOy,H, P2/m
28 0.7 -22.04 -22.04 0.104 Li,MnCoNigO,,H, P2
29 0.7 -22.1 -22.11  0.039 Li;MnCoNigO,,H;  P2/m
30 07 -2211 -22.11 0.034 Li;MnCoNigOyH,  P2/m
31 07 -2214 -22.14 0.003 Li,MnCoNigOy,H; P2
32 07 -2214 -22.14 0.001 Li;MnCoNigO,,H, P2

33 0.8 -224 224 003 LigMnCoNigO,0H, P2
34 0.8 -2243 -22.43 0.005 LigMnCoNigOy,H, P2/m
35 0.8 -2243 2243 0 LigMnCoNigOy,H, P2
36 0.8 -2243 2244 0 LigMnCoNigOy,H, P2
37 09 -227 227 0.03 LigMnCoNigOyH  P2/m
38 09 -22.73 -2273 O LigMnCoNigO,4H p2
39 1 -23.02 -23.02 0 Li;oMnCoNigO,,  P2/m
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