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There  are  more  than 1795  magnetic  phases  recorded in  MAGNDA-
TA (http://webbdcristal.ehu.es/magndata/) (we called them are magnetic phases because
one magnetic material may have several magnetic structures). Apart from the incommensurate
magnetic structures, there are 1655 magnetic phases with BCS-ID 0.1-0.835, 1.0.1-1.0.52, 1.1-1.663,
2.1-2.86, and 3.1-3.19. Then removing duplicate data, there remains 1432 magnetic phases. We
find 496 magnetic phases have SHG effect, 451 magnetic phases have the LMO effect, and 100
magnetic phases have both LMO and SHG effects.

I. CLARIFICATION OF SHG IN MAGNDATA DATABASE

TABLE S1: Clarification of SHG in MAGNDATA database (BCS-ID 0.1-0.835, 1.0.1-1.0.52, 1.1-1.663, 2.1-2.86, and 3.1-3.19).
The underline wave symbols mean the materials have been appears In front of this table.

BCS-ID |Formula Parent SG MSG MPG SHG LMO
0.1 LaMnOs Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.2 Cd20s207 Fd3m (227) Fd3m’ (227.131) m3m’ X X
0.3 CazLiOsOg R3c (167) C2'/c" (15.89) 2" /m/ X v
0.4 NiCrs04 141 /amd (141) Fd'd'd (70.530) m'm'm X v
0.5 CI‘QS3 Rg (148) PI (24) I X Ve
0.6 YMnO3 P63cm (185) P63cm (185.197) 6mm O-woP X
0.7 ScMnO3 P63cm (185) P65c’'m’ (185.201) 6m'm’ BW-woP v
0.8 ScMnOs5 P6scm (185) P65 (173.129) 6 O-woP 7
0.9 GdBy P4/mbm (127) P4/m'b'm’ (127.395) [4/m'm'm’ PT-wP X
0.10 DyFeOs Prma (62) P2:2:2; (19.25) 222 O-wP X
0.11 DyFeOs3 Pnma (62) Pn'a’2, (33.148) m’'m’2 BW-wP v
0.12 UsRusAl;o P63 /mme (194) Cmem’ (63.461) m’'mm PT-wP X
0.13 CazCos_,Mn,Og | R3¢ (167) R3c (161.69) 3m O-wP X
0.14 GdsGeq Pnma (62) Pnm/a (62.444) m'mm PT-wP X
0.15 MnF» P45 /mnm (136) P45 /mnm’ (136.499) [4"/mm'm X X
0.16 EuTiOs I4/mem (140) Fm'mm (69.523) m’'mm PT-wP X
0.17 FePO, Prima (62) P2:2:2; (19.25) 222 O-wP X
0.18 BaMnsAss I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.19 MnTiO3 R3 (148) R3’ (148.19) 3 PT-wP X
0.20 MnTe; Pa3 (205) Pa3 (205.33) m3 X X
0.21 PbNiO3 R3c (161) R3c (161.69) 3m O-woP X
0.22 DyBa4 P4/mbm (127) Pbt’am (55.355) m'mm PT-wP X
0.23 CazMn»2O~ Cmc2, (36) Cm/c2] (36.174) m'm2’ BW-woP v
0.24 LiMnPO4 Pnma (62) Pn/m’a” (62.449) m'm'm/ PT-wP X
0.25 NaOsOs3 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.26 TmAgGe P62m (189) Am’'m/2 (38.191) m'm'2 BW-woP v
0.27 YFe,Ges Pnnm (58) Pn/n’m’ (58.399) m'm’m/ PT-wP X
0.28 LiFeSi2O¢ P21 /c (14) P2,/ (14.78) 2/m/ PT-wP X
0.29 Er;Ti2O7 Fd3m (227) 14’ Jam’d (141.554) [4'/mm'm X X
030 [YbMnOs P63cm (185) P6,dm (185.199) |6 mm’ BW-woP X
0.31 HoMnOs P63cm (185) P63c’m’ (185.201)  [6m'm’ BW-woP v
0.32 HoMnOg3 P63cm (185) P63cm (185.197) 6mm O-woP X
0.33 HoMnO3 P6scm (185) P63cm (185.197) 6mm O-woP X
0.34 Lag.5Sr0.5FeO2 s FhBnma (062) Prn'ma’ (62.448) m'm'm X v
035  |Cuz05¢0; P2.3 (198) R3 (146.10) 3 O-woP 7
0.36 NiF, Pds /mnm (136) Pnn'm’ (58.398) m'm'm X v
037 [UsALSh T4 (79) 02 (5.15) by BW-woP %
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.38 GaFeOs Pna2; (33) Pna2) (33.147) m'm2’ BW-woP v
039 |Nd:NaRuOp | P21 /n (14) P2, /c (14.75) 2m X %
0.40 Mn,Ogs-alpha Pbca (61) Pbca (61.433) mmm X X
0.41 MnyOz-alpha Pbca (61) Pbca (61.433) mmm X X
0.42 HoMnOs3 P6scm (185) P65c’'m (185.199) 6'mm’ BW-woP X
0.43 HoMnOs3 P63cm (185) P65cm’ (185.2) 6'mm’ BW-woP X
044 |[YMnO; PGscm (185) PG}, (173.131) & BW-woP X
0.45 LasNiOy P4y /nem (138) Pc’c'n (56.369) m'm'm X v
0.46 CaBaCo,07 Pbn2; (33) Pna’2] (33.147) m'm2’ BW-woP v
047 [GdaSmo07 Fd3m (227) T4 Jamd’ (141.555) |4 fmm'm X X
0.48 Tb2Sn, 07 Fd3m (227) I41/am’d’ (141.557) |4/mm'm/ X v
0.49 HooRu2O7 Fd3m (227) I4;/am'd" (141.557) |4/mm'm’ X v
0.50 MnTiOg R3c (161) Cc (9.39) m’ BW-woP v
0.51 HoaRusO7 Fd3m (227) T4y /am'd’ (141.557) |4/mm'm’ X v
052 [K,Fes_.Ses T4/m (87) 02 Jm’ (12.62) Y I X %
053 |Rb,Fes_.Scs  [I4/m (37) 0% Jm’ (12.62) Y Il = %
0.54 Rb, Fes_,Ses T4/m (87) I4/m’ (87.78) 4/m’ PT-wP X
0.55 K, Fea-xSes I4/m (87) I4/m’ (87.78) 4/m’ PT-wP X
0.56 BasCoGezO7 P42,m (113) Cm/m?2’ (35.167) m'm2’ BW-woP v
057 [ScFeO; R3¢ (161) O (9.39) p— BW-woP 7
0.58 CoAly Oy Fd3m (227) 14 /a’'m’d (141.556) [4"/m'm'm PT-wP X
0.59 Cr203 R3c (167) R3¢ (167.106) 3'm’ PT-wP X
0.60 NHz(CH3)z], [Fe'TRBe {{H}O0)s),, | R3¢ (167.107) 3m/ X v
0.61 LiQFeP207 P21/C (14) P21/C (1475) 2/m X Ve
0.62 SrMn;V2Os I41cd (110) Ib a2’ (45.237) m'm2’ BW-woP v
0.63 Ho,CrShbO~ Fd3m (227) I4y/am'd' (141.557) |4/mm'm/ X v
0.64 MnV20, T4:/a (88) T4: /a (38.81) i/m X 7
0.65 Fe;O3-alpha R3c (167) C2'/c (15.89) 2" /m/ X v
0.66  |FezOs-alpha R3¢ (167) 71 (24) T X 7
0.67 BiFeg 5Sco 503 Tma2 (46) I'm’a2" (46.243) m'm2’ BW-woP v
0.68 BiFey.5Sc0.503 | Pnma (62) Pn/m’a (62.446) m'm'm X v
0.69 CO4(OH)2(010H16@@B/C (14) P2/1/C/ (1479) 2'/m' X Ve
0.70 Na3Co(CO3)2Cl |Fd3 (203) Fd3 (203.26) m3 X X
0.71 LioNi(SO4)2 Pbca (61) Pv'c’a” (61.437) m'm’m/ PT-wP X
0.72 CaMnBi» P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.73 SrMnBi, I4/mmm (139) 14" /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.74 Mn3zCug.5Geo.sN | Pm3m (221) R3m (166.97) 3m X X
0.75 CraWOg P45 /mnm (136) Prn/nm (58.395) m'mm PT-wP X
0.76 CroTeOg P4y /mnm (136) Pn/nm (58.395) m'mm PT-wP X
077 |ThyTi0x Fd3m (227) R3m’ (166.101) I X 7
078 |[NiN2Og B3 (148) R3 (148.17) 3 X 7
0.79 CalrO3 Cmcem (63) Cm/cm’ (63.464) m'm’'m X v
0.80 UzPd2In P4/mbm (127) P4 /m'bm” (127.394) [4"/m'm'm PT-wP X
0.81 UsPdySn P4/mbm (127) P4 /m'bm’ (127.394) [4"/m'm'm PT-wP X
0.82 Gd2CuOy Aeam (64) Cm’ca’ (64.476) m'm'm X v
0.83 LiFeP>0O7 P2, (4) P2, (4.7) 2 O-woP v
0.84 MnsFeMoOsg R3 (146) R3 (146.10) 3 O-woP v
0.85 KCo4(POy4)3 Pnnm (58) Pnn'm’ (58.398) m'm’'m X v
0.86 KMny4(PO4)3 Pnam (62) Pnma’ (62.445) m’'mm PT-wP X
0.87 NaFePO4 Pnma (62) Pnma’ (62.445) m’'mm PT-wP X
0.88 LiNiPOy4 Pnma (62) Pnm’a (62.444) m'mm PT-wP X
0.89 BaMn; Bi, I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.90 Rb2Fe20(AsOy)2 | Pnma (62) Pnma (62.441) mmm X X
0.91 RbsFeaO(AsOy)s | Pnma (62) Prn'ma’ (62.448) m'm’'m X v
0.02 CaMn,Sb, P3ml (164) C2/m (12.60) 2 m PTwP X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.93 CasFesO5 Pcmn (62) Pcm'n’ (62.446) m'm'm X v
0.94 TeNiO3 Pnma (62) Pn/m’a (62.446) m'm'm X v
0.95 LiFePOy4 Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0.96 CoSOy4 Pnma (62) Pnma (62.441) mmm X X
0.97 FeSbsO4 P4, /mbc (135) Pmc21 (26.66) mm2 O-wP X
0.98 YBaMn,Os 5 Icam (72) Ib'a'm (72.543) m'm'm X v
0.99 YBaMn;Os 5 Icam (72) C2/m (12.58) 2/m X v
0.100 YCro.5Mno503 |Pnma (62) Pn'ma’ (62.448) m'm'm X v
0.101 Mn>GeOy4 Pnma (62) Pn/m’a (62.446) m'm'm X v
0.102 MnyGeOy Pnma (62) Pnma (62.441) mmm X X
0.103 MnyGeOy Pnma (62) P2y /c (14.75) 2/m X v
0.104 |ErVO; Pbrm (62) P2, Jm’ (11.54) 2 ml X 7
0.105 ErvOs; Pbnm (62) P2, /c (14.75) 2/m X v
0.106  |DyVOs Pbnm (62) P2, Jm/ (11.54) 2 = 7
0.107 _ |Ho0Ge207 P1;:2:2 (92) P1,2,2 (92.111) 122 O-woP X
0.108 Mnslr Pm3m (221) R3m’ (166.101) 3m/ X v
0.100  |Mnsbt Pm3m (221) R3m’ (166.101) I’ x v
0.110  [Cr203 R3c (167) C2'/c (15.87) 2 /m PT-wP X
0.111 Co4Nb2Og P3cl (165) P3'c'1 (165.94) 3'm/ PT-wP X
0.112 _ |[FeBOs; R3c (167) 2/ (15.89) I X 7
0113 |NiCOs R3¢ (167) C2/c (15.85) 2/m X 7
0.114 _ |CoCOs3 R3c (167) C2/c (15.85) 2/m x 7
0.115 _ |MnCO; R3c (167) C2/c (15.85) 2/m X 7
0.116  |FeCO; R3¢ (167) R3c (167.103) 3m X X
0117 |LuFeO; Pbscm (185) P6scm’ (185.201)  |6m/m?/ BW-woP 7
0.118 BasCosCl1013 P63 /mmc (194) P65 /m'm’c 6"/m'mm’ X X
(194.268)
0.119 CoSe20s5 Pbcn (60) Pb’cn (60.419) m'mm PT-wP X
0.120 LiFe(SO4)2 P21/C (14) P21/C (14.75) 2/m X v
0121 |[LizCo(SO4)2 | P21/c (14) P2,/ (14.79) 2 X 7
0.122  |[Li;Mn(SO4)2 | P2:/c (14) P2, /c (14.75) 2/m X 7
0.123  |[MnsNiN Pm3m (221) R3 (148.17) 3 X 7
0124 | MngNiN Pm3m (221) R3 (143.17) 3 X %
0.125  |MnGeOs3 R3 (148) R3’ (148.19) 3 PT-wP X
0.126 NpCos Fd3m (227) 14' /a'm/d (141.556) [4"/m/m'm PT-wP X
0.127 Dy3Al5012 Ta3d (230) Ta3d (230.148) m3m’ X X
0128 [FeSO.F C2/c (15) 2/ (15.89) 2 X 7
0.120  [CusMoy0s Prma (62) P2,22, (19.27) 2972 BW-wP 7
0.130 CuzMo20g Pnma (62) Pm/c2] (26.68) m'm2’ BW-wP v
0.131 Mn(N(CN3))2 Pnnm (58) Pnn'm’ (58.398) m'm’'m X v
0.132 Fe(N(CNa3))2 Pnnm (58) Pnn'm’ (58.398) m'm'm X v
0.133 NizB70135C1 Pca2; (29) Pc’a2; (29.101) m'm2’ BW-woP v
0.134  |[MnsB,O51 Pca2; (29) Pda2, (29.101) mm2 BW-woP 7
0.135 Ni3B-O;3Br Pca2; (29) Pc'a2] (29.101) m'm2’ BW-woP v
0.136 Co3B7013Br Pca2; (29) Pc’a2; (29.101) m'm2’ BW-woP v
0137  |[CuzV205 Fdd2 (43) Fdd2 (43.227) ) BW-woP 7
0.138  [BiCrO; C2/c (15) C2/c (15.85) 2/m X 7
0.130 _ |BiC10; C2/c (15) P1 (2.4) T X 7
0.140 LuFesGes P4y /mnm (136) Pn'n'm’ (58.399) m'm'm’ PT-wP X
0.141 TbsGes Pnma (62) Pnm/a (62.444) m'mm PT-wP X
0.142 FeyTeOs P45 /mnm (136) P4y /m'n'm’ 4/m'm'm/ PT-wP X
(136.503)
0.143 CryTeOg P45 /mnm (136) Prn/nm (58.395) m'mm PT-wP X
0.144 CraWOg¢ P4y /mnm (136) Pn/nm (58.395) m'mm PT-wP X
0.145 | CosTeOg C2/c (15) C2'/c (15.87) 2 m PT-wP X
0.146 EuZrOs3 Pnma (62) Pnm’a (62.444) m’'mm PT-wP X
0.147 EuZrOs Pnma (62) Pn/m’a” (62.449) m’'m'm/’ PT-wP X
0.148 LasLiRuOg¢ P2, /n (14) P2, /c (14.75) 2/m X v

Continued on next page


http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.93
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.94
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.95
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.96
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.97
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.98
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.99
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.100
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.101
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.102
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.103
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.104
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.105
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.106
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.107
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.108
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.109
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.110
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.111
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.112
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.113
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.114
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.115
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.116
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.117
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.118
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.119
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.120
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.121
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.122
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.123
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.124
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.125
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.126
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.127
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.128
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.129
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.130
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.131
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.132
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.133
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.134
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.135
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.136
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.137
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.138
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.139
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.140
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.141
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.142
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.143
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.144
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.145
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.146
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.147
http://webbdcrista1.ehu.es/magndata/index.php?this_label=0.148

TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.149 NdsRug Al P63 /mme (194) Cm/c'm (63.462) m'm'm X v
0.15 NiS, Pa3 (205) Pa3 (205.33) m3 X X
0.151 TmoMn,O7 Fd3m (227) T41/am/d’ (141.557) [4/mm'm’ X v
0.152 LiFePO4 Pnma (62) P2,/ (14.78) 2/m’ PT-wP X
0.153 BisRuMnO~ Fd3m (227) Fd'd'd (70.530) m'm'm X v
0.154 Er;RusO7 Fd3m (227) I4)/am'd (141.554) |4"/mm'm X X
0.155 CaMnGesOg C2/c (15) PT (2.6) T PT-wP X
0.156  [CaMnGes05 |02/ (15) C2/c (15.87) Y m PT-wP X
0.157 Yb2SnoO7 Fd3m (227) I41/am/d’ (141.557) [4/mm'm’ X v
0.158 YboTixOr Fd3m (227) I4y/am'd' (141.557) |4/mm'm’ X v
0.159 DyCoOs3 Pbnm (62) Pn/m/a” (62.449) m'm'm/ PT-wP X
0.160 TbhCoOs3 Pbnm (62) Pnm/a (62.444) m'mm PT-wP X
0.161 CoSez05 Pben (60) Pb’cn (60.419) m’'mm PT-wP X
0.162 NdCrTiOs Pbam (55) Pbam’ (55.356) m’'mm PT-wP X
0.163  [MuPS; C2/m (12) C2'/m (12.60) 2 m PT-wP x
0.164 Y>MnCoOg P2,/c (14) P21/ (14.79) 2" /m’ X v
0.165  [StMn(VO,)(OH) [P2,2,2; (19) P2, (4.7) 2 O-woP 7
0.166 CezPdGes P45 /mme (131) P45 /m'm/c 4" /m'm'm PT-wP X
(131.440)
0.167 Nd3SbsMg2014 | R3m (166) R3m’ (166.101) 3m’ X v
0.168 NHyFeoF¢ Pnma (62) Pnma (62.441) mmm X X
0.169 UsAsy 143d (220) R3¢ (161.71) 3m’ BW-woP v
0.170  [UsPa T33d (220) R3¢ (161.71) 3m’ BW-woP 7
0.171 DyScOs3 Pnma (62) Pn'm/a” (62.449) m'm’m/ PT-wP X
0.172 Y3Co3.95Al0.75 Cmcem (63) Cm/cm’ (63.464) m'm'm X v
0.173 PrsRusAlio P63 /mmec (194) Cm’c’'m (63.462) m'm'm X v
0.174 PrsRusAlyo P63 /mmec (194) C2'/c" (15.89) 2" /m/ X v
0.175  |CaxCoSi,07 Pa2,m (113) P2,2,2 (18.19) 2972 BW-woP 7
0176 |MnsTioTeq P31c (163) C2'] (15.89) ¥ m X 7
0.177 MnsGaN Pm3m (221) R3m (166.97) 3m X X
0.178 CoF, P4y /mnm (136) P45 /mnm’ (136.499) [4"/mm/m X X
0179 [FeCl,D,O(NDa)2 | P2 /c (14) P2, (4.9) pY BW-wP 7
0.180  |MnPSe; R3 (148) PT (2.6) T PT-wP X
0.181 Nd15GQQCO,39 P63mc (186) P63m/c' (186207) 6m'm' BW—WOP \/
0.182 KCrFy Pnma (62) Pn/ma (62.443) m'mm PT-wP X
0.183 KMnFeFg P45bc (106) Pb’a2" (32.137) m'm2’ BW-woP v
0.181  |Nd;SL P1:2:2 (92) P22 (92.114)  [422 BW-woP %
0.185 Nd5Gey Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.186 CeMnAsO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.187 CeMnAsO P4/nmm (129) Pm/mn (59.407) m'mm PT-wP X
0.188 CeMnAsO P4/nmm (129) P2 [c (13.67) 2" /m PT-wP X
0.189 CeMn2GesO12 | P4/nbm (125) P4 /nbm” (125.367) [4"/mm'm X X
0.190 CeMnCoGesO12 | P4/nbm (125) Pbt’an’ (50.282) m'm'm X v
0.191 BaCuF4 Cmc21 (36) Cm/c’21 (36.176) m’'m'2 BW-woP v
0.192 RbFe,>Fg Pnma (62) Pnma (62.441) mmm X X
0.193 LiCoPOy4 Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0.194 UPt2Si2 P4/nmm (129) P4/n'm'm/ 4/m'm'm’ PT-wP X
(129.419)
0.195 Sralro.925n0.0804 |41 /acd (142) IV (73.551) m'm'm X v
0.106  [CosNb>0g P3cl (165) C2/d (15.88) 2/m’ PT-wP X
0197 |[CosNby0g P3cl (165) 02/ (15.89) o fm’ PT-wP x
0.198 GdVOy4 141 /amd (141) 14’ /a'm/d (141.556) [4"/m/m'm PT-wP X
0.199 MnsSn P63 /mmec (194) Cmc'm’ (63.463) m'm'm X v
0.200 MnsSn P63 /mme (194) Cm’em’ (63.464) m'm’m X v
0.201 CagoPrCraNbOg | Pnma (62) Prn'm’a (62.446) m'm’'m X v
0.202 CasPrCraTaOg | Pnma (62) Pn/m’a (62.446) m'm'm X v
0.203 Mn3Ge P63 /mmec (194) C2'/m’ (12.62) 2" /m/ X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.204 CazsMnReOsg P2, /c (14) P2, /c (14.75) 2/m X v
0.205 SroMnReOg P2, /c (14) P27/ (14.79) 2" /m/ X v
0.206 Ca2F€0A885Cr0A125 JE@@%CL (62) Pn'm'a (62.446) m/m'm X Ve
0.207 [ TIFer.¢Sc T4/m (37) T4/m (87.75) im = 7
0.208 TlFe; 6Sea T4/m (87) C2 /m (12.60) 2" /m PT-wP X
0209 | TIFe; ¢S T4/m (37) T4/ (87.78) i/m PT-wP =
0210 [Sr2Co0s0g B2/n (15) C2/c (15.85) 2/m X 7
0.211 CazMnOy4 14, /acd (142) 14’ Ja’cd’ (142.568) [4'/m'm'm PT-wP X
0.212 SroMnzAs2 0o T4/mmm (139) I4 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.213 SroMnoCuAss Oy [T4/mmm (139) T4/mm'm’ (139.537) [4/mm'm’ X v
0.214 FePbBiO4 P45 /mbc (135) Pmc2; (26.66) mm2 O-wP X
0.215  |BaNipP2Og R3 (148) PT (2.6) T PT-wP X
0.216 SrEr204 Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0217 |LiCrGe;0q P2, /c (14) P2 Jc (14.77) m PT-wP X
0.218 Co025i04 Pnma (62) Pnma (62.441) mmm X X
0.219 Co25i04 Pnma (62) Pnma (62.441) mmm X X
0.220 Mn2SiO4 Pnma (62) Pn/m’a (62.446) m’'m'm X v
0.221 FesSi04 Pnma (62) Pnma (62.441) mmm X X
0.222 CuMnAs P4/nmm (129) Pm/mn (59.407) m'mm PT-wP X
0.223 Cug.os MnAs Pnma (62) Pn'ma (62.443) m'mm PT-wP X
0224 |NdosThosCos | Fd3m (227) 2 7m (12.62) T x 7
0225  |NdosThosCos |Fd3m (227) 2 [ (12.62) 2 X v
0226 |NdCos, Fd3m (227) 2’/ (15.89) e X 7
0.227 NdCos Fd3m (227) I4y/am'd' (141.557) |4/mm'm/ X v
0228 |ThCos Fd3m (227) R3m’ (166.101) 37 X 7
0229 |Ba;MnSO;  |PA2im (113) P12,m (113.267)  |42m O-woP X
0.230 K2CoP20O7 P4y /mnm (136) Pn/nm (58.395) m'mm PT-wP X
0.231 TmMn3Og Pmmn (59) Pmm'n” (59.410) m'm’'m X v
0.232 TmMn3Og Pmmn (59) Pm’m/n (59.409) m'm'm X v
0233 |MnzFeShOs 73 (143) Pl (2.4) T X 7
0.234 MnLaMnSbOg | P42/n (86) P2'/d (13.69) 2" /m/ X v
0.235 MnPrMnSbOs | P43/n (86) P42/n (86.67) 4/m X v
0.236 CaFesAlsg I4/mmm (139) 14" /mmm’ (139.535) [4"/mm'm X X
0.237 EraSn,O7 Fd3m (227) 14’ Jamd’ (141.555) [4'/mm'm X X
0.238 ErsPt20O7 Fd3m (227) 14 Jamd’ (141.555) |4'/mm'm X X
0239 |CasLiRuOq R3¢ (167) 02 J (15.89) Y Im’ X 7
0.240 EroCu2Os5 Pna21 (33) Pna2; (33.144) mm?2 O-woP X
0.241 Y>Cuz0s5 Pna2: (33) Pna2; (33.144) mm?2 O-woP X
0.242 TmoCusOs Pna2, (33) Pn’a’2, (33.148) m'm’2 BW-woP v
0243 |LizFe(SOa)s Pbea (61) P2, Jc (14.77) 2 m PT-wP X
0.244 Li2Co(SO4)2 Pbca (61) PV'c’a’” (61.437) m'm'm’ PT-wP X
0.245 Lii 5Fe(SO4)2 Pbca (61) P2 /c (14.77) 2"/m PT-wP X
0.246 LiFe(SO4)2 Pbea (61) Pv'c’a” (61.437) m'm’m/ PT-wP X
0.247 Nd2NiOg.11 P45 /nem (138) P4y /nc’'m’ (138.525) [4/mm’m/ X v
0.248 TbPto.sCuo.2 Pnma (62) Prn'm’a (62.446) m'm'm X v
0.249 NdNig.6Cug.4 Pnma (62) Pnm'a’ (62.447) m'm'm X v
0.250 | (NH2(CHs),)(Fe(|dB@QUHR) 02’/ (15.89) 2 m’ X v
0.251 (NH2(CHgy)z) (FeMPRCQO3)) C2' /¢ (15.89) 2" /m/ X v
0252 [Us:FeCl;.D,0  [02/c (15) C2' Jc (15.87) Y Im PT-wP X
0953 |Cs,FeCl; D,O |02/ (15) 02 (5.13) 2 O-wP 7
0.254 C(ND32)3]Cu(DCOPRg2:1 (33) Pna2; (33.144) mm2 O-woP X
0255 [[C(ND2)3]Cu(DCOPR¢2: (33) Pid’2; (33.148)  |m'm’2 BW-woP 7
0.256 C(ND2)3]Mn(DCOwaa (52) Pn'n’a (52.310) m'm’'m X v
0.257 C(ND2)3]Co(DCOPnma (52) Pn'na’ (52.312) m'm'm X v
0258 |LisFea(PO4)s | P21/n (14) P2, (14.79) I X 7
0.259 LigFEz(PO4)3 Rg (148) Rg (].48.17) g X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.260 CuFePOs Pnma (62) Pnma (62.441) mmm X X
0.261 NiFePOs Pnma (62) Pnma (62.441) mmm X X
0.262 CoFePOs Pnma (62) Pnm'a’ (62.447) m'm’'m X v
0.263 FeoPOs Pnma (62) Pnma (62.441) mmm X X
0264 |Fes(POa)s P2, /c (14) P2,/ (14.78) 2/m’ PT-wP X
0.265 Mn3 (000‘61Mn0,39)N1ﬂ3m (221) Rg (].48.17) g X v
0.266 Na>BaCo(VOy4)2 |P3m1 (164) P3m’1 (164.89) 3m/ X v
0.267 YbMnBiy P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0268 | Th,MnNiOg P2, /c (14) P2, (4.9) oy BW-wP 7
0260 | Th,MnuNiOg P2, /c (14) P2,/ (14.79) T X 7
0270 | Th,MnNiOg P2, /c (14) P2,/ (14.79) 2 I = 7
0271 [Th,MnNiOs | P2:/c (1) P2 (14.79) Y It = v
0272 | ThyMnNiOg P2, /c (14) P2, /c (14.75) 2/m X v
0.273 MnsZnN Pm3m (221) R3m (166.97) 3m X X
0.274 MnyN Pm3m (221) R3m’ (166.101) 3m/ X v
0275 |MnsAIN Prm3m (221) R3m’ (166.101) 3 X 7
0.276 Mnz AIN Pm3m (221) Cmm/m’ (65.486) |m'm'm X v
0.277  |[MgMnOs3 R3 (148) R3’ (148.19) 3 PT-wP X
0.278  |Cug.s2Mni.1sAs | P6 (174) P6 (174.135) 6 BW-woP X
0.279 MnsAs P63 /mmec (194) Cmc'm’ (63.463) m'm'm X v
0.280 Mn3zAs P63 /mmc (194) Cm/cm’ (63.464) m'm'm X v
0281 |Co2V,05 P2, Jc (14) P2,/ (14.78) 2/m’ PT-wP X
0282 |UniAusl P6/m (175) P6 /m (175.130) _ |6//m PT-wP X
0283 |UnsAusl P6/m (175) P6/m’ (175.140) |6/ PT-wP =
0284 |KOsOq T4, /a (88) T4,/ (33.85) Tm PT-wP X
0285  |[KRuO; T4:/a (39) T4, Ja (38.85) T/m PT-wP =
0.286 MnsGes P63 /mem (193) P63/mc'm/ 6/mm'm X v
(193.260)
0.287  [StCo(VO4)(OH) |P2:2:2; (19) P2:2:2; (19.25) 222 O-woP X
0.288 NdMnOs Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.289 NdMnO3 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.290 CeCuz Imma (74) Im'm’a” (74.560) m'm'm PT-wP X
0201 | TLNiMnOg P2, /c (14) P2, /c (14.75) 2/m X 7
0.292 NiTezOs5 Pnma (62) Pnma (62.441) mmm X X
0.293 (Tmo.7Mno.3)MnQPnma (62) Pnm'a" (62.447) m'm'm X v
0.294 Cus(OD)FBr | Pnma (62) Pn/m’a (62.446) m'm'm X v
0205  [Cuz(OD);0I | P2:/c (14) P2, /c (14.75) 2/m X 7
0206 |Cuz(OD)sCl | P2:/c (14) P2, /c (14.75) 2/m X 7
0.297 NaCrGe2Og C2/c (15) C2'/c" (15.89) 2" /m X v
0208 [NasBaFe(VO1)s [C2/c (15) 2/ (15.89) ¥ X 7
0.299 Fe>O3 Pna2; (33) Pna’2) (33.147) m'm2’ BW-woP v
0.300 FeyO3 Pna2; (33) Pna'2] (33.147) m'm2’ BW-woP v
0301 |Sr2CoTeOg P2, /n (14) P2, /c (14.75) 2/m X 7
0.302 SrgCoo,gMgo,1TngD21/n (14) P21/C (14.75) 2/m X N
0.303 BaCrFs P2,2:2; (19) P27212, (19.27) 272"2 BW-woP v
0.304 Pro.5S19.5C0o03 |Imma (74) Im’m’a (74.558) m'm'm X v
0.305 Pro.5S1r0.5Co03 | I4/mem (140) Fm'm'm (69.524) |[m'm'm X v
0.306 GaFeOs3 R3c (161) Cc (9.39) m’ BW-woP v
0.307 ScCrOs Pnma (62) Pnma (62.441) mmm X X
0.308 InCrOs Pnma (62) Pnma (62.441) mmm X X
0.309 TICrOs Pnma (62) Pnma (62.441) mmm X X
0.310  [NaMnFeFg P321 (150) P32'1 (150.27) 32 BW-woP v
0.311 CoGeOs Pbca (61) Pt ca (61.435) m’'mm PT-wP X
0312 |[MnGeOs C2/c (15) 02 /c (15.87) 2 m PT-wP =
0313 [MnGeOs Phea (61) a (61.435) mmm PT-wP X
0.314 ZrCo2GesO12 P4/nbm (125) Pb n’ (50.282) m'm’'m X v
0.315 ZrMnyGesO12 P4/nbm (125) P4'/nbm' (125.367) [4"/mm'm X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.316 DyCrWOg Pna2; (33) P2, (4.7) 2 O-woP v
0.317 Ho2CoMnOg P2, /c (14) P27/ (14.79) 2" /m/ X v
0318 |[TmaCoMnOg | P2:/c (14) P2, /¢ (14.79) ¥ x 7
0319 |[Tm;CoMnOs | P2, /c (14) P2,/ (14.79) o = %
0.320 UsPdaIn P4/mbm (127) P4 /m'bm’ (127.394) [4"/m'm'm PT-wP X
0.321 UzPdySn P4/mbm (127) P4 /m'bm’ (127.394) [4"/m'm'm PT-wP X
0.322 Cu1,94Mn1,06BO5 P21/C (14) P2’1/C, (14.79) 2'/m' X v
0.323 LaCrOs Pnma (62) Pnma (62.441) mmm X X
0.324 CdYboSy Fd3m (227) I4,/amd (141.551) |4/mmm X X
0325 |CdYbsSes Fd3m (227) T4, Jamd (141.551) |4/mmm X X
0.326 Nd2Sn2O7 Fd3m (227) Fd3m’ (227.131) m3m’ X X
0.327 CsMnF4 P4/nmm (129) Pmm/n’ (59.410) m'm'm X v
0328 |KMuF, P2, /a (14) P2,/ (14.79) 2 X 7
0.320  |RbMnF; P2 /a (14) P1 (2.4) T X 7
0.330 ErGes Cmcem (63) P2, /m’ (11.53) 2/m/ PT-wP X
0.331 FeaMosOsg P63mc (186) P65m/c (186.205) 6'mm’ BW-woP X
0.332 Co2Mo30s P63mc (186) P65m’c (186.205) 6'mm’ BW-woP X
0.333 Mns>MoszOsg P63mc (186) P65m’c (186.207) 6m'm’ BW-woP v
0331 [CoF, R3c (167) R3c (167.103) 3m X X
0335 |Fels R3c (167) C2/¢ (15.89) ¥ I X v
0.336 NdFeOs3 Pnma (62) Pn/ma’ (62.443) m'm'm X v
0.337 NdFeOs Pnma (62) P27/ (14.79) 2" /m/ X v
0338 |CoaMozOs P6sme (186) P6ym/c (186.205)  [6/mn? BW-woP x
0339 |[Nd>HE0; Fd3m (227) Fd3m’ (227.131)  [m3m’ X X
0340 |Nd2Zr,07 Fd3m (227) Fd3m’ (227.131)  |m3m’ X X
0.341 DyGei.75 Cmmm (65) Cm/mm (65.483) m'mm PT-wP X
0.342 ThsGes Fdd2 (43) Fdd2 (43.224) mma2 O-woP X
0.343 ThbGes Cmmm (65) Cm’mm (65.483) m’'mm PT-wP X
0.344 ErGes g3 Cmc21 (36) Cmec21 (36.172) mm?2 O-woP X
0315 |[Th.Cs T13d (220) Fdd2 (43.226) mm? BW-woP %
0.346 ThaReCs Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0.347 EroReCs Pnma (62) P27 /c (14.77) 2" /m PT-wP X
0.348 Bi2CuO4 P4 /ncc (130) P4/n/c’c (130.431) [4/m'm'm’ PT-wP X
0.349 Nd2NiO4 P45 /nem (138) P4y /nc’'m’ (138.525) [4/mm’m/ X v
0.350 TbAlO3 Pbnm (62) Pn/m/a” (62.449) m'm'm/ PT-wP X
0.351 TbFeOs Pbnm (62) Pn/ma’ (62.448) m'm'm X v
0.352 TbFeO3 Pbnm (62) Prn'm’a (62.446) m'm’'m X v
0.353 | TbFeOs Pbnm (62) P22,2; (19.27) 2272 BW-wP 7
0.354 TbCrOs3 Pbnm (62) Pn/m’a (62.446) m'm'm X v
0.355 Mns.g5Gai.1s P63 /mmc (194) P65 /m’m’c 6" /m'mm’ X X
(194.268)
0.356 Mno s5Gai.15 I4/mmm (139) T4/mm’m’ (139.537) [4/mm’m’ X v
0357 [CaFe;O; P2, /m (11) P2, /m (11.50) 2/m X %
0.358 CaFe;07 P2, /m (11) P27 /m’ (11.54) 2" /m’ X v
0359  |Mn»S¢ShOs R3 (146) P1 (1.1 1 O-woP %
0.360  |[MnaScShOs P2: /n (14) P2;/c (14.75) 2/m X 7
0.361  |SrsLiRuOg R3c (167) 2/ (15.89) 2 X 7
0.362 RbFeCl;(D20) | Pnma (62) Pn/m/a” (62.449) m'm’m/ PT-wP X
0.363 KFeCls(D20) Pnma (62) Pn'm’a’ (62.449) m'm'm’ PT-wP X
0.364 SrCraAss T4/mmm (139) 4 /m'm'm 4 /m'm'm PT-wP X
(139.536)
0.365 BaCraAss I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.366 BaCrFeAss I14/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.367 EuCraAs, I4/mmm (139) I4m/2" (119.319) 42'm/ BW-wP v
0.368 (CH3NH3)(Co(COBHMa (62) Pn/ma’ (62.448) m’'m'm X v
0.369 (CH3;NH3)(Co(COBRL)n (14) P27/ (14.79) 27 /m/ X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.370 NdMnO3 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.371 NdMnOs Pnma (62) Pn/ma’ (62.448) m’'m'm X v
0372 |DyCrOs T4, /a (%) 02 /e (15.87) Y m PT-wP =
0.373 Lag.75Big.25Feq.s CrBProw (62) Pnma (62.441) mmm X X
0.374 YNi,Si Cmmm (65) Cmm/m’ (65.486) |[m'm'm X v
0375 |LaxColiOg P2, /n (14) P2, /¢ (14.75) 2m X %
0.376 LaCaFeOyq4 Cmce (64) Cm/c'a (64.474) m'm’'m X v
0.377 Mn;Ge P63 /mmec (194) Cm’cm’ (63.464) m’'m'm X v
0.378 UBi, P4/nmm (129) P4/n'm'm/ 4/m'm'm’ PT-wP X
(129.419)
0.379 SmFeO3 Pbnm (62) Pn/m’a (62.446) m'm'm X v
0.380 SmFeO3 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0381 [Cog(OH)3(TeO3) {0 ue (H80) P6ymd (186.206)  |6mm BW-woP =
0382 |LIMnPO, Prma (62) Prm’d (62.449)  [m/m'md PT-wP x
0.383 LiCoPOy4 Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0.384 LiCoPOy Pnma (62) P2 /c (14.77) 2"/m PT-wP X
0.385 LiCoPOy Pnma (62) P2,/ (14.78) 2/m/ PT-wP X
0.386 Fe3sBOs Pnma (62) Pnm’a (62.444) m'mm PT-wP X
0.387 Fe3BOs Pnma (62) Pm’c2] (26.68) m'm2’ BW-wP v
0383  |[CosAlSis01  |1a3d (230) T4, Jacd (142.563) | 4/m/mm PT-wpP X
0.389 Fei 5sMn1.5BOs5 Pbam (55) Pbam (55.353) mmm X X
0.390 Y2SrCug.6Co1.40d £bam (72) Ib'a’'m (72.543) m'm'm X v
0.391 Y2SrCug.6Co1.40d £bam (72) Ib'a’m (72.543) m'm'm X v
0392 [Fes(PO4)2(0OH)z | P21 /c (14) P21 /c (14.75) 2/m x 7
0.393 Cus(OH)6FBr | P63/m (176) P27 /m’ (11.54) 2" /m’ X v
0.394 CUQCdBQOG P21/C (14) P21/C, (1478) 2/m' PT-wP X
0.395 MnPtGa P63 /mmec (194) Cm’c’'m (63.462) m'm'm X v
0.396 MnPtGa P63 /mmc (194) Cm/c'm (63.462) m'm'm X v
0397 |[MnsSioTeo P31c (163) C2 (15.89) ¥ I X %
0.398 CazRuO4 Pbca (61) Pbca (61.433) mmm X X
0.399 FeOOH Pbnm (62) Pnma’ (62.445) m’'mm PT-wP X
0.400 SraFe1.9Co0.105.5 | Cmmm (65) Cm/m'm’ (65.487) |[m'm'm’ PT-wP X
0.401 SryFesO11 Cmmm (65) Cm/m'm’ (65.487) |[m'm'm’ PT-wP X
0.402 SraFe 011 Cmmm (65) Cmm'm’ (65.486) m'm'm X v
0.403 NdCos Fd3m (227) Imm'a’ (74.559) m'm’'m X v
0.404 SrsNaRuOg R3c (167) C2' /¢ (15.89) 2" /m/ X v
0.405  |CsCoFy4 T4c2 (120) 14’ (82.41) y BW-woP X
0.406 GdNiSis Cmmm (65) Cmmm’ (65.484) m'mm PT-wP X
0.407 NdSi Pnma (62) Pn/m’a (62.446) m'm'm X v
0.408 PrSi Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.409 TmNi Pnma (62) Pn'm’a (62.446) m'm'm X v
0.410 GdAlO3 Pbnm (62) Prn'm’ad” (62.449) m'm'm’ PT-wP X
0.411 ThsGey Pnma (62) Pnm’a (62.444) m'mm PT-wP X
0.412 ThsGey Pnma (62) Pnm/a (62.444) m'mm PT-wP X
0.413 UGeSe I4/mmm (139) I4/m m'm’ 4/m'm'm’ PT-wP X
(139.539)
0.414 AlFe;B, Cmmm (65) Cmm/m’ (65.486) |[m'm'm X v
0415  |EuFesP, T4 mmm (139) 2/ (12.62) 7 X 7
0416 |LaCrOs R3¢ (167) R3c (167.103) 3m X X
0.417 LaCrOs Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.418 Ko_gFel,gseg I4/m (87) ]4/m' (8778) 4/m' PT-wP X
0419 |ErGe,0- P4:2:2 (92) P4[2,2 (92.113)  |422 BW-woP X
0.420 SraLuRuOg P2, /n (14) P2 /c (14.75) 2/m X v
0.421 EuMnSb, Pnma (62) Pn'm’a” (62.449) m'm’m/ PT-wP X
0.422 EuMnSb, Pnma (62) P2,/m’ (11.53) 2/m’ PT-wP X
0.423 EuMnSby Pnma (62) Pn/m’a” (62.449) m’'m'm/ PT-wP X
0.424 EuMnSby Pnma (62) Prn'm’ad” (62.449) m'm'm’ PT-wP X
0.425 NayCoP>07 Pna2; (33) Pn’a2] (33.146) m'm2’ BW-woP v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.426 EuMnBiy I4/mmm (139) I4" /m'm'm 4" /m'm'm PT-wP X
(139.536)
0427  |[SmaTi,07 Fd3m (227) Fd3m’ (227.131)  |m3m’ X X
0428 [BaMmoSi0; |02/ (15) C2/c (15.85) 2/m X 7
0.429 CaCro.scFes.14Ass| Pnma (62) Pn'ma (62.443) m'mm PT-wP X
0.430 | Yb3Pt4 R3 (148) R3’ (148.19) 3 PT-wP X
0431 |CuB,Os T22d (122) P1(1.1) 1 O-woP 7
0.432 KMnF3 Pnma (62) Pn/ma’ (62.443) m’'m'm X v
0.433 KMnF'3 I4/mem (140) I4/mem (140.541)  |4/mmm X X
0431 |KoRels P2:/n (14) P2, /c (14.75) 2/m X 7
0.435 PbsFe3TiO11Cl | P4/mmm (123) Pgmma (51.302) mmm1’ X X
0.436 TbNi,Si Cmmm (65) Cmm/m’ (65.486) |[m'm'm X v
0.437 Ho3NiGes Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.438 Pr3CoGes Pnma (62) Pnm'a’ (62.447) m'm'm X v
0.439 TbsNiGes Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.440  [StCuTe;0g P1,32 (213) P4,32 (213.63) 132 X X
0441 |Fe;Nb,Op P3cl (165) C2/d (15.88) 2/m PT-wP X
0442 |FesNbaOo C2/c (15) 2/ (15.89) 2/m PT-wP X
0443 |FoyNb,Oo P3cl (165) 02/ (15.89) 2/’ PT-wP X
0444 [YbCl; C2/m (12) 02 m (12.60) ¥ m PT-wP X
0.445 MnCoGe Pnma (62) Pn/m’a (62.446) m’'m'm X v
0.446 MnCoGeBy.o5 P63 /mmec (194) Cm’c’'m (63.462) m'm'm X v
0.447 MnCoGeBo.os5 P63 /mmc (194) P65 /mm’c’ 6/mm’m’ X v
(194.270)
0448 |CesGes T43d (220) 1124 (122.333) 2m O-woP X
0.449 ThaPt Pnma (62) P27 /m’ (11.54) 2" /m/ X v
0.450 NdsGey Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.451 DyRuAsO Pmmn (59) Pm/mn (59.407) m'mm PT-wP X
0.452 TbRuAsO P4/nmm (129) Pm’mn (59.407) m’'mm PT-wP X
0.453 DyCoSis Cmcem (63) Cm/cm (63.459) m'mm PT-wP X
0.454 PrScSb I4/mmm (139) P - I4/mnc|4/mmml’ X X
(128.410)
0.455 RbFeO- Phbca (61) PV'c’a’ (61.437) m'm'm’ PT-wP X
0.456 RbFeO, Fd3m (227) 14' /a'm/d (141.556) [4"/m'm'm PT-wP X
0.457 CsFeO2 Phbca (61) PV'c’a’ (61.437) m'm'm’ PT-wP X
0.458 CsFeOo Fd3m (227) 14' /a'm/d (141.556) [4"/m/m'm PT-wP X
0.459 KFeO, Phbca (61) PV'ca (61.435) m'mm PT-wP X
0.460 KFeOy Pbca (61) Pb’ca (61.435) m'mm PT-wP X
0.461 CoRh204 Fd3m (227) 14} /a’'m’d (141.556) [4"/m'm'm PT-wP X
0.462  |MnALO; Fd3m (227) T4, Ja'm’d (141.556) |4 /m'm'm PT-wP X
0.463 Co304 Fd3m (227) 14' /a'm/d (141.556) [4"/m'm'm PT-wP X
0.464 BaMn,Ps I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.465 HoCrsSis I4/mmm (139) 14" /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.466 ThCr,Sis I4/mmm (139) Im/mm (71.535) m’'mm PT-wP X
0.467 | TbPO; T4; Jamd (141) T4, Ja'm’d (141.556) |4 /m'm/m PT-wP X
0.468 ErB4 P4/mbm (127) Pbt’am (55.355) m’'mm PT-wP X
0.469 TbB4 P4/mbm (127) Pb'a’m’ (55.359) m'm'm’ PT-wP X
0.470 BaMn2Sbs I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.471 BasMn3SboO2  [I4/mmm (139) I4 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.472 LaMn»Sis I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0473 |LaMm,Si; T4 mmm (139) Im'm2 (44.231)  |m'm?2 BW-wP 7
0.474 EuMn;Ges I4/mmm (139) I4 /m’'m'm 4" /m'm'm PT-wP X

(139.536)
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0475 |[St.ThIiOg P21 /n (14) P2, /c (14.75) 2/m = 7
0476 |Csa[FeCls (H20)] [12/¢ (15) 02 /c (15.87) Y Im PT-wP X
0.477  [MnyTaz0q P3cl (165) P31 (165.94) 3'm/ PT-wP X
0.478 SmCrOs Pnma (62) Pnma (62.441) mmm X X
0.479 SmCrOs3 Pnma (62) Prn/ma’ (62.448) m'm’'m X v
0.480 HoNi Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.481 HoNi Pnma (62) P27/ (14.79) 2" /m/ X v
0.482 SrMno Asy P3ml (164) C2' /m (12.60) 2" /m PT-wP X
0.483 | YbMn2Sh, P3ml (164) PT (2.6) T PT-wP X
0.484  |U2N»S P3ml (164) P3'm'1 (164.88) 3'm’ PT-wP X
0.485  |UsNaSe P3m1 (164) P3'm'1 (164.88) 3'm’ PT-wP X
0.486 ErCrySis I4/mmm (139) I /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.487 ErCr,Sis T4/mmm (139) Im m’2 (44.232) m'm’2 BW-wP v
0.488 YbMnOs3 P63cm (185) 3c m (185.199) 6'mm BW-woP X
0.489 YbMnOs P6scm (185) P65c'm (185.199) 6"mm’ BW-woP X
0490 [YbMnOs P6scm (185) P6scm’ (185.201)  |6m/md/ BW-woP 7
0491 |NdB, P4/mbm (127) P4/m’ (33.46) im PT-wP X
0492 |NdB, P4/mbm (127) P2, Jc (14.77) 2 Tm PT-wP =
0.493 HO(COo,667Ga0‘333)Eﬁg/mmc (194) 02//61 (1589) 2l/ml X v
0.494 EI(COO,667Ga04333 ;P63/mmc (194) P63/mm/c' 6/mm m X ve
(194.270)
0.495 LaMn,Sia I4/mmm (139) Im’'m2" (44.231) m'm2’ BW-wP v
0.496 LaMnySip I4/mmm (139) Im'm?2" (44.231) m'm2’ BW-wP v
0.497  |[LaMn,Si» T4/mmm (139)  |Im'm2 (44.231)  |m'm2 BW-wD %
0.498 LaMnySis I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.499 UCr2SixC P4/mmm (123) Pm'm'm (47.252)  [m'm'm X v
0.500 CazFeMIl()ﬁWoAsC 4321/71 (14) P2/1/C/ (14.79) 2//m/ X v
0.501 LiFesFg P45 /mnm (136) P45 /mnm’ (136.499) [4"/mm'm X X
0.502 La2N11,19080,81OG P21/C (14) P2’1/C, (1479) 2’/m' X v
0.503 K1_62Fe406,62(OH)33§C (163) Pglc (16379) gm X X
0.504  |[NaCrSi»Og C2/c (15) PT (2.6) T PT-wP X
0505 [PbaVO(PO1)s | P2i/a (14) P2,/d (14.78) 2/m Sy =
0.506 CSQCU.gSIlFlz P21/Tl (14) P2/1/C/ (14.79) 2'/m/ X Ve
0.507 | MnyNb,Og P3cl (165) P31 (165.94) 3m PT-wP X
0.508 FeMnOs3 Ta3 (206) Ib'c’a (73.551) m'm'm X v
0.509 BaFei2019 P63 /mmc (194) P63 /mm’c’ 6/mm’m’ X v
(194.270)
0510  |MnaNiReOg P2, /n (14) P2, /c (14.75) 2/m X 7
0511 |[CosTaz09 P3cl (165) C2'/c (15.87) 2 m PT-wP X
0512 [MnsAss C2/m (12) C2/m (12.58) 2/m X 7
0.513 YRuO3 Pnma (62) Prn/ma’ (62.448) m'm’'m X v
0.514 CoFe305 Cmcem (63) Cm’em’ (63.464) m'm'm X v
0.515 CoFe30s Cmem (63) P27 /m’ (11.54) 2" /m/ X v
0.516 BaMgoFe16027 | P63/mmc (194) P65 /mm’c’ 6/mm’m’ X v
(194.270)
0.517 BaCosFe16027 | P63/mmec (194) P63 /mm/c 6/mm’m’ X v
(194.270)
0.518 TbCr2Sis I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.519 HoCr,Siy T4/mmm (139) I4 /m’'m'm 4" /m'm'm PT-wP X
(139.536)
0.520 TbCoO3 Pbnm (62) Pnm/a (62.444) m'mm PT-wP X
0.521 DyCoO3 Pbnm (62) Pn'm’a’ (62.449) m'm'm’ PT-wP X
0.522 La;OzFeMnSez |I4/mmm (139) Im’m’m (71.536) m'm'm X v
0.523  |CaMnaSbo P3ml (164) PT (2.6) T PT-wP X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.524  |MnPSes R3 (148) PT (2.6) T PT-wP X
0.525 NaCeO, 14, /amd (141) 14’ /a'm/d (141.556) [4"/m/m'm PT-wP X
0.526  |MnyTayOq P3cl (165) P3'c'1 (165.94) 3'm’ PT-wP x
0527 |Er29i207 C2/m (12) C2/m (12.60) 2 m PT-wP X
0.528 CrSb P63 /mmec (194) P65 /m'm/c 6’/m’mm X X
(194.268)
0520 |CouNb0g P3c1 (165) 02/ (15.88) 2 PT-wP x
0530 |SrCuTe,Og P1,32 (213) P1,32 (213.63) 132 X x
0.531 Sro.7Tbhg.3C002 9 [I4/mmm (139) I4" /mmm’ (139.535) [4"/mm'm X X
0.532 Sro.7H00.3C002.7 [ I4/mmm (139) 14" /mmm’ (139.535) [4"/mm’m X X
0.533 Sro.7Erp.3C002.s |I4/mmm (139) 14" /mmm’ (139.535) |4 /mm'm X X
0.534 Tbo.55510.45 MnOs| Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.535 Tbo.5551r0.45 MnOg| Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.536 Tbo.555r0.45MnO3| Pnma (62) Pnm’a’ (62.447) m'm’m X v
0.537 CaMn0,7C01,3ReOd342/n (86) P42/n (8667) 4/m X Ve
0538 |CaMn, »NiosReOpP4, /n (36) P42/n (86.67) i/m X 7
0.539 anFe(),gMOl,QO@ P21/n (14) P21/C (14.75) 2/m X v
0540 | MnyFeg Moy 206 P21 /n (14) P21/c (14.75) 2/m = v
0.541 MnsFeReOg P2, /c (14) P27/ (14.79) 2" /m’ X v
0542 |MnFeReOg P2, /c (14) P1 (2.4) T X 7
0.543 MnyFeReOg P2y /c (14) P1 (2.4) 1 X v
0544 |MngFeReOg | P2, /c (14) PT (2.4) T X %
0545 |MngFeReOg | P2 /c (14) PT (2.4) T X 7
0546 |[MnyFeReOg P2, /c (14) P2 T (14.79) 2 X 7
0547 [MnyFeReOg | P2:/c (14) 57 /& (14.79) Y I’ = 7
0.548 MnyFeReOg P2y /c (14) P1 (2.4) 1 X v
0549 |MnyFeReOy | P2 /c (14) PT (24) T X 7
0550 |MnsReOs P2, Jc (14) P51 (2.7) 7 X X
0551 |MnsReOg P2, /c (14) PsT (2.7) 5K X X
0.552  |PboMnOy P42,c (114) PA'2,¢ (114.278) |4 2m’ BW-woP X
0553 |KaRelg P2, /n (14) P21 /c (14.75) 2/m X 7
0.554 CoMnSi Fm3m (225) I4/mm’m’ (139.537) [4/mm’m/ X v
0.555 H00,05Bi0,95F603 R3c (161) R3c (161.69) 3m O-woP X
0556 [Hoo.BiooFeOs |R3c (161) R3c (161.69) 3m O-woP X
0.557 H00,15Bi0,85F603 R3c (161) (9 37) m O-WOP \/
0.558 HO(),QBi().gFQOg R3C (161) (9 37) m O-WOP \/
0.559 Hoo.15Bio.85FeO3 | Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.560 Hoo.2Big.sFeOs | Pnma (62) Pn’ ma (62.448) m'm'm X v
0.561 NdNiGes Cmcem (63) Cm/c'm (63.462) m'm’'m X v
0.562 CeaNizGes Ibam (72) Prben (60.432) mmm1’ X X
0.563 CeaNizGes Ibam (72) Preen (56.376) mmm1’ X X
0564 |URhsSis 12/c (15) Po2jc (13.74) 2/ml’ X X
0.565 CeNizGes Tbam (72) Prben (60.432) mmml' X X
0.566 TbNiGe, Cmcem (63) Cm/cm (63.459) m'mm PT-wP X
0.567 HoNig 64Ges Cmcem (63) Cm/cm (63.459) m'mm PT-wP X
0.568 TbNig.4Ges Cmcem (63) Cm’em (63.459) m’'mm PT-wP X
0.569 TbCug.4Gez Cmem (63) Cm’cm (63.459) m'mm PT-wP X
0.570 Lig.5sFeCrq.504 Fd3m (227) I4;/am'd" (141.557) |4/mm'm X v
0.571 CoS04_ Pbnm (62) Pnma (62.441) mmm X X
0.572 NaoNiCrF7, Imma (74) Im'm’a (74.558) m’'m'm X v
0.573 NayNiCrFy Imma (74) Im’m’a (74.558) m'm'm X v
0.574 MnFeF5(H20)>  [ITmm2 (44) C2" (5.15) 2’ BW-woP v
0.575 ZnFeF5(H20)2  |[Imm2 (44) Imm?2 (44.229) mm2 O-woP X
0576 |CroFs C2/c (15) C2/c (15.85) 2/m X v
0577 |BaMnuFeF, P2, /c (14) P2,/ (14.79) 2 X 7
0.578 NaBaFesFg P2, /c (14) P2y /c (14.75) 2/m X v
0.579 NaoNiFeF7; Imma (74) Imm’a’ (74.559) m'm'm X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.580 NayNiFeF7 Imma (74) Imm’a’ (74.559) m'm'm X v
0581 |FelFs R3c (167) C27 7 (15.89) ¥ Im’ X 7
0582 |FesFs(l0)2  |C2/m (12) 2 [l (12.62) 2 X 7
0.583 FeoFs5(H20)o Imma (74) Imm’a’ (74.559) m'm'm X v
0584 [FesFs(Ho0)2  [Tmma (74) 02/ (15.89) Y I X %
0585 |YbCls C2/m (12) 02 Jm (12.60) Y m PT-wP X
0.586 YCrOs Pbnm (62) Pn/ma’ (62.448) m'm’m X v
0.587 TmCrOs Pbnm (62) Prn/ma’ (62.448) m'm’'m X v
0.588 PrCrOs Pbnm (62) Pn/ma’ (62.448) m'm'm X v
0.589 NdCrOs Pbnm (62) P2, /m (11.50) 2/m X v
0.590 ErCrOs Pbnm (62) P2y /m (11.50) 2/m X v
0.591 ErCrOs Pbnm (62) Prn'ma’ (62.448) m'm’'m X v
0.592 DyCrOs Pbnm (62) Pn/m’a (62.446) m'm'm X v
0.593 UPSe P4/nmm (129) P4/nm/m’ (129.417) [4/mm’m/ X v
0.594 UAsS P4/nmm (129) P4/nm/m’ (129.417) [4/mm’m’ X v
0.595 UPTe T4/mmm (139) I4/mm'm’ (139.537) [4/mm'm’ X v
0.596 UAsTe I4/mmm (139) T4/mm’m’ (139.537) [4/mm’m/ X v
0597 [MnBisTers R3m (166) R3m’ (166.101) 3 X %
0.598 AlCrs I4/mmm (139) Pa21/c (14.83) 2/m1’ X X
0.599 CaMnSi P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.600 CaMnSi P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.601 CaMnGe P4/nmm (129) P2,/m’ (11.53) 2/m PT-wP X
0602 |CaMinGe P4 /nmm (129) P2, /m/ (11.53) 2/m PT-wP X
0.603 CaMnaGez T4/mmm (139) I4 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.604 CaMn,Gey T4/mmm (139) 4 /m'm'm 4 /m'm'm PT-wP X
(139.536)
0.605 BaMnsGes I4/mmm (139) 14 /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.606 BaMnyGes I4/mmm (139) 14" /m'm'm 4" /m'm'm PT-wP X
(139.536)
0.607 RuO» P45 /mnm (136) P45 /mnm’ (136.499) [4"/mm/m X X
0.608 PrMnOs3 Pbnm (62) Pn/ma’ (62.448) m'm'm X v
0.609  [NdMnOs Pbnm (62) P21 /m (11.50) 2/m X %
0.610 Pr0.95K0.0sMnO3 | Pbnm (62) Prn/ma’ (62.448) m'm'm X v
0.611 BaMnSb, I4/mmm (139) 14" /m'm'm 4" /m'm'm PT-wP X
(139.536)
0612 [Cu050; C2/m (12) C2/m (12.58) 2/m X 7
0.613 FeCraS4 Fd3m (227) T4y /am'd’ (141.557) |4/mm'm’ X v
0614  |FeCryS, Fd3m (227) T, Jard & (141.557) |4/mm’m] x 7
0615 |FeCraS, Fd3m (227) T, Jar/ & (141.557) |4/mm’m] x 7
0.616 HoB, P6/mmm (191) C2'/m’ (12.62) 2" /m/ X v
0.617 KMnSb P4/nmm (129) P4 /n'm'm 4 /m'm'm PT-wP X
(129.416)
0.618 KMnBi P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.619 LaMnAsO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.620 NdMnAsO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.621 NdMnAsO P4/nmm (129) Pm/mn (59.407) m'mm PT-wP X
0.622 NdMnAsO P4/nmm (129) Pm’mn (59.407) m’'mm PT-wP X
0.623 NdMnAsO P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0.624 LaMnAsO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.625 UsPdaIn P4/mbm (127) P4 /m'bm’ (127.394) [4"/m'm'm PT-wP X
0.626 NaMnP P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.627 NaMnP P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0628 |NaMnP Pijnmm (129) | P4 /n'm/m Tm'm'm PT-wP X
(129.416)
0.629 NaMnAs P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0.630 NaMnAs P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.631 NaMnSb P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.632 NaMnShb P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.633 KFeS2 C2/c (15) C2' [c (15.87) 2" /m PT-wP X
0.634 NaMnBi P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.635 NaMnBi P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0636 |RbFeS, C2/c (15) C2/c (15.87) ¥ m PT-wP =
0.637 KFeSe; C2/c (15) C2/c" (15.88) 2/m/ PT-wP X
0.633 _ |RbFeSes C2/c (15) 02/ (15.88) 2/m’ PT-wP =
0.639 MnsAu I4/mmm (139) Im’mm (71.535) m'mm PT-wP X
0.640 MnyAu T4/mmm (139) Im’mm (71.535) m'mm PT-wP X
0.641 MnsGa I4/mmm (139) C2'/m’ (12.62) 2" /m/ X v
0.642 LaMnOs Pnma (62) Pn'ma’ (62.448) m'm'm X v
0.643 Lag.o5Cag.0s MnOd Pnma (62) Prn'ma’ (62.448) m'm'm X v
0.644 Lao.o5Bag.os MnO4 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.645 La0A95BaO‘O5Mn0 g'ﬂ’nyﬁ&a£2) Pn ma’ (62448) m’m’m X Ve
0.646 Lao.o0Bao.10 Mno. oy Piume($2) Pn/ma’ (62.448) m'm’m X v
0.647 Lao,g75Bao,125Mno,H@ﬂﬁ@1(&@3 Pn ma' (62.448) m’m’m X N
0.648 (Hoo.sMno.2)MnOPnma (62) Pnm a’ (62.447) m'm'm X v
0.649 Hog sMng 2)MnOgPrima (62) Pnm'a’ (62.447) m'm'm X v
0.650 ErSi>O~ C2/m (12) C2"/m (12.60) 2"/m PT-wP X
0.651 Er3CusSny C2/m (12) C.2/m (12.63) 2/m1’ X X
0.652  |HoMnOs P6scm (185) PGem’ (185.2) &'mm’ BW-woP x
0.653 HoMnyg_g9Feg.01 03 P6scm (185) P65cm” (185.2) 6'mm’ BW-woP X
0.654  [HoMno.o5Feo 0504 P6scm (185) P6,cm’ (185.2) &mm’ BW-woP X
0.655 HoMng.9Feg.1035 |P6scm (185) P65cm” (185.2) 6'mm’ BW-woP X
0.656 NdMn,Ges I4/mmm (139) Im’m2" (44.231) m'm2’ BW-wP v
0.657 PrMn,Ges I4/mmm (139) Im’m2’ (44.231) m'm2’ BW-wP v
0.658  |BaCuTez0g P4,32 (213) P4]32 (213.65) 137 BW-woP X
0.659 NdMng.sFeo.203 |Pnma (62) Prn'ma’ (62.448) m'm'm X v
0.660 NdMnyg gFe 203 |Pnma (62) Pn/ma’ (62.443) m’'m'm X v
0.661 (Lug.6Mno.4)MnOPnma (62) Pnm'a’ (62.447) m'm'm X v
0.662 Mn3Sns Pnma (62) Pn/ma’ (62.443) m'm'm X v
0.663 Mn3zSn; Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.664 Mn3Sno Pnma (62) P27/ (14.79) 2" /m/ X v
0.665 CeMnSbO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.666 CeMnSbO P4/nmm (129) Pm’mn (59.407) m’'mm PT-wP X
0.667 LaMnSbO P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.668 PrMnSbO P4/nmm (129) Pm’mn (59.407) m’'mm PT-wP X
0.660  |Sr2YbRuOg P112,/n (14) P2, /c (14.75) 2/m X v
0670 |[Sr;YbRuO P2, /n (14) P2, Jc (14.75) 2/m X %
0.671 Sr2TmRuOs P2, /n (14) P2, /c (14.75) 2/m X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.672 CaCusFe2ShoO12 | Pn3 (201) Pn/n'n (48.260) m'm'm X v
0.673 MnFe,Sis P63 /mem (193) P63/mc'm/ 6/mm’m’ X v
(193.260)
0.674 MnFe,Sis P65 /mcm (193) P63 /mc'm’ 6/mm’m’ X v
(193.260)
0.675 MnFe,Sis P63 /mcm (193) P63/mc’'m/ 6/mm’'m’ X v
(193.260)
0.676 Nd0A95Sro4oscI‘O3 P (62) Pnma (62.441) mmm X X
0.677 Ndg.9Sr.1CrO3 | Pbnm (62) Pnma (62.441) mmm X X
0.678 Ndo.85510.15CrO3 | Pbnm (62) Pnma (62.441) mmm X X
0.679 TbCro.5Mng.503 | Pbnm (62) Pn/ma’ (62.448) m'm'm X v
0.680 Big.sLag.2Feo.s Mnplsfoma (74) Imm’a’ (74.559) m'm'm X v
0.681 Ce4Sbs T43d (220) I4°2d" (122.336) 4'2m’ BW-woP X
0.682 CasFeOsOg P2, /n (14) P27/ (14.79) 2" /m/ X v
0.683 SrCaFeOsOg P21 /n (14) P27/ (14.79) 2" /m/ X v
0.684 TbPt Pnma (62) Pn/m’a (62.446) m'm'm X v
0.685 ErPt Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.686 HoPt Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.687 DyPt Pnma (62) Pn/m’a (62.446) m'm'm X v
0.688 TmPt Pnma (62) Pnm'a’ (62.447) m'm'm X v
0.689 PrPt Cmcem (63) Cm/c'm (63.462) m'm’'m X v
0.690 NdPt Cmcem (63) C2'/c" (15.89) 2" /m/ X v
0.691 CaCo1.86As2 I4/mmm (139) Prd/nnc (126.386)  [4/mmm1’ X X
0.692 BasRuz010 Cmce (64) Cm/ca (64.471) m'mm PT-wP X
0.693 BasRu3;010 Cmce (64) Cmc'a (64.472) m/mm PT-wP X
0.694 Bi;CuO4 P4 /ncc (130) P4/n/c’c (130.431) [4/m'm'm’ PT-wP X
0.695 BiaCuOy P4/nce (130) Pc'en (56.367) m’'mm PT-wP X
0.696 SmCrOs Pbnm (62) Pn/ma’ (62.448) m'm'm X v
0.697 SmCrOs Pbnm (62) Pn/m’a (62.446) m'm’m X v
0.698 SmCrOs Pbnm (62) Pbon’m’ (62.446) m'm'm X v
0.699 LiMngSng P6/mmm (191) Cmm’m’ (65.486) m'm'm X v
0.700 TbMngSng P6/mmm (191) P6/mm’m’ 6/mm’m’ X v
(191.240)
0.701 TbMngSng P6/mmm (191) P6/mm’m’ 6/mm’'m’ X v
(191.240)
0.702 ThMnsSne P6/mmm (191) C2'/m’ (12.62) 2" /m/ X v
0.703 HoMngSng P6/mmm (191) C2'/m’ (12.62) 2" /m’ X v
0.704 HoMngSng P6/mmm (191) C2'/m’ (12.62) 2" /m/ X v
0.705 HoMngSne P6/mmm (191) Cmm/m’ (65.486) |m'm'm X v
0.706 TholIrsGag Cmcem (63) Cm’cm’ (63.464) m’'m'm X v
0.707 ThalrzGag. Cmem (63) Cm’em” (63.464) m'm'm X v
0.708 CrNby4Ss P63 /mmc (194) P65 /m'm’c 6"/m'mm’ X X
(194.268)
0.709 MnNb,4Ss P63 /mmc (194) Cmc'm’ (63.463) m'm'm X v
0710 |MnNbsSe P6322 (182) 2272} (20.34) 2272 BW-woP 7
0.711 MnTa4Ss P63 /mmec (194) Cmc'm’ (63.463) m'm'm X v
0.712 VNb3sSs P6322 (182) C2'2"2; (20.33) 2'2"2 BW-woP v
0.713 NiFe;O4 Fd3m (227) I4: /am/d’ (141.557) |4/mm'm/ X v
0714 |LizNi(SO4)s P2, /c (14) P2, /c (14.75) 2/m = 7
0.715 HoCrWOg Pna2, (33) Pna2, (33.144) mm?2 O-woP X
0.716 HoCrWOs Pna2; (33) Pna2; (33.144) mm2 O-woP X
0.717 Pro.5Sr0.4Bag.1 Codanma (74) Im’m’a (74.558) m'm'm X v
0.718 Pro.5510.4Bag.1 Co(dst /mem (140) Fm/m’m (69.524) m'm'm X v
0.719 Yb0,4QSCO‘58FeO;3 P63cm (185) P63c'm' (185.201) 6m’m’ BW—WOP \/
0.720 | Ybo.425¢c0.55Fe03 | P6scm (185) P65 (173.129) 6 O-woP 7
0721 | Ybo42Sco55Fe0s | P6scm (185) P65 (173.129) 6 O-woP v
0.722 Mn4Nb2Og Cc (9) Cc (9.37) m O-woP v
0723 |YbCly C2/m (12) C2/m (12.60) 2 m PT-wP X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.724  [BaCoSiO; P65 (173) P65 (173.129) 6 O-woP 7
0.725 CesTeOs Fd3m (227) I4y/am'd' (141.557) |4/mm'm/ X v
0.726 CsMnoFg Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.727 CsMnyFg Pnma (62) P2y /c (14.75) 2/m X v
0728 |MoP5SiO1; R3c (167) 02/ (15.89) 2/m’ PT-wP =
0.729 ErNiuB P6/mmm (191) P6/mm’m’ 6/mm’m’ X v
(191.240)
0730 | TbNLD P6/mmm (191) _[C2 /m/ (12.62) 2 = 7
0731 |HoNLDB P6/mmm (191) |C2 /m (12.62) Y T X 7
0.732 SrRuO; Pnma (62) Prn'm’a (62.446) m'm’'m X v
0.733  |AgRuOs R3c (167) R3¢ (167.106) 3'm’ PT-wP X
0734  |MnsTaz0s T4: Ja (88) C2'/c (15.87) 2 m PT-wP X
0.735 LaBaMn,Os P4/nmm (129) P4/nm/m’ (129.417) [4/mm'm/ X v
0.736 LaBaMn2Og Pm3m (221) P4/mm'm/ 4/mm’m’ X v
(123.345)
0.737 LaBaMn,Og P4/mmm (123) P4/mm’'m/ 4/mm’m/ X v
(123.345)
0.738 LaBaMn,Og¢ P4/mmm (123) P4/mm’m’ 4/mm'm’ X v
(123.345)
0.739 YBaMn,Os5 P4/nmm (129) P4/nm'm’” (129.417) [4/mm'm’ X v
0.740  |Dy3GasOna Ta3d (230) Ta3d (230.143) m3m X X
0.741 Er3GasO12 Ta3d (230) Ta3d' (230.148) m3m’ X X
0.742 Tb3GasO1s Ta3d (230) Ta3d (230.148) m3m’ X X
0.743  |[Ho3Al;012 Ta3d (230) Ta3d (230.149) m3m X X
0744 |Tb3Al;012 Ta3d (230) Ta3d (230.148) m3m X X
0.745 HosGasO12 Ta3d (230) Ta3d (230.148) m3m’ X X
0746 |ThsGas 02 Ta3d (230) Ta3d (230.143) 3 x x
0.747 BasgColraOg C2/c (15) C2/c (15.85) 2/m X v
0.748 BasNiRu2Og P63 /mmc (194) P65 /m'm’c 6’/m’mm’ X X
(194.268)
0.749 BazCoRu20g Cmcem (63) Pgnma (62.454) mmm1’ X X
0750  |BasCoRuzOg | P6s/mmc (194) | Ppnma (62.454)  |mmm?’ X X
0.751 CagYZroFe3O1o | Ta3d (230) R3¢ (167.105) 3'm PT-wP X
0.752  |CapYZrsFe3012 | Ia3d (230) R3¢ (167.105) 3'm PT-wP X
0.753  |CagLaZraFe3O1o |Ia3d (230) R3¢ (167.105) 3'm PT-wP X
0.754  |CapLaZraFe;O13 |Ia3d (230) R3¢ (167.105) 3'm PT-wP X
0.755 Mn2SeO3F5 Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.756 GaV4Ss R3m (160) R3m’ (160.67) 3m’ BW-woP v
0.757 CeFeOg3 Pbnm (62) Prn'ma’ (62.448) m'm'm X v
0.758 CeFeO3 Pbnm (62) Pnma (62.441) mmm X X
0.759 CeFeO3 Pbnm (62) Pnma (62.441) mmm X X
0.760 FeOHSO4 C2/c (15) C2'/c (15.89) 2" /m X v
0.761 SrFesSe2O Pmmn (59) Pm'm/n” (59.411)  [m/m'm PT-wP X
0.762 SrFe2S20 Pmmn (59) Pm/m’n” (59.411)  |[m'm'm PT-wP X
0.763 Mn5(PO4)2(P03(3}E)/)Q((E[5)H)4 CQ’/C, (15.89) 2'/m X v
0.761[Mis (P04 Jo(PO, (e @B, [CZ/ (15:89) [ 7/m X 7
0765 [Nns(POL (PO (MRje @B, [CZ/7 (1559 [Z/m 5 7
0.766 YbMnSh, P4/nmm (129) P4 [n'm'm 4" /m'm'm PT-wP X
(129.416)
0.767 SrMnSh, Pnma (62) Pn/ma’ (62.448) m'm'm X v
0.768 SrMnSb, Pnma (62) Pn’a’2; (33.148) m'm'2 BW-wP v
0.769 YbMnBiy P4/nmm (129) P4 /n'm'm 4" /m'm'm PT-wP X
(129.416)
0.770  |FezCoNbyOs | P31c (165) C2/d (15.88) 2/m’ PT-wP X
0.771 PrMnSi, Cmem (63) Cm’cm’ (63.464) m'm'm X v
0.772 PrMnSi, Cmem (63) Cm/cm’ (63.464) m'm'm X v
0.773 NdMnSis, Cmem (63) C2'/m’ (12.62) 2" /m X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
0.774 NdMnSis, Cmcem (63) Cm’em’ (63.464) m'm'm X v
0.775 NdMnSiy Cmem (63) Cm/cm’ (63.464) m'm'm X v
0.776 CeMnSis Cmem (63) Cm’cm’ (63.464) m'm'm X v
0.777 CeMnSiy Cmem (63) Cm/cm’ (63.464) m'm'm X v
0.778 LaMnSis Cmcem (63) Cm’em’ (63.464) m'm'm X v
0.779 LaMnSi, Cmem (63) Cm/cm’ (63.464) m'm'm X v
0.780 LaMnSio, Cmem (63) Cm’em” (63.464) m'm'm X v
0.781 CeMnSiy Cmcem (63) Cm/cm’ (63.464) m'm’'m X v
0.782 NdScOs3 Pbnm (62) Pnm/a (62.444) m'mm PT-wP X
0.783 NdInOs3 Pbnm (62) Pnm’a (62.444) m'mm PT-wP X
0.784 NdCoO3 Pbnm (62) Pnma (62.441) mmm X X
0785 |NdVO; Pbnm (62) 5 /m’ (11.54) Y = %
0786 |NdVOs Pbnm (62) P2, /m’ (11.54) ¥ Im’ X 7
0.787 YVOs3 Pbnm (62) Pn/m’a (62.446) m'm'm X v
0788 |YVOs P2, /b11 (14) P1 (2.4) T X %
0.789 CeCuSi P63 /mmec (194) Cmc'm’ (63.463) m'm'm X v
0.790 SroDyRuOg P2y /n (14) 21 /c (14.79) 2" /m’ X v
0791 [St2TbRuOg P2, /n (14) P2, Jc (14.75) 2/m X %
0.792 SraHoRuOg P2, /n (14) P2y /c (14.75) 2/m X v
0793 |SraHoRuOg P2, /n (14) P2, /c (14.75) 2/m X 7
0794 [S,HoRuO, | P2:/n (14) P2, /¢ (14.75) 2/m = 7
0.795  |Sr2YRuOg P2, /c (14) P2, Jc (14.75) 2/m X %
0.796 CasNiOsOg P2, /n (14) 21/ (14.79) 2" /m’ X v
0.797 SmBaMn; 05 P4/nmm (129) P4/nm/m’ (129.417) [4/mm’m/ X v
0.798 MnPd, Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0799 [Sr2C0205 Tma2 (46) Prnc2 (30.122) mm2l’ G-woP X
0.800 MnTe P63 /mme (194) Cmem (63.457) mmm X X
0.801 TlsFeaS4 Pnma (62) Pnma’ (62.445) m’'mm PT-wP X
0.802 CuFeS2 142d (122) 142d (122.333) 42m O-woP X
0.803 NbMnP Pnma (62) Pm'n2] (31.125) m'm2’ BW-wP v
0804 |MoP;8i05; R3c (167) 02/ (15.89) 2/’ PT-wP x
0.805 DyBaCuOs Pnma (62) Pnm’a (62.444) mm’m PT-wP X
0.806 FezSe207 Pcen (56) Pc’cn (56.367) m'mm PT-wP X
0.807 FeySey 07 Pcen (56) Pc’en (56.367) m'mm PT-wP X
0.808 FeySeyO7 Pcen (56) Pc’en (56.367) m'mm PT-wP X
0.809 FeoaWOg P21/c (14) P2,/ (14.78) 2/m/ PT-wP X
0.810 FeaWOs Pben (60) Pbc'n’ (60.423) m'm'm X v
0.811 FeaWOq Pben (60) Pbc’n” (60.423) m'm’'m X v
0812 [FeaWOs Pben (60) Pr/c? (30.113) e BW-wP 7
0.813 Fea WOg Pben (60) Pbc’n” (60.423) m'm’'m X v
0.814 FeoaWOg Pben (60) Pb'cn (60.419) m'mm PT-wP X
0.815 MnNb,Og Pben (60) n (60.419) m’'mm PT-wP X
0.816 MnTazOg Pben (60) Pb/cn (60.419) m'mm PT-wP X
0.817 Mn(Nbg.5Tag.5)2Qdben (60) Pb'cn (60.419) m'mm PT-wP X
0.818 MnTay0¢ Pben (60) n (60.419) m'mm PT-wP X
0819 [MnNbyOg Phen (60) b 7 (60.419) mmmn PT-wP x
0.820 Bio,g5C&0,15F€0_55I\BR@TZ{ED€£2) Pn'm'a (62446) m'm'm X v
0.821 SrGd204 Pnma (62) Pnma’ (62.445) m'mm PT-wP X
0.822  |NdzScNbO; Fd3m (227) Fd3m’ (227.131)  |m3m’ X X
0.823 SroaMnGaOs Ima2 (46) Im’a2’ (46.243) m'm2’ BW-woP v
0.824 SroMnGaOs 5 P4/mmm (123) Pc4/mbm (127.397) [4/mmm1’ X X
0.825 CasMnGaOs Pnma (62) Pnm’a’ (62.447) m'm'm X v
0.826  |MuTeLi0.00; | P6s/mmec (194) | C2/m/ (12.62) 2 = 7
0.827 NagMnPO4F P21 /c (14) P2,/ (14.78) 2/m/ PT-wP X
0828  |NapMuPO,F | P2, /n (14) P2,/ (14.79) 2/m’ PT-wP X
0829 |NapMnPO,F | P2 /n (14) P2,/ (14.78) 2/ PT-wP X
0830 |[NaoMnPO,F P2 /n (14) P2,/ (14.78) 2/’ PT-wP =
0.831 BaCaFe O~ Pbn2, (33) Pn’a’2, (33.148) m'm’2 BW-woP v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
0.832 CeAuGe P6smc (186) Cmc'2] (36.175) m'm2’ BW-woP v
0.833 CeCuGe P63 /mmec (194) Cmc'm’ (63.463) m'm'm X v
0.834 CrSbSes Pnma (62) Pnm'a’ (62.447) m'm'm X v
0.835 DysPdaIny PPbam (55) Pb'a’m (55.357) m'm'm X v
101 |Ag.CrOs P3ml (164) C2/m (12.60) 2 m PT-wP X
1.0.2 URug.96Rho.04Si2 | T4/mmm (139) Im'm'm (71.536) m'm'm X v
1.0.3 CsCoBrs P63 /mmec (194) Cm’c2] (36.174) m'm2’ BW-wP v
1.04  |CsNiCl P63 /mme (194) 0222} (20.34) 2272 BW-wP 7
1.0.5 Sr3ColrOg R3c (167) P3c'1 (165.95) 3m’ X v
106 |CoV20q C2/m (12) 2 m’ (12.62) 2 = 7
1.0.7 LuFe;04 R3m (166) C2'/m' (12.62) 2" /m/ X v
108 |[BasMnNbzOs | P3ml (164) P31m (157.53) 3m O-wP X
1.0.9 CsCoCls P63 /mmc (194) P65 /m’cm/ 6"/m'mm’ X X
(193.259)
1010 |S3NiltOg R3c (167) P31 (165.95) R X 7
1.0.11  [CeCoGeg I4mm (107) T4m/m’ (107.231) am'm’ BW-woP v
1.0.12 UAusSis I4/mmm (139) Im’m’m (71.536) m'm'm X v
1013 |Fel, P3ml (164) 2 (12.62) T X 7
1.0.14  |CsFeCl3 P63/mmc (194) P6'2'm (189.223)  [6'm2’ BW-wP X
1.0.15 Lao,33SI‘()‘67FeO3 Rgc (167) P3221 (154.41) 32 O—WP X
1.0.16 La0,338r0‘67F603 Rgc (167) 02/0 (15.85) 2/m X v
1.0.17  [CaBaCosFe2O7 | P63me (186) P31m’ (157.55) 3m’ BW-woP v
1.0.18  [Cs2MnUsFq6 P63 /mmec (194) P63/mc’m/ 6/mm’m’ X v
(193.260)
1.0.19  [Cs2CoUsF6 P63 /mmec (194) P63/mc'm/ 6/mm’m’ X v
(193.260)
1.0.20 CsaNiUsFqg P63 /mmec (194) P63 /mc'm’ 6/mm’m’ X v
(193.260)
1.0.21 KQMng(VO4)QCO3P63/m (176) P6§/m (176.145) 6'/m PT-wP X
1.0.22 KzMn3(VO4)2C03P63/m (176) P2,1 (49) 2’ BW—WP \/
1.023  |DysRuwAl P63 /mme (194) |02 /m/ (12.62) T X 7
1.0.24  |ThMn, P63 /mmec (194) P6'2'm (189.223)  [6'm2’ BW-wP X
1.0.25 CaBaCosFeO~ Pna2, (33) Pn’a’2, (33.148) m'm’2 BW-woP v
1.0.26  [RbCoBr3 P63 /mmec (194) P65 /m’cm/ 6’ /m’mm’ X X
(193.259)
1.027 |Li;MnTeOg P31c (163) P3cl (165.91) Im X X
1028 [Th(DCOy)s R3m (160) P3m’1 (156.51) 37 BW-woD 7
1.0.29  [CelrGes I4mm (107) I4m’m’ (107.231) Am’m/ BW-woP v
1.0.30 LaCasFe30g9 Pnma (62) Pmn2, (31.123) mm?2 O-wP X
1.0.31 EulnsAs, P63 /mmc (194) C2'2"2; (20.33) 2'2"2 BW-wP v
1032 |EulnoAss P6s/mme (194) | P612°2 (178.150) 622 BW-wP 7
1.0.33 FeF3 P6/mmm (191) P63/m (176.143) 6/m X v
1.0.34  |RDbNiClg P63 /mmec (194) Cm’c2] (36.174) m'm2’ BW-wP v
1.0.35  |CsMnBr; P63 /mmec (194) P62'm’ (189.225) 6m’2’ BW-wP v
1.0.36  [CsMnl; P63 /mmec (194) Cm’c2] (36.174) m'm2’ BW-wP v
1.0.37  |CsMnls P63 /mmec (194) Cm’c2] (36.174) m'm2’ BW-wP v
1.0.38  [CsCoCls P63 /mmec (194) P65 /m’cm/ 6’/m’ mm’ X X
(193.259)
1.0.39  [BaMnOs P65 /mmc (194) P65 /m’cm/ 6" /m'mm’ X X
(193.259)
1.0.40  |RbFeCls P63 /mmec (194) P62m’ (189.224)  [6'm’2 BW-wP X
1.041  |RbNiCl; P63 /mme (104)  [C222] (20.34) 2972 BW-wP 7
1042 |CsNiCly P63 /mme (104)  [C2272] (20.34) 2972 BW-wP 7
1.0.43  [UPd»Siz I4/mmm (139) I4/mm/m’ (139.537) [4/mm’m/ X v
1.0.44  |BagCoSb20g P63 /mmec (194) Cm’c2] (36.174) m'm2’ BW-wP v
1.0.45 Ba3CoSb20Og P63 /mmc (194) P62m (189.221) 6m?2 O-wP X
1046 |BasMnSh,0s  |C2/c (15) 02 (5.13) 2 O-wP 7
1.0.47 MnSe» Pa3 (205) Pbca (61.433) mmm X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.0.48  |MnSe» Pa3 (205) Pca’2} (29.102) m'm2’ BW-wP v
1049 |BaCoSiO; P65 (173) P65 (173.129) 6 O-woP %
1.0.50  [CoGeOs C2/c (15) C2'/c" (15.89) 2" /m/ X v
1.0.51  [NayMnTeOg P31c (163) R3'¢ (167.106) 3'm’ PT-wP X
1.0.52  |ThisAgs: P6/m (175) P6 (174.135) 6 BW-wP X
1.1 Mn3O4 Pbem (57) P.nma (62.452) mmm1’ X X
1.2 CuSe,05 C2/c (15) P21 /c (14.84) 2/ml’ X =
1.3 SrolrOy 141 /acd (142) Preca (54.352) mmm1’ X X
14 YBasCu3Ogtq | P4/mmm (123) C,mmm (65.489) mmm1’ X X
1.5 YBaxCu3Ogtq | P4/mmm (123) Fsmmm (69.526) mmml1’ X X
1.6 NiO Fm3m (225) C.2/c (15.90) 2/ml’ x x
17 NdFe;B2015 R32 (155) C.2 (5.16) 21 G-woP X
1.8 CeRusAlyg Cmem (63) Pcbem (57.391) mmm1’ X X
1.9 Li2VOSiOy4 P4 /nmm (129) Pabem (57.389) mmm1’ X X
1.1 NaoIrOs C2/m (12) C.2/m (12.63) 2/m1’ X X
111 BisFe;O15F Py /mbc (135) PcA2/n (86.73) 4/m1’ X =
112 BaNdo.o Yo1MoO¢I4/m (87) Prd/m (83.50) 1/ml’ X =
1.13 BasNbaNiOy | P3ml (164) P.31c (159.64) 3ml’ GwP X
1.14 Ho,BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.15 Er,BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.16 BaFezAs, I4/mmm (139) Camca (64.480) mmm1’ X X
1.17 CoV20g-alpha  [C2/m (12) C.2/c (15.90) 2/m1’ X X
118 MnS, Pa3 (205) Pyca2s (29.105) mmal’ G-wP x
1.19 PrMn,Os Pbam (55) P,ca2, (29.104) mm21’ G-wP X
1.20 HoMnOs3 Pnma (62) Pymn21 (31.129) mm21’ G-wP X
1.21 DyCo2Sia I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.22 DyCu2Siz I4/mmm (139) C.2/m (12.63) 2/m1’ X X
1.23 LasCuOy4 Cmce (64) Pacen (56.374) mmm1’ X X
1.24 ZnV,0, T4; Jamd (141) Pr432,2 (96.150) 4221 GwP =
1.25 KFes(OM)s(S04)4 R3m (166) R13c (167.108) Il x x
1.26 CsFesSes Cmcem (63) P.21/c (14.82) 2/m1’ X X
1.27 TaFe1+,Tes P2, /m (11) P.2: /c (14.82) 2/ml’ = X
1.28 CrN Fm3m (225) P,nma (62.450) mmml1’ X X
1.29 LaSrFeOy4 I4/mmm (139) Camca (64.480) mmm1’ X X
1.30 BaCos V205 T4y Jacd (142) Preca (54.352) mmm? X X
1.31 MuO Fm3m (225) C.2/c (15.90) 2/mi’ X X
1.32 LuzMnCoOg P2, /n (14) P.21 (4.10) 21 GwP X
1.33 ErAuGe P63mc (186) Pcna2, (33.154) mm21’ G-woP X
1.34 HoAuGe P6smc (186) Pcna2; (33.154) mm21” G-woP X
1.35 LiErF, T4:/a (38) Po2:/c (14.84) 2/m1’ X x
1.36 Dy2BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.37 VOCI Pmmn (59) Ca2/c (15.91) 2/m1’ X X
1.38 Nd;NaOsOg P21 /n (14) Ps1 (2.7) 7 x x
1.39 LiFeGe>0g P2, Jc (14) P.2:/c (14.80) 2/ml’ X X
1.40 SrNdFeO4 T4/mmm (139) Cacem (66.5) mmm1’ X X
1.41 SrNdFeOy4 I4/mmm (139) Camca (64.480) mmm1’ X X
1.42 LasNiOy Bmeb (64) Pcmna (53.335) mmm1’ X X
1.43 PrNiOs Pbnm (62) Camc2; (36.178) mm?21’ G-wP X
1.44 NdNiO3 Pbnm (62) Camc2; (36.178) mm21’ G-wP X
1.45 NdNiOz Pbnm (62) Camc2; (36.178) mm21” G-wP X
1.46 SroFeOsOg I4/m (87) P.4/n (85.64) 4/m1’ X X
1.47 SraFeOsOg 14/m (87) Pr4/m (83.50) 4/m1’ X X
1.8 HoNiOs5 P2:/n (14) P.21 (4.10) 21 GwP X
1.49 Ag2NiO> C2/m (12) C.2/c (15.90) 2/ml’ X X
1.50 AgNiO; P6522 (182) Pp2:12:2 (18.22) 2221 G-woP X
1.51 Cs2CoCly Pnma (62) P,2, (4.10) 217 G-wP X
1.52 CaFeaAso I4/mmm (139) Camca (64.480) mmm1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.53 Er;BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.54 GdMn;Os5 Pbam (55) P,ca2, (29.104) mm21” G-wP X
1.55 NaoMnF's5 P2/c (14) Pyc (7.29) ml’ G-wP X
1.56 Gd>Ti,07 Fd3m (227) R:3m (166.102) Il x x
157 CuMnOs C2/m (12) Ps1 (2.7) 7 X X
1.58 LazO2FesOSes I4/mmm (139) C.c (9.40) ml’ G-wP X
1.59 KThsF 12 T4/m (37) Pra2/m (84.58) 4/m1’ X X
1.60 CazCo206 R3c (167) Pc21/c (14.84) 2/m1’ X X
1.61 MaWO, P2/c (13) C.2/c (15.01) 2/m1’ X X
1.62 CuO C2/c (15) P.21/c (14.80) 2/ml’ X =
1.63 MnPb4Sb6814 P21/C (14) Pa21/c (1480) 2/m1/ X X
1.64 BaNiF4 Cmc2, (36) P,2; (4.10) 217 G-woP X
1.65 SrFeOq P4/mmm (123) Fsmmm (69.526) mmml1’ X X
166 |Fe(ND3).POs | P21/n (14) Ps1 (2.7) 7 X X
1.67 TmPtin P62m (189) A,bm?2 (39.201) mma2l’ G-woP X
168 |NaNdFeWO, | P2; (4) Ps1 (1.3) by G-woP X
169 |CoO Fm3m (225) C.2/c (15.90) 2/m1 X X
170 |CoV20q C2/m (12) C.2/c (15.90) 2/ml’ X X
1.71 SrCoaVo0Og I4,cd (110) Prca2, (29.110) mm21’ G-woP X
1.72 Sr2Co0s0g I4/m (87) C.2/c (15.90) 2/m1’ X X
173 CaV,0s P2, /nll (14) P.21/c (14.80) 2/ml’ = X
1.74 BiMn»Os Pbam (55) Comc21 (36.178) mm21’ G-wP X
1.75 BiMn,O5 Pbam (55) C.m (8.36) ml’ G-wP X
1.76 DyMn2Os Pbam (55) P,ca2, (29.104) mm21’ G-wP X
1.77 SralrOy 141 /acd (142) Preca (54.352) mmm1’ X X
178 Li,MnSiO; P2, /n (14) P.21/c (14.80) 2/mi’ X X
1.79 Li>CoSiO4 Pna2; (33) Coc (9.41) ml’ G-woP X
1.80 Dy2CoGas P4/mmm (123) I.4/mcm (140.550)  [4/mmm1’ X X
1.81 GdIng Pm3m (221) Pcd/mbm (127.397) [4/mmm]1’ X X
1.82 Nd2RhIng P4/mmm (123) I.4/mcm (140.550)  [4/mmm1’ X X
1.83 BaFeOs 5 P2, /c (14) P,2,/c (14.80) 2/m1’ X X
1.84 SrFeO.F Pm3m (221) I.4/mcem (140.550)  [4/mmm1’ X X
1.85 alpha-Mn I43m (217) Pr42,c (114.282) 42m1’ G-woP X
1.86 GeV4Ss F43m (216) P,na2, (33.149) mm21’ G-woP X
1.87 Th2CoGasg P4/mmm (123) I.4/mcem (140.550)  [4/mmm1’ X X
1.88 Mns5Sis P63/mem (193) Pcben (60.431) mmm1’ X X
1.89 DyFe3(BO3)4 P312; (152) P.322, (154.44) 321 G-woP X
1.90 YFe3(BOs)a P312, (152) C.2 (5.16) 2T G-woP X
1.01 TbFes(BOs)a | P312; (152) P.322; (154.44) 3217 G-woP X
1.92 HoFes(BO3)s | P312; (152) P.322, (154.44) 3217 G-woP =
1.93 HoFe;(BO3)s | P312; (152) Ps1 (13) 7 G-woP X
1.94 BasLaRu20g P65 /mmc (194) Pc21/c (14.84) 2/m1’ X X
1.95 BaNd2O4 Pnam (62) P,21/c (14.80) 2/m1’ X X
1.96 BaNdy, 04 Pnam (62) P,21/c (14.80) 2/m1’ X X
1.07 LizMnOs C2/m (12) C.2/m (12.63) 2/mi’ X X
1.98 DyFesGea P4y /mnm (136) P.cc2 (27.82) mm21” G-wP X
1.99 CsCoCl3(D20)2 | Pcca (54) Pycen (56.372) mmm1’ X X
1100 |CuzMnSnSs T12m (121) C.2 (5.16) 27 G-woP X
1.101 LuMnOs3 Pbnm (62) P,mn2, (31.129) mm21” G-wP X
1.102 UzNizIn P4/mbm (127) P.4/mnc (128.408) [4/mmm]1’ X X
1.103 UzRhaSn P4/mbm (127) P.45/mbc (135.492) [4/mmm]1’ X X
1.104 Gd2CuOy I4/mmm (139) Cacem (66.5) mmm1’ X X
1.105 Gd2CuOy4 Aeam (64) Pacen (56.374) mmm1’ X X
1.106 ProCuO4 T4/mmm (139) Caccm (66.5) mmm1’ X X
1.107 SmyCuOy T4/mmm (139) Camca (64.480) mmm1’ X X
1.108 TbMn205 Pbam (55) Cam (8.36) ml’ G-wP X
1.109 HoMn3Os Pbam (55) C,m (8.36) ml’ G-wP X
1.110 ScMngGeg P6/mmm (191) P.6/mcc (192.252)  [6/mmm]1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
T111 _ |GdBiPt FA3m (216) Cc (9.40) ml G-woP X
1112 |NiTa:0s Ply/mnm (136) | Pe2:1/c (14.82) 2/ml’ X X
1113 |NiSh:0s Py /mnm (136) | Ps1 (2.7) 7 X X
1.114 CasIrOg R3c (167) Pc2/c (13.74) 2/m1’ X X
1.115 DysRusAli2 P63/mmc (194) C.2/c (15.90) 2/m1’ X X
1116 |AgMuVO; Prma (62) P.21/m (11.55) 2/ml’ = X
1.117 NaFePO4 Pnma (62) P.2,/c (14.82) 2/m1’ X X
1118 |GdPO; P21 /n (14) P.21/c (14.80) 2/m1’ X X
1119 |LaMnsViOr | Im3 (204) R:3 (148.20) 37 X X
1.120 BaFesSes Pnma (62) Coc (9.41) ml’ G-wP X
1121 |NaFeSO4F C2/c (15) Po2/c (13.74) 2/ml’ X =
1.122 CusBi(SeO3)202BiPmmn (59) P.cen (56.373) mmm1’ X X
1.123 CusY (SeO3)202ClPmmn (59) P.ccn (56.373) mmm1’ X X
1.124 YBaFe4O7 P21 (4) Pa21 (410) 21/ G-woP X
1.125 LaFeAsO Cmme (67) I:bea (73.553) mmm]1’ X X
1126 |NaCoSO.F C2/c (15) Po2jc (13.74) 2/ml’ X X
1127 |[BiNiO(PO4) P2, /n (14) P.21/c (14.80) 2/ml’ X X
1128 |BiCoO(PO4)  |P2:/n (14) P.2, /c (14.80) 2/m1 X X
1120 |AgFes(SO4)2(OD)&R3m (166) Ri3c (167.108) 3ml’ X X
1.130 CroAs P4/nmm (129) P,nma (62.450) mmm1’ X X
1.131 FeoAs P4/nmm (129) P,nma (62.450) mmml1’ X X
1.132 MnjAs P4/nmm (129) P,nma (62.450) mmm1’ X X
1133 |CuSh:0q P2, /n (14) P.2:1/c (14.80) 2/ml’ X X
1134 |Co,C100sH,  |C2/m (12) Pc2: /m (11.57) 2/m1 X X
1.135 CngOCOQOll PT (2) Psi (27) Tll X X
1.136 AgCrS, R3m (160) C.m (8.35) ml’ G-woP X
1137 |Sr.CalrOg P2, /n (14) Ps1 (2.7) 7 x x
1138 |MgVOs TIm2 (119) Ca222, (20.37) 2221 G-woP =
1.139 HosRhlIng P4/mmm (123) Pe.cem (49.273) mmm1’ X X
1140  |PrMgPhb T4/ mmm (139) Pa2/c (13.73) 2/ml’ X X
1.141 NdMgPb T4/mmm (139) Pa2/c (13.73) 2/m1’ X X
1.142 CeMgPb I4/mmm (139) Camma (67.510) mmm1’ X X
1.143 Mn;sPt Pm3m (221) P.4>/mem (132.456) [4/mmm1’ X X
1144 |NHLFeCL(HICOO)C2/c (15) Pc21/c (14.84) 2/m1’ X X
1.145 Mn3Niz0Pg Fm3m (225) Camca (64.480) mmm1’ X X
1.146 LaCrAsO P4/nmm (129) P.45/nem (138.528) [4/mmml1’ X X
1147 |LizFe(SOa)2 P2, /c (14) P.21/c (14.80) 2/ml’ X =
1.148 CeO0s1.841r0.16 A1) Cmem (63) Panma (62.453) mmm1’ X X
1.149 Lag.sBio.2Mn2Os | Pbam (55) P.bam (55.361) mmm1’ X X
1.150 PrAg Pm3m (221) Pgmna (53.334) mmm1’ X X
1.151 Mnyg_375Coo.375 Feol Fsm3m (225) Pa21/c (14.83) 2/m1’ X X
1.152 CesNIn Pm3m (221) Po4b2 (117.305) 42m1’ G-wP X
1.153 MnzGaC Pm3m (221) R;3c (167.108) 3m1’ X X
1.154 NaFeSi>Og C2/c (15) Pc2i/c (14.84) 2/m1’ X X
1155  |LiFeSO.F P12 PsT (2.7) 7 X X
1156 |LaMu;CriOma | Im3 (204) Rr3 (146.12) 37 GwP X
1157 |FeFs(H20),H20 |P4/n (35) P21 /c (14.81) 2/ml’ X x
1.158 YMn3Al,O12 Im3 (204) Prnnm (58.404) mmm1’ X X
1159 |LLNi(WO.)>  |PL(2) Ps1 (2.7) 7 x x
1.160 UP Fm3m (225) Pr4/mnc (128.410) [4/mmm1’ X X
1161 |PrFes(BOs)a | R32 (155) R132 (155.48) 321 G-woP X
1.162 NdMg Pm3m (221) P.4/mcc (124.360)  |[4/mmm]1’ X X
1163 |TmPdln P62m (189) P.6 (174.136) 61 G-woP X
1164 |CosTeOs C2/c (15) Ps1 (2.7) 7 X X
1165  |NizTeOg R3 (146) R:3 (146.12) 37 G-woP =
1166 |LazLiOsOs P2, /n (14) Ps1 (2.7) 7 x x
1.167 NiS, Pa3 (205) Ps1 (2.7) 11’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.168 Sr2CuTeOg I4/m (87) C.2/c (15.90) 2/m1’ X X
1.169 CaCoGe20s6 C2/c (15) Pc21/c (14.84) 2/m1’ X X
1.170 TmsNigIng Pbam (55) C.m (8.36) ml’ G-wP X
T171 | ThaFe,5i,C C2/m (12) C.2/m (12.63) 2/m1 X x
1172 |NiTazOs Pdy/mnm (136) | Ayba2 (41.217) mm2l G-wP X
1.173 La0A375Ca.0A625MH )E’nma (62) Pbm021 (26.72) mm21' G-wP X
1.174 Lao,3330a0,657Mn )E’TL’ITLG, (62) Pbm021 (26.72) mm21' G-wP X
1.175 Lag 333Cag 667 MnQRbnm (62) Pymn2; (31.129) mm21” G-wP X
1.176 YbCoszSiz I4/mmm (139) I.bea (73.553) mmm1’ X X
1.177 SI"QCHWOG ]4/777, (87) PsT (27) Tll X X
1.178 CU1,07M1’10‘9302 CZ/m (12) PsT (27) Tll X X
1.179 NdCoAsO P4/nmm (129) P,nma (62.450) mmm1’ X X
1180  |NasCo:Sb0s | C2/m (12) Ps1 (2.7) T X X
1181  |BasFo;O7F P2, /m (11) P.2: /m (11.55) 2/m1 X X
1182 |TIMnOs Pm3m (221) Ps1 (2.7) U x x
1183  |FeDSs C2/m (12) C.2/m (12.63) 2/m1 X X
1.184 NazCo2TeOsg P6322 (182) Pc212121 (19.29) 22217 G-woP X
1185 |GeCuz0s T4, Jamd (141) 7.42d (122.338) ml G-wP x
1186 |StRuz0g P31m (162) P.31m (162.78) Iml’ X X
1.187 TbRhSis I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.188 CeRh2Sis I14/mmm (139) Camca (64.480) mmm1’ X X
1.180 | ThMgs Fm3m (225) R3¢ (167.108) Sml’ x x
1.190 YCI‘(BO3)2 Rg (148) Psi (27) Tll X X
1101 |HoCr(BOs)s R3 (148) Ps1 (2.7) 5y X X
1.192 SmMn»Os5 Pbam (55) Pymc2; (26.72) mm21’ G-wP X
1193  |CrTes P21/c (14) Ps1 (2.7) 5Y X X
1194 |Niwo;, P2/c (13) P.2/c (13.70) 2/ml’ X X
1.195 ErsNioIn Cmmm (65) Comem (63.467) mmm1’ X X
1196 |MnV2Oq Pben (60) Pa21/c (14.80) 2/m1 X X
1197 |FesSizSn7Ors | P3ml (164) C.2/m (12.63) 2/ml’ x X
1.198 Ni; .64Co0.36 Mny 23 Bhiymanm (139) Prd;/mnm (136.506) [4/mmm1’ X X
1199 |ScaNiMnOg P2, /c (14) P.2: ¢ (14.80) 2/m1’ X X
1.200 UzNizSn P4/mbm (127) Cemem (63.466) mmm1’ X X
1.201 CraReOg P4y /mnm (136) P,21/c (14.80) 2/m1’ X X
1202 |CrReOs C2/m (12) C.2/c (15.90) 2/m1 X x
1203 |NizSiOs Prma (62) P.2,/c (14.82) 2/m1 X X
1204 |NipSiOg Prma (62) P2, Jc (14.82) 2/m1’ X X
1205  |Dy2Fe;SiaC C2/m (12) C.2/m (12.63) 2/m1’ X X
1206 |Dy2Fe;SisC Cc2/m (12) Ps1 (2.7) U x X
1.207 UzRhySn P4/mbm (127) P.45/mbc (135.492) [4/mmm1’ X X
1.208 UAs Fm3m (225) Pr4/mnc (128.410) |4/mmm]1’ X X
1209  |Fel, P3ml1 (164) C.2/c (15.90) 2/m1 x x
1.210  |FePSes R3 (148) Ps1 (2.7) v x x
1211 |Dy20.8 P3ml (164) C.2/c (15.90) 2/m1 x x
1212 |Dy20s5¢ P3ml (164) C.2/c (15.90) 2/m1 x x
1213 |Ho,055¢ P3m1 (164) Pa2/c (13.73) 2/ml’ X X
1214 |Yb20s5¢ P3ml (164) C.2/c (15.90) 2/m1’ x X
1.215 UP» P4/nmm (129) P.4/ncc (130.432)  [4/mmm1’ X X
1.216 Nd>BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.217 Th2BaNiOs Immm (71) C.2/c (15.90) 2/m1’ X X
1.218 Tm,BaNiOs Immm (71) Pg1 (2.7) 11 X X
1219 |CuF, P2, /c (14) Ps1 (2.7) K x X
1.220 YBasFe30s.0s P4/mmm (123) Iymma (74.562) mmm1’ X X
1221  |YBasFesOrgs | Pmmm (47) C2/m (12.64) 2/m1 X X
1.222 Er,CoGas P4/mmm (123) P,mma (51.298) mmm1’ X X
1.223 Tm>CoGas P4/mmm (123) Commm (65.489) mmm1’ X X
1.224 CoNb2Og Pbcn (60) P.21212¢ (19.28) 22217 G-wP X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.225 ScMngGeg_ P6/mmm (191) P.6/mcc (192.252)  [6/mmm]1’ X X
1.226 CeCo2GesO12 P4 /nbm (125) Pynna (52.315) mmm1’ X X
1227  |CaxCrz0s T2mb (46) Po2; (4.12) 21 G-woP X
1228 |RuCl C2/m (12) Pc2/m (10.49) 2/mT’ X X
1229 |BaMoP;0s C2/m (12) Ps1 (2.7) 5y x x
1230  |NiPSs C2/m (12) Pc21/m (11.57) 2/m1’ X X
1231 |NiPSs C2/m (12) Ps1 (1.3) 5y G-wP X
1232 |CubnSh F43m (216) C.c (9.40) ml’ G-woP x
1.233 CuMnSb F43m (216) R;3c (161.72) 3ml’ G-woP X
1.234 CaQSI‘QII‘OG Rg ( 8) PsT (27) Tll X X
1.235  |Ba(Ti0)Cua(PO4)P422:2 (90) P.422,2 (04.132) _ |4221 G-woP X
1.236 ErFeCuGesO12 | P4/nbm (125) P.4/nnc (126.384)  [4/mmm1’ X X
1237 |VCL P3ml (164) P.31c (159.64) 3m1’ G-wP x
1.238 VBra P3m1 (164) P.31c (159.64) 3ml’ G-wP X
1239  |Mnbrs P3ml (164) C.2/m (12.63) 2/m1 x x
1240  |Fel, P3ml (164) Ps1 (2.7) T x x
1241 |FeClL R3m (166) Rr3c (167.108) Il X X
1242 |FeDBr, P3ml (164) P.3cl (165.96) Sl x x
1.243 Sr2Co0s0g 2/m (12) Ps1 (2.7) 11 X X
1244 |CrCl R3 (148) Ps1 (2.7) 7 X >
1.245  |CoBrs P3ml (164) C.2/c (15.90) 2/m1’ x x
1246 |CoCl, R3m (166) C.2/c (15.90) 2/m1 x X
1247 |NiCl R3m (166) C.2/c (15.90) 2/m1 x x
1248 |NiBr, R3m (166) C.2/c (15.90) 2/ml’ x x
1.249 K-NiF, I4/mmm (139) Camca (64.480) mmm1’ X X
1250  |KNiFs Pm3m (221) T.4/mem (140.550) | 4/mmml’ x x
1.251 NdCoz P> I4/mmm (139) P.4/mcc (124.360)  [4/mmm1’ X X
1.252 CaCo2P2 I4/mmm (139) Prmmn (59.416) mmm1’ X X
1.253 CeCo2P2 I4/mmm (139) Prd/nnc (126.386)  [4/mmm1’ X X
1.254 UNiGas P4/mmm (123) I.4/mem (140.550) [4/mmm1’ X X
1.255 UPtGas P4/mmm (123) P.4/mcc (124.360) [4/mmm1’ X X
1256 |BaNi;V20s R3 (148) Psl (2.7) U x x
1957  |BaNizAs:0s R3 (143) Ps1 (2.7) 5y x x
1.258 Cu:;COQSbOG 02/6 (15) Pch/C (14.84) 2/7711/ X X
1259  |CusNi;SbOg C2/c (15) Po2/c (13.74) 2/ml’ X X
1260 |NaMnGe;05  |C2/c (15) PsT (2.7) 7 x X
1.261 NpRhGas P4/mmm (123) P.4/mcc (124.360) [4/mmm]1’ X X
1.262 NpRhGas P4/mmm (123) C.mem (63.466) mmm1’ X X
1.263 CazRu207 Bb2;m (36) Pcna2; (33.154) mm21’ G-woP X
1.264  |CoDSs C2/m (12) Pc21/m (11.57) 2/m1 X X
1265 | CubnSb Fi3m (216) Rr3c (161.72) 3ml’ G-woP X
1266 |SmFes(BO3)s | R32 (155) Ps1 (1.3) Ny G-woP X
1.267 Dy2CosAlg Cmem (63) Aomm2 (38.192) mm21’ G-wP X
1268 |FeosTiSes 72/m (12) C.2/c (15.90) 2/m1 X X
1269  |FegsTiSes 72/m (12) C.2/c (15.90) 2/m1’ X X
1270 |Fep.25TiSe F2/m (12) C.2/c (15.90) 2/m1 X X
1.271 CeSbTe P4/nmm (129) P.4/ncc (130.432)  [4/mmm1’ X X
1.272 CeNiAsO P4/nmm (129) P,2, (4.10) 217 G-wP X
1.273 Pro.5Sr0.5sMnO3  |[I4/mem (140) Camem (63.468) mmml1’ X X
1.274 DyFeWOsg Pna2; (33) Coac (9.41) ml’ G-woP X
1.275 BagCosClO15.5 |P6m2 (187) P.6c2 (188.220) 6m21’ G-woP X
1.276 Nag.5Lio.5s FeGea OsP2; /¢ (14) P,2,/c (14.80) 2/m1’ X X
1.277 LiFeCrsOs F43m (216) I4m’2' (119.319) 42'm/ BW-woP v
1278 |[Cu(NCS), P12 Ps1 (2.7) 5y x x
1.279 Ho2Cu2 05 Pna2; (33) P,2; (4.10) 217 G-woP X
1.280 YbyCuz05 Pna2, (33) c (7.27) ml’ G-woP X
1.281 YBaCuFeOs Pamm (99) Fsmm?2 (42.223) mm21” G-woP X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.282 YBaCuFeOs P4/mmm (123) Ca2/m (12.64) 2/m1’ X X
1283 |YBaCuFeOs | P4/mmm (123)  |Ca2/m (12.64) 2/m1 X X
1284 |YBaCuFeOs PA/mmm (123) | Ca2/m (12.64) 2/ml’ X X
1.285 YBaCuFeOs P4/mmm (123) Fsmmm (69.526) mmm1’ X X
1.286 F62(0204)3A4H20 PT (2) Psi ( ) Tll X X
1287 |V.0s T2/a (15) Pc2:/c (14.84) 2/mT X X
1.288 CePd2Siz I4/mmm (139) Cacem (66.5) mmml1’ X X
1.289 CePd2Ges I4/mmm (139) Cacem (66.5) mmm1’ X X
1.290 CeRh;Sis I4/mmm (139) Camca (64.480) mmm1’ X X
1.291 CeAusSia I4/mmm (139) Pr4/mnc (128.410) [4/mmm]1’ X X
1.292 HoNizB,C I4/mmm (139) Camca (64.480) mmm1’ X X
1203 |NdNizB,C T4/mmm (139) C.2/c (15.90) 2/mT X X
1.294 HoNixBoC I4/mmm (139) Cameca (64.480) mmml1’ X X
1.295 DyNi»B>C T4/mmm (139) Camca (64.430) mmm1’ X X
1.296 PrNi;B,C I4/mmm (139) Camca (64.480) mmm1’ X X
1097 |CuFes(P207)2 | P21/n (14) P21 /c (14.80) 2/ml’ X X
1298 |BaCdVO(PO4)s |Pbea (61) Pyna2; (33.150) mm21’ G-wP x
1299 |GdMnsOs Pbam (55) Paca2; (29.104) mm2l’ G-wP =
1300 |GdMnsO; Pham (55) Paca2; (29.104) mm21’ G-wP =
1301 |BiMnTeOq P2, /c (14) P.21/c (14.80) 2/ml’ X X
1302 |BazCoOs P2, /n (14) P2 /c (14.80) 2/ml X X
1.303 DysRuyAlio P63 /mmc (194) C.2/c (15.90) 2/m1’ X X
1304 |ZnMnOs R3 (143) Ps1 (2.7) 7 X X
1.305 MnsSis P63 /mem (193) Pcben (60.431) mmm1’ X X
1306 |NaxBaMn(VO4)s |C2/c (15) Po2:/c (14.84) 2/mi’ X X
1307 |MnsSis P6s/mem (193) | Ps1 (1.3) T G-wP X
1.308 MnBisTey R3m (166) R;3c (167.108) 3m1’ X X
1309  |MnBiyTe, R3m (166) R3¢ (167.103) 31’ X X
1.310 | MnDBisTer P3ml (164) P.3c1 (165.96) Il x x
1311 |BaMo(POs)2 _ |C2/m (12) Ps1 (2.7) 7 x x
1.312 HoNi;B,C I4/mmm (139) Camca (64.480) mmm1’ X X
1.313 GdFeZnGesO12 | P4/nbm (125) Pynna (52.315) mmml1’ X X
1314 |NaFeSiOg c2/c (15) P2 e (14.84) 2/ml X X
1315 |MnoslCuy1oWO, P2/c (13) P.2/c (13.70) 2/ml’ X X
1.316 Lag.25Pro.75 Co2Po I4/mmm (139) P.4/mcc (124.360) [4/mmm1’ X X
1.317 LaOA25Pr0A75COQP2 I4/mmm (139) CCQ/C (1590) Q/mll X X
1.318 SraRug.95Fe0.0504) I4/mmm (139) C.mca (64.478) mmm1’ X X
1.319 SraRup.05Fe0.0504) I4/mmm (139) C.mem (63.466) mmm1’ X X
1320 |Sr2FeWOs P2:/n (14) Ps1 (2.7) 7 x x
1321 |BasFeWOs T4/m (87) Ps1 (2.7) 7 x x
1322 |St2FeWO,N T4/m (87) Ps1 (2.7) 7 x x
1323 |CoGeOs C2/c (15) P21 /c (14.84) 2/mT x x
1324 |DyMu,0s Pham (55) P.caZ; (29.104) mm2l’ G-wP X
1.325 PrMn,Os Pbam (55) P.c (7.28) ml’ G-wP X
1.326 PrMn»Os Pbam (55) Pynma (62.451) mmm]1’ X X
1.327 LaMn>Os5 Pbam (55) P.bam (55.361) mmm1’ X X
1328 |Yb,CoMnOs | P21/c (14) P.2; (4.10) 21 G-wP X
1329 | YbLuCoMnOg | P2;/c (14) P.2; (4.10) 27 G-wP X
1330 |LuzCoMnOg P2, /c (14) P.2; (4.10) 21 G-wP X
1.331 Liol31Na(),69FeG62(P621/C (14) Pa21/c (14.80) 2/m1' X X
1.332 Lio‘gzNao,7gFeG62@2/C (15) P021/c (14.84) 2/m1' X X
1.333 | YboPda(Ino.sSno.qP4/mbm (127) PoA/mbm (127.396) |4/mmm1’ x x
1.334 ProPd>In P4/mbm (127) Pynma (62.451) mmm1’ X X
1.335 NdsPd2In P4/mbm (127) P.mc2, (26.73) mm?21’ G-wP X
1.336 TbyPd3.05Sn0.95 | P4/mbm (127) Pynma (62.451) mmml1’ X X
1.337 UsPd2.355n0.65 P4/mbm (127) P.4/mnc (128.408) [4/mmm1’ X X
1.338 UsNipIn P4/mbm (127) P.4/mnc (128.408) [4/mmm1’ X X
1339 |EuAss C2/m (12) C.2/m (12.63) 2/ml’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.340 LuMnO3 Pbnm (62) Pymn2; (31.129) mm21’ G-wP X
1.341 TmMnO3 Pnma (62) Pymn2, (31.129) mm?21’ G-wP X
1.342 COg(PO4)2 P21/C (14) Pa21/c (14.80) 2/m1' X X
1343 |BazCosO1a R3m (166) C.2/c (15.90) 2/ml’ X X
1344 |BaxCos01s R3m (166) C.2/m (12.63) 2/ml’ x x
1345 |NaMnF, P2, /c (14) P.21/c (14.80) 2/ml X X
1346 |TIMnF, T2/a (15) Po2/c (13.74) 2/m1’ X X
1347 |CuFeO, R3m (166) C.2/c (15.91) 2/ml’ X X
1.348 CuFeO, R3m (166) C.2/c (15.90) 2/m1’ X X
1.349 CoNb3Ss P6322 (182) Pp212:2 (18.22) 22217 G-woP X
1.350 Nd,BaCoOs Immm (71) C.2/c (15.90) 2/m1’ X X
1351  |BaxCosF-Cl P2, /m (11) P.2:/m (11.55) 2/mT X X
1352 |BasNipF7CI P2, /m (11) P.2: Jc (14.82) 2/ml’ X X
1.353 SmNiOg Pnma (62) Comc2; (36.178) mm21’ G-wP X
1.354 EuNiO3; Pnma (62) Camc2, (36.178) mm21’ G-wP X
1.355 DyGes Cmem (63) P,2:1/m (11.55) 2/m1’ X X
1.356 HosGey Cmem (63) Pgnna (52.318) mmm1’ X X
1.357 HosGey Cmcem (63) P.21/c (14.82) 2/m1’ X X
1.358 HoGe; 5 P6/mmm (191) Cemem (63.466) mmm1’ X X
1.359 Dy3Gey Cmem (63) P,21/m (11.55) 2/m1’ X X
1.360 DyGes .3 P6/mmm (191) Cemem (63.466) mmml1’ X X
1.361 DyGe Cmem (63) C.2/c (15.90) 2/m1’ X X
1.362 ErsGes Cmem (63) Pcbem (57.391) mmm1’ X X
1.363 | ThCuzSiz T4 mmm (139) Ps1 (2.7) 5K x x
1.364 HoCusSiz I4/mmm (139) Pg1 (2.7) 11 X X
1365 | ThCusSis T4 /mmm (139) PsT (2.7) 7 X X
1366 |HoCusSis T4 /mmm (139) C.2/m (12.63) 2/mT’ X X
1.367 Pus03 P3m1 (164) C.2/c (15.90) 2/m1’ X X
1.368 Th2NisSis Tbam (72) Prbam (55.364) mmm1’ X X
1.369 HFe;Ges I4/mmm (139) Cameca (64.480) mmm1’ X X
1.370 LioCuO, Immm (71) Prnnm (58.404) mmm1’ X X
1.371 Nd2NiO4 Cmce (64) Pcmna (53.335) mmml1’ X X
1.372 SraMnO2Ag; 5Seq| I4/mmm (139) Pr4/mnc (128.410) [4/mmm]1’ X X
1.373 LizNi2SbOsg C2/m (12) Ps1 (2.7) 11’ X X
1.374 HoNiGe Pnma (62) P.c (7.28) ml’ G-wP X
1.375 CeScGe I4/mmm (139) Pg1 (2.7) 11 X X
1.376 CeScGe I4/mmm (139) Camem (63.468) mmm1’ X X
1.377 CeScSi. I4/mmm (139) Pg1 (2.7) 11 X X
1.378 CeScSi. I4/mmm (139) Camem (63.468) mmm1’ X X
1.379 ErNiGe Pnma (62) P,2,/c (14.80) 2/m1’ X X
1.380 SroFeO3Cl P4/nmm (129) Pc42,m (113.273)  [42m1’ G-wP X
1.381 SroFeO3Br P4/nmm (129) Pc42ym (113.273) 42m1’ G-wP X
1382 |CaxFeO;Cl PA/nmm (129) Pcd2ym (113.273)  |[42ml’ G-wP x
1.383 CasFeO3Br P4/nmm (129) Pc42ym (113.273)  [42m1’ G-wP X
1.384 USbs P4/nmm (129) P.4/nce (130.432) 4/mmm1’ X X
1.385 SroFeO3F P4/nmm (129) Pc42,m (113.273)  |42m1’ G-wP X
1.386 SroFeOsF P4/nmm (129) 1.42m (121.332) 42m1’ G-wP X
1387 |SraFeOsF PA/nmm (129) Pcd2m (111.257)  |[42ml’ G-wP x
1.388 LasNiOsF, Ccem (66) Pamna (53.333) mmm1’ X X
1.389 Sr2Co03Cl1 P4/nmm (129) Pgcem (49.274) mmm1’ X X
1.390 La2N103F1,93 02/0 (15) P021/c (1484) 2/m1' X X
1.391 FeoMnBOs Pbam (55) Pynma (62.451) mmm1’ X X
1.392 KCuMnS; I4/mmm (139) Cammm (65.490) mmm]1’ X X
1.393 Pb,BaCuFeOsBr | P4/mmm (123) Iymma (74.562) mmm1’ X X
1.394 PbaBaCuFeO5Cl | P4/mmm (123) Iymma (74.562) mmm1’ X X
1.395 NdCeBaCuFeO7 |I4/mmm (139) Cacem (66.5) mmm1’ X X
1.396 NdCeBaCug.9Co1 ifd7/mmm (139) Camca (64.480) mmm1’ X X

Continued on next page

24


http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.340
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.341
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.342
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.343
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.344
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.345
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.346
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.347
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.348
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.349
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.350
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.351
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.352
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.353
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.354
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.355
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.356
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.357
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.358
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.359
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.360
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.361
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.362
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.363
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.364
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.365
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.366
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.367
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.368
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.369
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.370
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.371
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.372
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.373
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.374
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.375
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.376
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.377
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.378
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.379
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.380
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.381
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.382
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.383
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.384
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.385
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.386
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.387
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.388
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.389
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.390
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.391
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.392
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.393
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.394
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.395
http://webbdcrista1.ehu.es/magndata/index.php?this_label=1.396

TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1397  |CusMg(OD)sBrs | P3ml (164) C.2/m (12.63) 2/ml’ X X
1.398 PryCuOy I4/mmm (139) Cacem (66.5) mmm1’ X X
1.399 PryCuQy I4/mmm (139) Cacem (66.5) mmm1’ X X
1.400 ThAgs I4/mmm (139) Camca (64.480) mmm1’ X X
1.401 NdsPbs P63 /mem (193) Ppnma (62.454) mmm1’ X X
1.402 NdsPbs P65 /mcm (193) Pgnma (62.454) mmm1’ X X
1.403 LazCoO4 Cmce (64) Pcmna (53.335) mmm1’ X X
1.404 SroCuO2Cly T4/mmm (139) Camca (64.430) mmm1’ X X
1.405 LayCuO4 Bmeb (64) Pacen (56.374) mmm1’ X X
1.406 Nd>CuO4 T4/mmm (139) Caccm (66.5) mmm1’ X X
1.407 Nd2CuO4 I4/mmm (139) Camca (64.480) mmml1’ X X
1.408 Nd,CuO4 I4/mmm (139) Cacem (66.5) mmm1’ X X
1409 |NaMnOs C2/m (12) Ps1 (2.7) 7 x x
1.410 SraoFe1.9Cro.105 |Iecmm (74) Prmna (53.336) mmm1’ X X
1411 |BuMnob, P3ml (164) C.2/m (12.63) 2/ml’ x x
1412 |AurAlLaThis  |Im3 (204) Prn3 (201.21) m31’ X X
1.413 CesNixGer Cmmm (65) Pcmmn (59.415) mmm1’ X X
1.414 CeNiGes Cmmm (65) Pcmmn (59.415) mmml1’ X X
1.415 ThoPdaIn P4/mbm (127) Camca (64.479) mmm1’ X X
1416 |Th,055 P3ml (164) C.2/c (15.90) 2/ml’ X X
1417 |Thy05¢ P3ml (164) C.2/c (15.90) 2/ml’ X X
1418 |CwiOs T4, Jamd (141) T.12m (121.332)  |42ml GwP X
1.419 Gdlng Pm3m (221) Pc4/mbm (127.397) [4/mmm1’ X X
1.420 YBasCu3Os P4/mmm (123) Co,mmm (65.489) mmm1’ X X
1.421 NdRh2Siz I4/mmm (139) Prd/mnc (128.410) [4/mmm]1’ X X
1.422 ErRhSis I4/mmm (139) Prnnm (58.404) mmm1’ X X
1.423 UPbs Pm3m (221) P.4/mcc (124.360)  |4/mmm1’ X X
1424 |UCus F43m (216) Rr3c (161.72) 3m1’ G-woP X
1.425 UGeTe I4/mmm (139) Pr4/nnc (126.386)  [4/mmml1’ X X
1.426 UGeS P4 /nmm (129) P.4/nce (130.432)  [4/mmm]1’ X X
1.427 HoCosGes I4/mmm (139) Prd/mnc (128.410) [4/mmm1’ X X
1.428 UN Fm3m (225) Pr4/mnc (128.410) |[4/mmm1’ X X
1.429 BaFesSes Pnma (62) C,m (8.36) ml’ G-wP X
1430 [Mus(VOa)2(OM)4| C2/m (12) Po2/c (13.71) 2/ml’ X X
1431 |CazMm30s C2/m (12) Ps1 (2.7) 7 X x
1.432 BasLuRuOg Fm3m (225) Cameca (64.480) mmml1’ X X
1.433 Bas YRuOg Fm3m (225) Cameca (64.480) mmm1’ X X
1.434 Feq 05 Te P4/nmm (129) P,21/m (11.55) 2/m1’ X X
1435 |FepoTe PA/nmm (129) P.21/m (11.55) 2/ml’ = =
1436 |Fey 105 Tc PA/nmm (129) Ps1 (2.7) 7 x x
1.437 Feq 065 Te P4/nmm (129) Pg1 (2.7) 11 X X
1438 |BaCoF, A2;am (36) P.21 (4.10) 21 G-woP X
1.439 BaCoF4 A21am (36) Pyca2; (29.105) mm?21’ G-woP X
1440 |CiPS, 2 (5) C.2 (5.16) 27 G-woP X
1441 |NaFe3(SO1)2(OH|gR3m (166) Ri3c (167.108) ST’ X X
1.442 URusSiz T4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.443 Gd2BaCuOs Pnma (62) P,ca2, (29.104) mm21’ G-wP X
1.444 Er Pt Pnma (62) P,na2; (33.149) mm21” G-wP X
1.445 Y2BaCuOs Pnma (62) P,2,/c (14.80) 2/m1’ X X
1.446 CeCoAly Pmma (51) C.meca (64.479) mmm1’ X X
1.447 CesNioSnr Cmmm (65) Pcmmn (59.415) mmm1’ X X
1.448 HoSi Cmem (63) Ca2/c (15.91) 2/m1’ X X
1.449 LigCquOg PT (2) Psi (27) Tll X X
1.450 PreFei13Sn I4/mem (140) Prben (60.432) mmm1’ X X
1.451 NdgFe13Sn I4/mem (140) Prd/mcc (124.362)  [4/mmm1’ X X
1.452 FeSn P6/mmm (191) C.mem (63.466) mmm1’ X X
1.453 EuMn;Siz I4/mmm (139) Pr4/nnc (126.386)  [4/mmm]1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.454 MngNi;6Siz Fm3m (225) Cameca (64.480) mmm1’ X X
1.455  |MngNieSiy Fm3m (225) Pa2:/c (14.83) 2/m1’ x X
1.456 SroCuO2CusSe [ I4/mmm (139) 1.42d (122.338) 42m1’ G-wP X
1.457 NdNiMg;s P4/nmm (129) Pgcca (54.350) mmm1’ X X
1.458 CsCozSes I4/mmm (139) Camem (63.468) mmm1’ X X
1459  |CoFes(BO3)s | R32 (155) C.2 (5.16) 2T G-woP X
1.460 PrCuSi P63 /mmc (194) Pcben (60.431) mmml1’ X X
1.461 Sr2CrazAsaOq I4/mmm (139) P14 /mnm (136.506) [4/mmm1’ X X
1462 |LazCoPtOg P2, /n (14) P21 /c (14.80) 2/m1’ X X
1.463 SroFe3Ses O3 Pbam (55) C.mc2; (36.178) mm21’ G-wP X
1.464 U2NqoP P3ml (164) P.3c1 (165.96) 3m1’ X X
1.465  |U2NoAs P3ml (164) P.3cl (165.96) Sl x x
1.466 MnPto.5Pdo.5 P4/mmm (123) Cymma (67.509) mmm1’ X X
1.467 Tbo.cYo.4aRhIns | P4/mmm (123) C.mma (67.509) mmm1’ X X
1.468 TbhMn2Sis I4/mmm (139) Prd/nnc (126.386)  [4/mmm1’ X X
1.469 YMn,Sia I4/mmm (139) Prd/nnc (126.386)  [4/mmm1’ X X
1470 |UCr.Sh C2/m (12) C.2/c (15.90) 2/mT’ X X
1471 |BuCdsAss P3ml (164) C.2/m (12.63) 2/ml’ x x
1472 |CaOFeS P6sme (186) Poca2s (29.109) mm21’ G-woP x
1.473 CuBr(C4HaN3 )2 (BP4)nbm (125) Pynna (52.315) mmm1’ X X
1.474 CuCl(C4H4No2)2 (BP4A)/nbm (125) Pynna (52.315) mmm1’ X X
1.475 DyNiAly Cmem (63) Panma (62.453) mmm1’ X X
1476 |BasCoO4 P2 /n (14) Pa21/c (14.80) 2/ml’ = =
1477 [BazCo0y P21 /n (14) P21 /c (14.80) 2/ml’ X X
1.478 CoTiz05 Cmcem (63) P,2;/m (11.55) 2/m1’ X X
1.479 U2NizaSn P4/mbm (127) P.45/mbc (135.492) [4/mmm]1’ X X
1.480 anCOReOa P21/n (14) Psi (27) Tll X X
1.481 LaSrzFesOg Cmcem (63) Pcbem (57.391) mmm1’ X X
1482 |BraFesSinC C2/m (12) Ps1 (2.7) 7 X X
1.483 Eug.5Cag.5Fea Asy | Fmmm (69) Camca (64.480) mmml1’ X X
1.484 LioMnGeO4 Pmn2, (31) Coc (9.41) ml’ G-woP X
1485  |MnsTeOs P2,/c (14) P.21/c (14.80) 2/ml X X
1.486 CeRhAl4Si> P4/mmm (123) P.4/mcc (124.360)  [4/mmm]1’ X X
1.487 CelrAl;Siz P4/mmm (123) P.4/mcc (124.360)  [4/mmm]1’ X X
1.488 CeMn2Sia I4/mmm (139) Prd/nnc (126.386)  [4/mmm1’ X X
1.489 CeMn,Siy I4/mmm (139) Prd/nnc (126.386) [4/mmm1’ X X
1.490 CeMnySia I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.491 PrMn»Sis I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.492 PrMnySia I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.493 NdMn,Sis I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.494 NdMn,Sis I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.495 YMn,Sis I4/mmm (139) Pr4/nnc (126.386)  [4/mmml’ X X
1.496 YMn,Ges I4/mmm (139) Prd/nnc (126.386) [4/mmm1’ X X
1.497  |BuMg:Biz P3ml (164) C.2/m (12.63) 2/ml’ x x
1.498 Cua(Si03)6(H20) Rg (148) R[g (148.20) gll X X
1499  |CsFe(MoOa)2 | P3 (147) 7.3 (143.3) 37 G-wP X
1.500 SroCo02CusSe  [I4/mmm (139) Ps1 (2.7) 11 X X
1.501 Ba2xCo02CusSs  [I4/mmm (139) Ps1 (2.7) 11 X X
1502 |LisC025b05 C2/m (12) C.2/m (12.63) 2/ml’ X X
1503 |NdScSiCosHon |14 mmm (139) Prd/nnc (126.386) |4/mmm1’ x x
1.504 GdCuSn P63mc (186) Pcna2, (33.154) mm21’ G-woP X
1.505 GdAgSn P63mc (186) Pcna2, (33.154) mm21’ G-woP X
1.506 GdAuSn P6smc (186) Pcna2; (33.154) mm21” G-woP X
1.507 NdPdsAl, I14/mmm (139) P,nma (62.450) mmm1’ X X
1.508 Mn, AlB; Cmmm (65) Cemem (63.466) mmm1’ X X
1.509 Pd2,87Mn0,88 I4/mmm (139) PA21/C (14.83) Z/ml' X X
1.510 TbNizGea I4/mmm (139) P.4/mcc (124.360)  [4/mmm1’ X X
1.511 TbNi»Sis I14/mmm (139) Camca (64.480) mmm1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.512 ThCo2Siz I4/mmm (139) Prd/mnc (128.410) [4/mmm1’ X X
1.513 HoCosSi2 I4/mmm (139) Prd/mnc (128.410) [4/mmm1’ X X
1.514 HoCosSia I4/mmm (139) Prd/mnc (128.410) [4/mmm1’ X X
1.515 ErCozSiz I4/mmm (139) Pa2;/c (14.83) 2/m1’ X X
1.516 ErCosSiz I14/mmm (139) Prnnm (58.404) mmm1’ X X
1517  |DyBes Fm3c (226) C1222, (20.37) 2221 G-wP x
1518 |ThBes Fm3c (226) C222, (20.37) 2221 G-wP x
1.519 CoSOy4 Cmcem (63) Pcben (60.431) mmml1’ X X
1.520 NiSO4 Cmem (63) Pcben (60.431) mmm1’ X X
1.521 FeSO4 Cmem (63) Pcben (60.431) mmm1’ X X
1522 |CrvOs Cmem (63) P (2.4) T x 7
1.523 VPO4 Cmem (63) P.nma (62.452) mmm1’ X X
1.524 InMnOs3 P63cm (185) P.31c (159.64) 3ml’ G-woP X
1.525 InMnO3 P63cm (185) P.31m (157.56) 3m1’ G-woP X
1526 |LiCoF, P2, /c (14) P.2:/c (14.80) 2/ml’ X X
1.527 CsNiF's P63 /mmc (194) Pgnnm (58.402) mmm1’ X X
1.528 BizFesOg Pbam (55) Ca2/m (12.64) 2/m1’ X X
1520 | MnBigTel0 R3m (166) R3¢ (167.108) Il X X
1.530 CeCay I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.531 PrC, I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.532 NdCs I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1533 |ThC, T4 /mmm (139) P.222; (17.12) 2221 G-wP X
1.534 HoCs I4/mmm (139) P,mma (51.298) mmm1’ X X
1.535 UPd>Ges I4/mmm (139) P.4/ncc (130.432)  [4/mmm1’ X X
1.536 UPdSiz I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.537 URh,Sis I4/mmm (139) Pr4/mnc (128.410) [4/mmm1’ X X
1.538 BasMnTeOg R3m (166) Pa2q/c (14.83) 2/m1’ X X
1.539 KMnP P4 /nmm (129) P.45/nem (138.528) [4/mmm]1’ X X
1.540 KMnP P4/nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1.541 RbMnP P4 /nmm (129) P.45/nem (138.528) [4/mmm]1’ X X
1542 |RbMnD PA/nmm (129) Pody /nem (138.528) |4/mmmT X X
1.543 RbMnAs P4 /nmm (129) P.45/nem (138.528) [4/mmm]1’ X X
1544 |RbMnAs P /nmm (129) Pods /nem (138.528) |4/mmmT X X
1.545 RbMnBi P4/nmm (129) P.45/nem (138.528) [4/mmml1’ X X
1.546 CsMnBi P4/nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1.547 CsMnP P4/nmm (129) P.4>/ncem (138.528) [4/mmm1’ X X
1.548 CsMnP P4/nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1549 |UsNigln PA/mbm (127) PoA/mnc (128.408) |4/mmml’ x x
1.550 LiMnAs P4 /nmm (129) P.45/nem (138.528) [4/mmm]1’ X X
1.551 LiMnAs P4 /nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1.552 LiMnAs P4/nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1.553 KMnAs P4/nmm (129) P.45/nem (138.528) [4/mmm1’ X X
1.554 KMnAs P4/nmm (129) P.45/nem (138.528) [4/mmml1’ X X
1.555 Mn;3By Immm (71) Prnnm (58.404) mmm1’ X X
1.556 FeSns I4/mem (140) Prben (60.432) mmml1’ X X
1.557 FeGes 14/mem (140) Prben (60.432) mmm1’ X X
1.558 MnSn, I4/mem (140) Cacca (68.520) mmm1’ X X
1.559 MnSn, I4/mem (140) C.ccm (66.498) mmm1’ X X
1560 |GeNizOs Fd3m (227) C.2/m (12.63) 2/ml’ X X
1561 |GeNizO4 Fd3m (227) C.m (8.35) ml’ G-wP x
1562 |GeNizOy Fd3m (227) C.2 (5.16) 21 G-wP x
1563 |GeNizOy Fd3m (227) Com (8.35) ml’ G-wP X
1564 |GeCoy04 Fd3m (227) C.2 (5.16) 2T G-wP X
1.565 Pb2Co0s0g P2, /n (14) c (7.27) ml’ G-wP X
1.566 BasYbRuOg Fm3m (225) Pr4/mnc (128.410) [4/mmm1’ X X
1.567 BasTmRuOg Fm3m (225) Pr4/mnc (128.410) [4/mmm1’ X X
1.568 GdCusSis I4/mmm (139) Cc.2/m (12.63) 2/ml’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.569 SrRu20s P31m (162) P.31m (162.78) 3ml’ X X
1570 |LasOsO7 Cmem (63) P.2:/m (11.55) 2/mT’ X X
1.571 Laz0sO7 Cmcem (63) P,2,/m (11.55) 2/m1’ X X
1.572 Laz sCag.2o0s07 |[Cmem (63) P,2:/m (11.55) 2/m1’ X X
1573 |FeSOs Pbnm (62) P.2,/c (14.82) 2/ml’ X X
1574 |NdBiPt Fi3m (216) Prn2 (118.314)  |42m1’ G-woP X
1.575 ErRh Pm3m (221) P,mma (51.298) mmml1’ X X
1576 |Yb,055 P3ml (164) C.2/m (12.63) 2/ml’ X X
1.577 SrNd2O4 Pnam (62) P,21/c (14.80) 2/m1’ X X
1578 |KErSe, R3m (166) C.2/m (12.63) 2/m1’ X X
1579 |NiTiOs R§ (148) Ps1 (2.7) 7 X x
1580  |NiTiOs R3 (148) Ps1 (2.7) iy X X
1.581 FeTiO3 R3 (148) Rr3 (148.20) 31 X X
1582 |Feoo1s0 Fm3m (225) R13c (167.108) Il x x
1.583 La;.5Cag.5Co04 |Cmm2 (35) P.c (7.28) ml’ G-woP X
1.584 PrFeAsO Cmme (67) Pgcca (54.350) mmm1’ X X
1.585 PrFeAsO Cmme (67) Pgcca (54.350) mmm1’ X X
1.586 PrFeAsO Cmme (67) Pacc2 (27.85) mm21” G-wP X
1.587 NdFeAsO Cmme (67) Pa2/c (13.73) 2/m1’ X X
1.588 NdFeAsO Cmme (67) I.bca (73.553) mmm1’ X X
1.589 F60,967Nb386 P6322 (182) P‘321212 (18.21) 2221/ G-WOP X
1.590 Pbo,gBio,zF@oﬁzg\NB@@E@B (221) 164/mcm (140.550) 4/mmm1’ X X
1501 |Pbo.7Bio.sFeo.70o WEma0m (221) T.4/mem (140.550) |4/mmml’ x x
1592 |Pb,NiOsOg P2, /n (14) c (7.27) ml G-wP X
1.593 BaCoSO Cmcem (63) P,bcm (57.386) mmml1’ X X
1.594 BaCoSO Cmem (63) P,bem (57.386) mmm1’ X X
1.595 CaCoSO P63mc (186) C.c (9.40) ml’ G-woP X
1.596 | ThCuSh, Pa/nmm (129) Ps1 (2.7) 7 X X
1.597 ThCuSbs P4/nmm (129) P,2:/m (11.55) 2/m1’ X X
1.598 Celr(Ing.o7Cdo.o3)pP4/mmm (123) I.4/mcem (140.550)  [4/mmm1’ X X
1599 [DyMn0s Pbam (55) Poc (7.29) ml GwP X
1600  |BisFe;0iF | Pdy/mbe (135) Po42/n (36.73) 4/ml’ = X
1601 |BigFesO sk P, /mbe (135) PcA2/n (86.73) 4/m1’ X X
1602 |BisFesOuF | Pda/mbe (135) Pc42/n (36.73) A/m?’ = =
1603 |BisFesOiF [ Pdy/mbe (135) PoA2/n (36.73) 11’ X =
1604 |BigFesO1F | Pdy/mbe (135) Pc2/n (36.73) A/ml’ = X
1605 |BiglesOgsl P /mbc (135) Pc42/n (86.73) A/m1’ X X
1606 |BigFesO sk P, /mbe (135) Pcd2/n (36.73) A/ml > X
1607 |BisFe;OsF | Ply/mbe (135) Po42/n (36.73) 1/m1’ = x
1608 |BisFesOsF | Ply/mbe (135) Po42/n (36.73) 1/m1’ x X
1609  |BisFesO sk P, /mbe (135) Pcd2/n (36.73) A/ml X X
1610 |BigFesO1sF | Pdy/mbe (135) Pc2/n (36.73) A/ml’ = =
1611 |BigFesO sk P, /mbe (135) Pca2/n (86.73) A/m1’ X =
1612 [BisFesOiF [ Pdy/mbe (135) Pc42/n (36.73) A/m?’ = =
1613 |BisFesO1F | Pdy/mbe (135) Po12/n (36.73) A/mT = =
1614 |BigFesO1sF | PAy/mbe (135) Pc2/n (36.73) A/ml’ = =
1615 |BigFesO sk P /mbc (135) Pc42/n (86.73) 4/m1’ X X
1616 |BisFesO1sk P, /mbe (135) Pcd2/n (36.73) A/ml X X
1.617  |LiFe(MoO4)2 | PI (2) Ps1 (2.7) 7 X X
1618 |CoO Fm3m (225) C.2/c (15.90) 2/m1’ X X
1.619  |MnS Fm3m (225) C.2/m (12.63) 2/ml’ x x
1.620 NdCu, Imma (74) Prnma (62.456) mmml1’ X X
1.621 La(Feo.01 Alo.o9)13| F'm3c (226) Pr4/mecc (124.362)  |4/mmm1’ X X
1622 |CoGeOs C2/c (15) Pc2:/c (14.84) 2/m1’ X X
1623 |BuMg,Bi; P3ml (164) C.2/m (12.63) 2/mi’ X X
1624 |EuSn.Ps R3m (166) C.2/m (12.63) 2/ml’ X X
1.625 SroFe3S203 Pbam (55) Pynma (62.451) mmm1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
1.626 SraFe3Sea O3 Pbam (55) Camc2; (36.178) mm21” G-wP X
1627  |KCeSs R3m (166) C.2/¢ (15.90) 2/ml’ X X
1.628 PrMnSi, Cmem (63) Pgnna (52.318) mmm1’ X X
1.629 FeGe P6/mmm (191) P.6/mcc (192.252)  [6/mmm1’ X X
1.630 LuMngSns P6/mmm (191) Cemem (63.466) mmml1’ X X
1.631 Y MneGes P6/mmm (191) P.6/mcc (192.252)  [6/mmm1’ X X
1.632 ErFesGeg Immm (71) Prnnn (48.264) mmm1’ X X
1.633 YFesSng Immm (71) Prnnn (48.264) mmm1’ X X
1.634 YFesGeg Cmem (63) Pgnna (52.318) mmml1’ X X
1.635 ErFesSis I14/mmm (139) P,nma (62.450) mmm1’ X X
1.636 ErMn,Si, I4/mmm (139) Pr4/nnc (126.386)  |[4/mmm1’ X X
1.637 ErMn,Sia I4/mmm (139) Pr4/nnc (126.386) [4/mmm1’ X X
1.638 ErMn,Ge, I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.639 ErMnyGey I4/mmm (139) Pr4/nnc (126.386) [4/mmm1’ X X
1.640 ErMnyGey I4/mmm (139) Pr4/nnc (126.386)  [4/mmm1’ X X
1.641 BagFeSi, O P42,m (113) Ceme2; (36.177) mm?21’ G-woP X
1.642 | TIFeS, C2/m (12) C.2/m (12.63) 2/ml X X
1.643 DyOCl P4/nmm (129) P,nma (62.450) mmm1’ X X
1.644 EuSnsAss R3m (166) C.2/m (12.63) 2/m1’ X X
1645 |NagCosTeOy | P6522 (182) Po212:2; (19.20) 2221 G-woP =
1.646 NasNis TeOg P65 /mcm (193) I,mm2 (44.234) mm21’ G-wP X
1.647 Nasg.4NixTeOg P63/mem (193) Panma (62.453) mmm1’ X X
1.648  |Nd20; P3ml (164) C.2/m (12.63) 2/ml’ X X
1.649  |SrsZnlrOg R3¢ (167) Po2jc (13.74) 2/ml’ X X
1.650 DyBaCuOs Pnma (62) P,21/c (14.80) 2/ml’ X X
1.651 HoBaCuOs Pnma (62) P,21/c (14.80) 2/m1’ X X
1.652 ThaNip 7sIn P/4mbm (127) Camca (64.479) mmm1’ X X
1653  |[FewO, P2jc (13) P.2/c (13.70) 2/m1’ X X
1654 |NiNb,Og Phben (60) P21 /c (14.81) 2/m1’ X X
1.655  |FeNb,Op Pben (60) P.2:12:12: (19.28)  |2221 GwP X
1.656 CoNb2Og Pben (60) P,21/c (14.80) 2/m1’ X X
1.657  |LuNiOs P2, /n (14) P.2: (4.10) 21 GwP X
1.658 DyGas R3m (166) C.2/c (15.90) 2/m1’ X X
1.659 MnClz(CO(NHz2)q)bba2 (45) Prca2, (29.110) mm21’ G-woP X
1.660  |FePbiSheSia | P2i/c (14) P.2:1/c (14.80) 2/ml’ X X
1661 |LazNiliOg P2, /n (14) Ps1 (2.7) 7 x x
1662 |LayNilrOg P21 /n (14) Ps1 (2.7) v x x
1.663 ThoNioIn Cmmm (65) Ca2/m (12.64) 2/m1’ X X
2.1 EuFesAs; I4/mmm (139) Pcbea (61.439) mmml1’ X X
2.2 SraFaFes OS, I4/mmm (139) Ca2/m (12.64) 2/m1’ X X
2.3 HoNiO5 P2, /n (14) P2, (4.7) 2 O-wP 7
2.4 Eu(Feo.52Coo.18) Ald /mmm (139) Cmm’m’ (65.486) m'm'm X v
2.5 MnsCuN Pm3m (221) P4/n (85.59) 4/m X v
2.6 Nd2CuO4 I4/mmm (139) Pcds /nnm (134.481) [4/mmm1’ X X
2.7 SmyCuOy T4/mmm (139) Pc4s /nem (138.529) [4/mmm1’ X X
2.8 SrHo204 Pnam (62) P2, /c (14.78) 2/m/ PT-wP X
2.9 Cas CuNi (POq)1 [O2/c (15) Ca2/c (15.01) 2 /mT’ X X
2.1 HoP Fm3m (225) C2' /¢ (15.89) 2" /m/ X v
2.11 TbMg Pm3m (221) Pmm’a’ (51.295) m'm'm X v
2.12 TbMg Pm3m (221) Pc'em’ (49.270) m'm'm X v
2.13 UP Fm3m (225) Pcds/nnm (134.481) [4/mmm]1’ X X
2.14 NdMg Pm3m (221) Pc4/nbm (125.373) |[4/mmm1’ X X
2.15 Mn3Nis0Pg Fm3m (225) Cmm/m’ (65.486) m'm'm X v
2.16 CesPdGes P45 /mme (131) Pm’ (6.20) m’ BW-wP v
2.17 PbaMng.6Cog.a WOPmcen (62) Pm/c2] (26.68) m'm2’ BW-wP v
2.18 SCQNiMIlOe P21/C (14) Psi (27) Ill X X
2.19 Mn;3ZnC Pm3m (221) I4/mm’m’ (139.537) [4/mm’m’ X v
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type LMO
2.20 UAs Fm3m (225) Pcods /nmm (134.481) [4/mmm1’ X X
2.21 ThOOH P2,/m (11) P2, /c (14.78) 2/m/ PT-wP X
2.22 FeTasOg¢ P4y /mnm (136) 1.41/a (88.86) 4/m1’ X X
2.23 SrzCOOgAgQSez I4/mmm (139) Pc42/n (8673) 4/m1/ X X
2.24 BaCoO2AgaSes |I4/mmm (139) Pc42/n (86.73) 4/ml’ X X
925 |S12000505 72/m (12) Psl (2.7) iy = =
2.26 PrCozP» I4/mmm (139) P4/mm’'m/ 4/mm’m/ X v
(123.345)
2.27 SraMn3zSb2Oo T4/mmm (139) Cm/cm (63.459) m'mm PT-wP X
2.28 NpNiGas P4/mmm (123) Imm’a’ (74.559) m'm'm X v
2.29 Mn3O4 141 /amd (141) PV'c'n (60.422) m'm'm X v
2.30 CeRh5Siy I4/mmm (139) Pgcca (54.350) mmm1’ X X
2.31 MusZnN Pm3m (221) Prben (60.432) mmm’ X X
2.32 DysRusAlL P6s/mme (194) | P3c1 (165.95) 3 X 7
2.33 NasMnsSey C2/m (12) Ps1 (2.7) 11’ X X
2.34 Lao,25P1‘0_75002P2 I4/mmm (139) C?'/m’ (12.62) 2’/m' X /
2.35 CrSe P63 /mmec (194) P31m’ (157.55) 3m/ BW-wP v
2.36 ThGes Cmcem (63) P.nma (62.452) mmm1’ X X
2.37 LasCurOre C2/c (15) Ps1 (2.7) 7 X x
2.38 PboMnWOg Pmc2; (26) Pmn2, (31.123) mm2 O-woP X
2.39 LaCaFeOy I4/mmm (139) Pc4s /nem (138.529) [4/mmm1’ X X
2.40 LaBaFeO4 I4/mmm (139) Pcdz/nem (138.529) [4/mmm1’ X X
2.41 LaSrFeOy4 I4/mmm (139) Pc4s/nem (138.529) [4/mmm1’ X X
2.42 LaSrFeOy4 I4/mmm (139) Pcds/nnm (134.481) [4/mmm]1’ X X
2.43 FeoMnBOs Pbam (55) Pb’am’” (55.358) m'm’'m X v
2.44 KCuMnS; I4/mmm (139) Pc4d/mmm 4/mmm1’ X X
(123.349)
2.45 PboBaCuFeOsBr | P4/mmm (123) P2 (3.6) 21 G-wP X
2.46 PbyBaCuFeOsCl | P4/mmm (123) Pc2 (3.6) 217 G-wP X
2.47 Y2SrCuFeOg.5 | Tbam (72) Pc’c'n (56.369) m'm'm X v
2.48 PraCuOy4 I4/mmm (139) Pcds/nnm (134.481) [4/mmm1’ X X
2.49 LasOsFe;0Sex  [T4/mmm (139) C.2/m (12.64) 2/m1’ X X
2.50 EuMnBi, I4/mmm (139) P45 /m'm/c 4" /m'm'm PT-wP X
(131.440)
2.51 EuMnBi, I4/mmm (139) Pm'n’2, (31.127) m'm'2 BW-wP v
2.52 Mn3O4 14, /amd (141) P’ (7.26) m’ BW-wP v
2.53 BasMn3SboO2  [I4/mmm (139) Cm’ma (67.503) m’'mm PT-wP X
2.54 SroCr3AssOg I4/mmm (139) Pc2y/c (14.84) 2/m1’ X X
2.55 SraoFe3Ses O3 Pbam (55) C.c (9.40) ml’ G-wP X
2.56 LazO2Fex 0S8, I4/mmm (139) Ca2/m (12.64) 2/m1’ X X
2.57 TbMnsSiz I4/mmm (139) Pmm/n’ (59.410) m'm'm X v
2.58 Lag.73Tho.27 MnaSid4/mmm (139) Pnnm’ (58.396) m'mm PT-wP X
2.59 MnsAs; C2/m (12) C2/c (15.85) 2/m X v
2.60 NdMn,Sis I4/mmm (139) Pmm/n’ (59.410) m'm'm X v
2.61 Feals(1,0),  |C2/m (12) 2/ (12.62) 2 m = 7
2.62 TbCrOs3 Pbnm (62) Pm'n’2, (31.127) m'm’2 BW-wP v
2.63 DyCrOs3 Pbnm (62) P27 /m’ (11.54) 2" /m/ X v
264 |DyCiOy Pbnm (62) P2, /m/ (11.54) S = %
2.65 UPd2Sis I4/mmm (139) P4/mm’m/ 4/mm’m’ X v
(123.345)
2.66 FeSn, I4/mem (140) Cc’ca (68.513) m’'mm PT-wP X
2.67 FeSny I4/mem (140) Pcben (60.431) mmm1’ X X
2.68 FeGes I4/mem (140) Pc’en (56.367) m'mm PT-wP X
2.69 Lag.5Cao.sMnO3 | Pnma (62) P,2;/m (11.55) 2/m1’ X X
270 |GdMg Prm3m (221) C2’ ] (15.89) 2 X 7
271 HoRh Prm3m (221) Po2i/m (11.57) 2/mi’ X X
272 |VNDb3Ss 76522 (182) C27'3; (20.33) 2972 BW-woD %
2.73 BaNd»ZnOs I4/mem (140) Pc4/nce (130.433)  [4/mmm1’ X X
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TABLE S1 — continued from previous page

BCS-ID |Formula Parent MSG MPG SHG type MO
2.74 BaDy204 Pnma (62) P2} (4.9) 2 BW-wP v
2.75 SI‘QFGgSQOg Pbam (55) PA21/C (14.83) 2/777,1/ X X
2.76 SraFesSex O3 Pbam (55) C.c (9.40) ml’ G-wP X
2.77 Eu,CuOy4 I4/mmm (139) Pcds /nem (138.529) [4/mmm1” X X
2.78 NdyCuQy I4/mmm (139) Pc4s /nnm (134.481) [4/mmm1’ X X
2.79 ProCuOg4 I4/mmm (139) Pcds/nnm (134.481) [4/mmm1’ X X
2.80 ErFesGeg Immm (71) Pm’m/n (59.409) m'm'm X v
2.81 ErMn,Si, I4/mmm (139) Pm’m’n (59.409) m'm'm X v
2.82 ErMnj,Siy I4/mmm (139) Pm’m/n (59.409) m'm’m X v
2.83 ErMn,Ges I4/mmm (139) Pm’m’n (59.409) m'm'm X v
2.84 ErMnyGey I4/mmm (139) Pm/m’n (59.409) m'm'm X v
2.85 HoBaCuOs Pnma (62) 21 /c (14.77) 2" /m PT-wP X
286 |FelaOg Ply/mnm (136) | I.41/a (83.86) 1jmT’ X x
3.1 TmAgGe P62m (189) P62m’ (189.224)  [6'm’2 BW-woP X
3.2 UO, Fm3m (225) Pn3m’ (224.113) m3m’ X X
3.3 HosRhlng P4/mmm (123) Cm’em’ (63.464) m'm'm X v
3.4 MgCr204 Fd3m (227) P42'm’ (111.255) 42'm/ BW-wP v
3.5 Feg.7Mng.3 Fm3m (225) Pn3m’ (224.113) m3m’ X X
3.6 DyCu Pm3m (221) Im3m’ (229.143) m3m’ X X
3.7 NpBi Fm3m (225) Pn3m’ (224.113) m3m’ X X
3.8 NdZn Pm3m (221) Prn3dn (222.103) m3ml’ X X
3.9 NpS Fm3m (225) Fsd3c (228. 139) m3m1’ X X
3.10 NpSe Fm3m (225) Fsd3c (228.139) m3ml’ X X
3.11 NpTe Fm3m (225) Fsd3c (228.139) m3m1’ X X
3.12 USb Fm3m (225) Pn3m’ (224.113) m3m’ X X
3.13 CeBg Pm3m (221) Comea (64.479) mmm1’ X X
314 |Feh P3ml (164) C2/m’ (12.62) 2 x v
3.15 Fel, P3ml (164) P3m’1 (164.80) 3/ X 7
3.16 Gd2Ti2O7 Fd3m (227) Fs43m (216.77) 43m1’ G-wP X
317 BaCusV20s(OD)} P312; (152) P31271 (152.35) 32/ BW-woP 7
318 |HoRh Pm3m (221) Pra3 (205.36) 3T = =
3.19 CoO Fm3m (225) I.41/acd (142.570) [4/mmm]1’ X X
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