Supplementary Materials

All 111 intermetallic compounds containing 4B-X3; clusters

Compound CRYSTMET/ICSD Code Compound CRYSTMET/ICSD Code
cF184 cl162

AlzoCeCrz 107751 (ICSD) (Als_glMglle11)5_s1 57968 (ICSD)
AbLCr.Er 104794 (ICSD) Mg.Zn;,Ga 165210 (CRYSTMET)
Al V, 108772 (ICSD) Mgs(AgiAls) 55636 (ICSD)
CeMoi.47ALo 53 101394 (CRYSTMET) Na; sAu,Si 122632 (CRYSTMET)
CeTiAly 101393 (CRYSTMET) Na733Au.6Ge 122633 (CRYSTMET)
CeCorAly 57562 (ICSD) Nas sAus»sSn 122634 (CRYSTMET)
CeMnsy(Als3Zn1s7) 416910 (ICSD) NaxAwoGe:s AL7317 (CRYSTMET)
CCan(IILuZIlls_}) 416918 (ICSD) NaszAUm_zSizg_x AL7316 (CRYSTMET)
DyMl’lz(A14_7ZIl15,3) 416911 (ICSD) Na60_04Au77_%Sn24 AL7318 (CRYSTMET)
DyMn,(In»Znys3) 416919 (ICSD) cF464

DyRh,Zn, 152113 (ICSD) Cd2;7Gase3Nass 106361 (ICSD)
DyRuZano 152111 (ICSD) CUQ4G352_57Mg35_07 170465 (ICSD)
ErMny(Al; 6Zn164) 416912 (ICSD) LiisCusIniGas, 101106 (CRYSTMET)
EI‘Ml’lz(Il’lz_gznn_z) 41 6920 (ICSD) Mg35_12Cuz4Ga53_57 1 70464 (ICSD)
EuTa:Aly 181019 (CRYSTMET) NasAg,Gars 400093 (ICSD)
EuTa,Al o 54445 (ICSD) tP34

Fe1_()7Nb1_0262n20 411976 (ICSD) Sb9V6_3()ZI‘1_61 408567 (ICSD)
GdCo,Zny 152112 (ICSD) TisBio 182380T (CRYSTMET)
GdMny(AlsZnys) 416913 (ICSD) V149:Sbis 79686 (ICSD)
GdMny(InsZny44) 416921 (ICSD) Z115V2Sbe 408566 (ICSD)
HfRu,Zns 189344 (CRYSTMET) Zr,VSbe 455938 (CRYSTMET)
NbC0:Zns0 189346 (CRYSTMET) mC50

NbFe,Zna 189345 (CRYSTMET) Mgilrz 414044 (ICSD)
NdMny(AlssZnis.) 416914 (ICSD) V20Co17.Si1z0 AL0215 (CRYSTMET)
NdMn,(IngsZn;ss) 416922 (ICSD) hR159

PrMny(InsZnys) 416923 (ICSD) MgssAly 137636 (CRYSTMET)
ReBezz 150540 (ICSD) C00_442Cr()_[7(7M0(]_382 102320 (ICSD)
SmCrAly 165118 (CRYSTMET) 0C344

SmV,Aly 165116 (CRYSTMET) Najslny, 3038 (CRYSTMET)
Sman(Al4_9Zn15_1) 416915 (ICSD) Na151n27_54 101252 (CRYSTMET)
SmMny(InseZnia) 416924 (ICSD) oP52

ThCr2Aly 165119 (CRYSTMET) Nba:Nins4 Alss AL1167 (CRYSTMET)
TbV, Al 165117 (CRYSTMET) NbsNis2sAlzs 130444 (CRYSTMET)
TbFexZny 152109 (ICSD) oP74

Tm, 14N1:Zn19 86 152114 (ICSD) Nb2sNis35Sbias 450263 (CRYSTMET)
UV,AlLy 188100 (CRYSTMET) Mni3.9:C029.58S111.5 130053 (CRYSTMET)
UFe9Zny.1 54464 (ICSD) tP906

YRu:Znso 453574 (CRYSTMET) Aljy35Lis 7o 107778 (CRYSTMET)
Yle’lz(A]5_3Zl’l]4v7) 41 69 1 6 (ICSD) Allz,gﬁznl_gLis,os 1 049 1 0 (ICSD)
YbMns(Ins sZniss) 416925 (ICSD) cF488

YMHz(Al3_9Zn16_1) 416909 (ICSD) Li13Nangalq 416631 (ICSD)
YMny(InssZniss) 416917 (ICSD) cP157

ZrZny 457705 (CRYSTMET) KaoTlios 370032 (ICSD)

cl160 cF1192

(Mg1,|25Na0‘5A10,375)(Alo,g752n2,125) 1501 18 (ICSD) Cd],xQNal,ll 102030 (ICSD)
Als¢CuLiys 107551 (ICSD) hPs7

Alss7Cuyo3Lis, 57690 (ICSD) GdsPtulni, 450852 (CRYSTMET)
Cdao.00Nai3Pbeor 240011 (ICSD) hP238

LiCuSi 122630 (CRYSTMET) Kolngo 471066 (CRYSTMET)
Li;3CusGay, 58814 (CRYSTMET) hR441

Li3NioSisg AL7315 (CRYSTMET) Cdss34NasoSnsy.e0 240010 (ICSD)
LisNisSi; 122631 (CRYSTMET) hRS3

LisxCuse3sSisi.12 AL7314 (CRYSTMET) Mnus,1Siso AL6803 (CRYSTMET)
Mg 73Zn5.06Al1.09 192490 (CRYSTMET) mC90

Mg 75Zn; 36Al 34 192491 (CRYSTMET) mC110

Mg, 75Zn; 3Al 5 192488 (CRYSTMET) Mg.Zn, 457103 (CRYSTMET)
Mg|,7szn],34Al|,7(, 192492 (CRYSTMET) mP86

Mg|_7(,Zl'l]_4(,Al|_(,5 192489 (CRYSTMET) Ta]A]()xAl 245112 (ICSD)
Nao_37Mgo_63ZI11,31A10_77 101432 (CRYSTMET) 0C1088

Nay;CdxPb; 452761 (CRYSTMET) Mguo229Z1ess 71 412350 (ICSD)
Naj3(CdisosTlz4) 98977 (ICSD) oP26

Nai3(CdigasTl.75) 98976 (ICSD) TheCd; 131011 (CRYSTMET)



Nai3(Cdaoa2Tls 55)

98975 (ICSD)

oP56

MoNi
oP100

AU] ]Il’l(,Nag
oP248
KsNasInso
oP758
Nai72NizInie
tP226

In;; 76Nay

AL1173 (CRYSTMET)
107435 (ICSD)

3083 (CRYSTMET)
457733 (CRYSTMET)

106858 (ICSD)




