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Table S1. Topological types of boron substructures in inorganic borides.

Topological Occurrence B/I.VI Space Borides
type ratio group
58 P6/mmm M(l)M(Z)sBz
24 C2/m M(1) = REM, d-metals, An, Ca;
4 P-3 M(2) = d-metals
9 0.5 NdRh3B2; (MosRhgs)RhsB
11 P-62m M L3n,2Y( 05Rho5)Rh3B>
1 Cmmm ThCo3B;
1 P63/mmc Cags7Pt3B2
M(1)M(2),B
38 M(1) = REM*, U, Cag;
M(2) = Fe, Co, Ni, Pt
65 0.2 P6/mmm | (M(1)1xM(2)x)(M(3)sxM(4)x)B
26 M(1), M(2) = REM;
M(3), M(4) = Fe, Co, Ni
bnn 235 1 EusNi-B,
16 M(1)sM(2)13B>
25 0.125 P6/mmm | M(1) =Ln,Y; M(2) =Co, Ni
9 M3(Ni13-XCOX)Bz M= Nd, Y
14 P6/mmm M3Co;1BsM=1Ln,Y
15 1 0.29 P-62m InsIrgB4
14 0.57 P6/mmm | MgsRhsB,M =Ln, Y
11 0.33 P6/mmm | M,Co;BsM =Ln,Y
3 M(1)sM(2)19Bs
4 0.25 P6/mmm M(1) = Lu, Pr, Nd; M(2) = Co, Ni
1 NaPt;B
1 0.15 P6/mmm Nd5C021B4
1 0.4 Pbam Lithng
M(1)2(M(2)xM(3)yM(4).)14B
101 M(1) = Ln, Y;
M(2), M(3), M(4) = d-metals, Al, Ga,
Ge
M(1)2-xM(2)xM(3)14B
30 M(1), M(2) = REM, Zr, Hf, Th;
M(3) = Fe, Co
fcu 209 | 195 |21 |0.0625 | P4y/mnm MEBZL\/'F(QZE);‘/‘ETW M(2) = Fe, Co
M(1)2xM(2)x(M(3)M(4)M(5))14B
19 M(1), M(2) = Ln, Ti, Zr, HF;
M(3), M(4), M(5) = d-metals, Al
M(1).Fe12M(2).B
15 M(1) =Ln,Y;
M(2) = d-metals, Al, Ga
8 M(Fe;Co7)B M = REM
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1 P1 Nd2F914B
4 0125 | Fmam | M)2M2)exM(3):B
M = d-metals
4 3 1 Fm-3m MB M = Zr, Hf, Pu
1 F-43m TiB
Pnnm Pd,B
3 0.5 Fm-3m Be,B
F-43m AlBeB
1 0.25 P4/nmm Be,B
1 0.17 R3m Li,Ge,B
1 0.08 14,/acd Gaglr,B
M(1)xM(2)23-xBs
35 M(1) = d-, p-metals, Li, Mg, U;
M(2) = d-metals
M(1),M(2),1Bs
32 M(1) = REM, d-, p-metals, Ca, U; M(2)
= Co, Ni
100 0.26 Fm-3m M(1)0.3.2.72M(2)19,96.2286
15 M(1) = d-metals, Ln, U;
reo 106 M(2) = Ni, Fe
14 M(1)3M(2)20Bs
M(1) = d-metals, Al; M(2) = Co, Ni
2 MCOzzBe M = In, Sb
2 Fe10.66NDo.84B3; M, 547C018.453B6
4 0.3 Fm-3m MNig 7B, M = Al, Mg, Sn, Zn
1 0.27 Fm-3m Cr7olr141Be
1 0.16 R-3m Sm2F917Bg
M(1)M(2):B
47 Pm-3m M(1) = REM, p-metals, Zr, Hf, U, Th;
60 0.25 M(2) = d-metals
11 P4mm MPt:B M =Ln, U
2 Pm-3m Er(Ms«Rhy)B M =Pd, Pt
14 M(1)2.xM(2)xB M = d-metals
25 7 0.5 14/mem M(1)M(2)B M = d-metals
peu 93 4 MB M = Ta, Cr, Mo, W
2 0.3 Cmmm LilllMg3.9Rth4; Zn5Rth4
2 0.2 P4/mmm LaM,Al,B M = Ru, Os
1 0.28 P4/mmm | AlsRusB,
1 0.27 Pm-3m YbRh, 6B
1 0.25 Fm-3m YPd;B;
1 0.14 14/mcm NbsGe,B
(M(1)aM(2)sM(3)cM(4)a)sB:
sve 65 30 0.25 P4/mbm M = d-metals, Mg

a, b, c,d=0-553
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M(1):M(2)M(3)sB

M(1) = Mg, Sc, Ti, Nb;

M(2) = d-metals, Ge, Ga, Al, Be;
M(3) = Rh, Ir, Ru

MzFe(RhaRUb)5Bz
M=Ti,Sca,b=14

M(1)sM(2)sB>
M(1) = Sc, Ti, Hf, Nb, Ta;
M(2) = Ru, Co, Rh, Ir

fcu-11-
Fdd2

32

29

15

14

0.67

Fddd

M(1)M(2)2B:
M(1) = REM, Ca, Sr;
M(2) = Ru, Rh, Ir

F222

M(1)M(2):B:
M(1) = Ln, Th, La; M(2) = Ru, Os

0.5

Fdd2

MIrB M = Cu, Pd

Fddd

LilrB

hcp

26

12

PRI B Ol

0.33

Pnma

M(1)3-xM(2)xB
M = Fe, Co, Ni, Rh, Ir

M3B M = Fe, Co, Ni, Pd

M(1)M(2),B M = Fe, Co, Ni

P21/C

TaCo,B

0.08

P6s/mmc

M(1)9M(2)4B
M(1) = Zr, Hf: M(2) = Mo, W, Re Os

0.5

Pnma

M(1)M(2)B
M(1) = Re, Mo, W; M(2) = Fe, Co

Rh,B

P6s/mmc

Pt,B

P6s/mmc

RhB

117618

23

0.46

R-3m

M(1)M(2)12Bs
M(1) = AEM, REM;
M(2) = Fe, Co, Ni

LaCoGFeG BG; YC011_5F60_5 Be

C2/m

Laog5Ceo.15F€e12Bs

nce

22

20

0.67

0.68

14/mmm

M(1)M(2).B
M(1) = REM, Ba;
M(2) = Fe, Co, Rh, Ir

CO4GdYB4

COl_ngsz

hex

15

0.125

P6s/mecm

M(1)sM(2)sB
M(1) = REM, d-metals;
M(2) = Ge, Sn, Pb

0.5

P-62m

MFeB M = Nb, Ta

0.18

P-62m

SnsMgB, M = Rh, Ir

Cmcm

RhB
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1 0.1 P6s/mmc SnsRhgB
10 I(\I/\I/I(l()jaM(?:)M(?’gc)7Bso 6.6
= d-metals a, b, c = 0-6.
10T1540 15 3 0.43 P6smc M-Bs M = Tc. Ru. Rh
2 MRh¢Bs M = Fe, Co
5 MzRU]_sTing M = d-metals
3 TisMgRUlsBs M = Cr, Mn, Ni
67T1515 |13 |, 0.27 P4/mbm | (M(1)-M(2),M(3)c)29Bs
M = d-metals a, b, c = 0-18.95
2 anoMRhlng M = Fe, Ni
M(1)sM(2),B,
gra 11 0.2 P6s/mmc MB _ Ifn) Y, U: M(2) = Ni, Co
9,11°12T2 |8 0.46 Cmc2,; MNi;Bs M = REM, Th
10T21 7 0.33 P6,22 MPt,B M = REM
bct 5 0.33 Cmcm Res;xMB M =V, Cr, W; Tc3B
svg 4 0.57 Fmmm M>RhsBs M = Ca, Sr, La, Eu
M(1)sM(2)sBs
5,7T900 4 0.54 Fmmm M(1) = Ca, Sr. Y, Eu: M(2) = Rh, Os
3 Fddd MnRe3B;; (M01.7Geo.3)B; (R61.5CI'0.5)B
7730 4 1 05 C222 Cr,B
kwh 4 0.2 R-3m CasNi;B,; EusPt;B,; (MgaNip)10B2
ecf 3 0.43 P6smc Re;xMyBs M = Cr, W; Re;B3
gzg/}’r‘]'nlnf‘ 3 033 | P4yin M:.Re,B M = Fe, Co; FesB
0.33 LuzPd132Bs
82T1742 3 0.32 14,/amd Yb,Pd136Bs
0.3125 Y,Pd4Bs
2 P4332 Li,M3B M =Pt, Pd
Icy 3 0.2
1 P4,32 (Pto,67CUo,33)3CU2B
HfsM3B, M = Mo, W;
8,12T1 3 0.17 P6s/mmc (Hfo5Z70.)sMO3B;
i 2 0.083 Fd-3m MgsM4B M = Pt, Rh
dia 3 1 0.2 R-3m Mg3 58Ni.42B
11T99 2 0.5 Fddd Cr,B; (Re1sVo4)B
10T22 2 0.46 R-3m Lag gsCep.15Fe12Bs; YCogsFe, 5B
10,11,12°T5 | 2 0.46 Cmc2,; MNi;,Bs M =Y, Pr
8117559 |2 043 |pgom | GRrlreBs
0.42 PtoCusBs
SVi-X 2 0.33 14/mcm MsGeB, M = Mo, Ta
11T106 2 0.33 -4 FesB; Fe,NiB
4,5T428 2 0.29 P6s/mmc | M,CosB, M = Ce, Nd
7,10T481 2 0.25 Pmma ZnsM;Bz M = Rh, Ir
eca 2 0.2 Pnma MPd;B M = Sr, Ba
12T657 1 3 P63/m PrBs
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ecu 1 1 Cmcm (Alp.1Mog)B
8,10T2478 |1 0.8 P6s/mmc | RhsBs

13T4 1 0.8 14,/a IrsB,
7,9,10T9 1 0.6 Pmmm ZnlrsB;
9,11T2521 |1 0.55 1-43m Mgiolri9B1s
6,8T1564 1 0.54 Fmmm LasRugBs
52777 1 0.53 Fmmm SrsRh14B1o
5°7T1 1 0.52 Fmmm Ca;RhyB14
11,12,14T6 |1 0.5 Pmmn TaCoB
12T462 1 0.46 R-3m HoCo1,Bs
12272341 1 0.4375 | la-3d AlPdsB;
10,1272862 | 1 0.43 P6scm CUo_gsPde_o5Bg
9,11°T2 1 0.43 P4/mbm | LizgNiisBg
10,1272861 | 1 0.43 Pnma CUO_50Pd6_5lB3
7,8°T14 1 0.42 Cmem NasPtoBs
fcu-11-C2/c | 1 0.4 C2lc PdsB,
9,10T2661 |1 0.4 C2lc La,0s,AIB,
5% 6°T3 1 0.39 Pbam LisMgsRh19B12
6,8T1563 |1 0.33 P-62c GasPtoBa
7°T524 1 0.33 C2/m YbPtsB,
5,7T489 1 0.29 R-3m Ce,lrsB;
Egz’/}io' 1 027 | P6y/m Snulr,Bs

nin 1 0.25 P-62m LiPt;B
tck-8,8- 1 025 | Cmem Zn,1r,B
Pnma

Ccrs 1 0.2 Fd-3m Al,ResB
5,7T899 1 0.2 P6s/mmc CasNi5B4
4,5°T80 1 0.2 Imma NdNi,B

tsi 1 0.2 C2/m Ni3Zn,B
;Cb‘é';’s' 1 0.1875 | Pmma Zn; 4Rhg 6Bs

*Hereafter REM = rare earth metals; AEM = alkaline earth metals
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Table S2. Topological types of carbon substructures in inorganic carbides.

CIM

Space

Topological type | Occurrence ratio group Carbides
(M(1)aM(2)sM(3)c)C
48 a,b,c=0-0.9
M = d-metals, Al, Ce, U, Pu
31 M(1)M(2)C,
M = d-metals, An, Ce
106 |17 |1 Fm-3M "M M = d-metals, An, Ce
M(1)M(2)M(3).C4
7 M(1), M(2) = d-metals, U;
M(3) = Zr, Ta, Nb, W
2 (TaaV3Zr3Cg)os; (Tapg2U1.08)Co
1 Fd-3m TiC
; (Mél)al\él(Z)SM(3)cM(4)d)1eC
1 a,b,c,d=0-14
24 0.0625 | P4,/mnm M = d-metals, Ln
fcu 181 11 MsFe4,C M =Ln, La
8 P4,/mmc | MCoCM=Ln,Y
5 R-3m M,C M = REM
21 2 los Y2xSGC
3 Pnnm Ti0.11V0.89Co5; M015WysC; Fe,C
1 Fm-3m Be,C
1 P2/m Tb4C02C3
/ M§1§2M(2)2C3
17 C2/m M(1)=Ln, Y, W, U;
18 0.75 M(2) = Cr, Mo, W, Re
1 Pnnm Th2A|2C3
6 0.034 Fm-3m MsMg23C M = Ln, La
4 2 Fm-3m MC, M = Sr, Ba, Sc, U
1 1.23 Fm-3m (M00.45W0,36)C
1 0.33 R-3c NisC
M(1)M(2)sC
132 M(1) = p-, d-, f-metals, Mg, Ca;
M(2) = d-metals, Ln, Mg
5 Pm-3m (M,Gap)Mn3C
M =Al, In, Zn a, b =0.02-0.98
M(1)4.xM(2)xC
144 |2 0.25 M = Mn, Cr, Sn, Pt
pcu 147 2 M(1)M(2)sC
P4/mmm | M(1) = Ga, Sn; M(2) = Pt, Pd
1 Mn,Co,C
1 14/mcm Mn3;GeC
1 P-43m Fe,C
(LaaFebGac)MC
2 0.07 14/mcm abc=1101
1 1 Pm-3m LaC
M(1)M(2).C
hex 96 54 37 0.33 P6s/mmc | M(1) = p-, d-metals;
M(2) = d-metals
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0.125

(M(1)aM(2)sM(3)c)sC
M = p-, d-metals
a, b, c=0.066-2

M(1)M(2)AIC
M =Ti, V, Cr, Nb, Ta

(V1xCry)2GaC

M(1)sM(2)sC
M(1) = Ge, Sn, Al, Sb, Pb;
M(2) = d-metals, Ln

12

P-6m2

Wl-xMXc M = AI, MO

MC

0.5

P-3ml

M>C M = d-metals

P6s/mmc

Mo,C

PRI O1O01|

0.25

Cmcm

M3;GeC M =Cr, V

P6s/mmc

Mo,Ga,C

0.63

P6s/mmc

(TiVo_7Cfo_05N bTa)AI Cs

0.2

C222,

MO4C€4A|7C3

Crs

43

42

17

12

0.167

0.5

Fd-3m

M(1)sM(2)3C M = d-metals

M(1);M(2)4C M = d-metals

M(1)sM(2)15M(3)15C
M(1) = Ta, Nb;
M(2), M(3) = d-metals

M(1):M(2),Ti,C
M =Ta, Co, Nb, Ni

M(D)ALM(2)sC
M(1) = Co, Ni; M(2) = Ti, Ta

Ti,C

reo

35

18

13

0.16

R-3m

M(1),M(2)17C5
M(1) = Ln, Y; M(2) = Fe, Mn

SmgFeﬂ.xMXCg
M = Co, Ga

16

13

-

0.26

Fm-3m

M(1)23-xM(2)xCs
M = d-metals

M23C6 M= Cr, Mn

CrigFesMo,Ceg

0.75

Pm-3m

Nb,Cs

hcp

32

13

0.75

P6s/mmc

MAI;C; M = REM, U

P6smc

MAI;C; M = Sc, U

0.33

Pnma

FesxMyC M = Mn, Fe

M3;C M = Fe, Co, Mn, Cr

RPN W (RO

0.5

Phcn

M(l)z.xM(Z)xc
M = Cr, Mo, W, Mn

M,C M=V, W

VCrC

P6s/mmc

Re,C

P6s/mmc

Hf0.5Ta1,5C2

0.8

P-3m1

(Zro.72Y0.28)Al4Cy

R

0.67

P-3m1

A|2MgC2

10,12T215

22

Pnma

M(1)M(2)C,
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M(1) = REM, U, Pu;
M(2) = d-metals

2 0.67 Cmcm Cr3Cy; CraVC,
M(1)sM(2)C,
8 M(1) =Ti, Zr, Ta;
12 0.5 M(2) = Al, Zn, Ge, Sn, In, Ga
tca 14 3 P6s/mmc | MaxTi,AlIC, M = Ta, Cr, Zr
1 M02T|A|CZ
1 0.53 (Taolsti0,75)3A|o_77C2
1 0.52 (Tao.ssTio.e2)3Al081Co
M(1)21M(2)sM(3);C12
9 M(1) = La, Ce, Pr;
11 0.33 M(2) = Fe, M_n;
cab 12 Fm-3m M(3) = Sn, Bi, Sb
2 L321M8687-XA|XC12
M = Fe, Mn
1 0.34 La21Cr7.55AIo,7eGe6,24C12
bet 12 10 0.0769 | I4/mmm | MFe;TICM=1Ln,Y
2 0.5 Pmnn M,C M = Co, Rh
8°T414 11 0.67 Pnma Ln,ReC,
M(1)sAl3(Al25M(2)15)Cs
6 M(1) = Mo, W;
kag 9 0.23 P6s/mmc | M(2) = Fe, Co, Ni, Mn
3 A|11CU3M012C6; W9A|3COC3;
NigW3Cs
10,13T588 9 0.125 Cmca M,Ni»Cs M = Ln, La
M(1)sM(2)sC
6 |° |ooss |F93™ | MZFe, Co,Ni, Mo, W
) 1 Fd-3 FesWeC
dia 9 s L g, |F3 FeoW,C
1 ' Fd-3m NbgZn,Cs
1 0.09 Fd-3m NisWgC
13T1310 8 0.084 Im-3m M11NiggCs M = Ln, Y
MUzCz
nce 6 > 0.67 [4/mmm | M =Ir, Pt, Rh, Ru, Os
1 0.68 Th,Nig.06C>
M(l)zl\/I(ZI)sC
5 M(1) = Al, Re;
Icy 6 0.2 P4,32 M%Z% = Mo, W, Nb, Ta
1 MosReRuC
M(1):M(2)C,
12,13T503 5 0.67 P4,/mnm | M(1) = Pr, Nd, Ce;
M(2) = Mo, W
M(1)4M(2)Cg
3 0.6 M(1) =V, Nb, Ti;
10,12T2852 4 P6s/mmc Mgzg - Al Ga
1 1 MoC
10°T1533 4 0.75 C2/m M,Mo,C3 M = Ln
10,12T2861 4 3 0.43 Pnma M;Cz M = Mn, Fe, Cr
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1 MnsFesCs
2 MsC, M = Fe, Mn
fcu 4 > 0.4 C2lc Mo Fe.C,
1 R3mr
tcl 3 1 0.75 R-3mr A|4C3
1 R-3m
6,8T1565 3 |2 031 | pgymme | WisxMxCa M =Co, Ni
1 0.33 CozW,oCy
tcj 2 1 P6s/mmc | MC M = Mo, Re
beU-X 9 1 1 I-42d FeUC,
1 0.045 Im-3m UeC01,Ge,C
12%T5 5 0857 | R3m (ZrC)zAl3(Alg.958Geo.042)Cs;
Zr3AI4C6
10-layered 1 0.835 | P6y/mmc | HFAIC, &7
packing/ 2
chhhcehhhe 1 0.83 P6smc Zr3Al3Cs
92,10°T1 2 . 0.83 P3.12 V6Cs
1 P3;

3 ZrC),Al3(Alo 93Gep 07)Cs;
12°T8 2 0.83 R3m (ZrzA)I4C5 ( )
8-layered
packing/ 2 0.8 P6smc M,AIC,M = U, Zr
chhhchhh
9,11T300 2 0.67 Pnma Cr3C2; (Cr2,55W0,45)C2
10,12T2856 1 1 P-6m2 CrC
8,10,11T5 1 1 P4/mbm | UsResCs
9,10,11T11 1 0.875 P4532 VsC7
9,10°T7 1 0.83 C2/m NbsCs
6,7T1516 1 0.8 P4/m UW,C,

117106 1 0.8 14/m ThAI4Cy
tce 1 0.8 14/m UCr,C4
9,10°T8 1 0.75 P2./c Pr,Mo,Cs
thp-x 1 0.75 1-43d Sc4Cs
10°T3 1 0.67 Pnma Y,ReC,
6,10,12T7 1 0.625 R-3m TigCs
8,9°T12 1 0.625 | R3m TisCs
11,12°13°T1 1 0.56 P3,21 Fe10Gd13Cis
8,9T1103 1 0.5 P4/mbm | YsAlIsCy
cco 1 0.5 Pbcn Mo,C

chb 1 0.5 Pna2, Nb,C

ecf 1 0.43 P6smc Fe,C;
10°,12T9 1 0.43 P6smc Cr:Cs
10%,12T10 1 0.43 Pbca Fe;Cs

tcl 1 0.43 P3 TisAlLCs
11%12T2 1 0.4 P-1 FesC,

1472 1 0.33 P63522 FesC
8,12T394 1 0.29 C2/m Mo1,Fe»»Crg

S10




6,7T1517 1 0.21 Pbcm Nd8C03,35A|0.55682C3
hxl 1 0.2 P-1 MO4C€4A|7C3
eca 1 0.04 P6smc Nd15GegC
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Table S3. Topological types of nitrogen substructures in inorganic nitrides.

Topological

N/M

Space

Occurrence . Nitrides
type ratio group
16 M(1)M(2)N,
M = d-metals, Ln, An, Al, Mg, Sr
36 MN M = d-metals, Ln, An, Al, Ga, In
118 97 Fm-3m M(1)1xM(2)xN
M = d-metals, Ln, An
5 (TazxMx)N4s M = Li, Mg
4 M(1)2-xM(2)xN2 M = Ln, An, Mg, Sn
5 1 M(1)M(2)N,
6 R-3m M(1) = Na, Sr; M(2) = d-metals, Ce
1 UN
2 F-43m MN M = Fe, Co
2 Pmmn CrN; (Cro_gsTio_o5)N
2 Pnmm CrixVxN
1 Pn-3m WN
1 [4/mmm | MnN
1 C2/m LizTa3N5
6 M(L)M(2)N M = AEM, d-metals, Li
8 12 PIma e, CueN
3 LisMN, M = Al, Ga, Sc
6 2 la-3 Li53.33M10.57N32 M = Ti, Ge
1 Li3.33Geo.67N2
4 M>N M = Ca, Sr, Ba
> 1 R-3m Bay.04Sr0.96N
fcu 224 2 CayLir.«CuyN;
4 2 P42/mnm CazLi(LiollgFeolgz)Ng; SrzLiCONz
3 Pa-3 Liz-MNs M =V, Nb, Ta
3 P4/nmm | M(1)M(2)N M = d-metals, Ca, Ga
3 P-3m1 MosN M = Ce, Nd, Pr
2 0.5 M(1)M(2)N M = Li, Ca, Sr, Ni
3 1 P42/mmc CaNi0.42Liol5gN
2 P-43n Liz-MNs M =V, Mn
2 R-3mr M>N M = Ca, Sr
2 Pmnn M,N M = Co, Pd
2 Fm-3m LIMgN, (Li7_2CI’o_8)N4
2 P4bm NbCrN; TagsCrioN
1 F-43m LiZnN
1 P4,/nmc | LizVN4
1 Ibam LisFeN,
1 Pbcm CuSrg53Bag 47N
1 P2./c LiBeN
1 C2/c BaCuN
5 5 0.67 la-3 M3N, M = Be, Mg, Ca, Zn, Cd
1 ' Pmmn LisReN4
2 Fd-3m M3Ns M = Ge, Sn
1 Pm-3m W3N4
5 1 1.33 R-3m ThaN4
1 R-3mr ThaN4
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4 0.33 P4/nmm | BiM,N M = La, Ce, Pr, Nd
3 0.17 14/mmm | CayxMBioN M = La, Pr
M(1)sM(2)sN
3 009 R3¢ | Mi1) = In, Ga; M(2) = Sr, Ba
2 1.5 P-3m1 MoNsM =Th, U
2 1.33 Fd-3m Mng2N4; MnTazNy4
2 1.25 14/m MsNs M = Nb, Ta
2 0.57 P4,/nmc | LiscMN4 M = Mo, W
2 0.25 P2./m M,GeGaN M = Sr, Ba
1 1.32 Fm-3m Tig76N
1 1.2 Fm-3m TaggsN
1 1.14 Fm-3m ((ZF3SC4)N8)0_5
1 0.85 R-3m W+ 08Ns
1 0.6 Ibca LisTaNs
1 0.53 P4/ncc Li15Cr2Ng
1 0.52 Ibam Li3F€o.36N2
1 0.036 Fm-3m Li1eSreGegN
1 0.0082 F-43m Li26Na5gBa38N
M(1)M(2)3N
61 M(1) = p-, d-metals;
M(2) = d-metals, Ln, AEM
M(1)1:xM(2)xM(3)sN
B |9 005 Pm-3m | M), M(2) = p-, d-metals, Gd;
' M(3) = Ti, Fe, Mn, Cr
2 M4sN M = Mn, Fe
2 Ing.4Mn3z6N; CuzPdg.gsoN
3 14/mcm CraxMn,GeN
1 P-42:m Cr3GeN
M(1)M(2),N,
peu 115 |4 0.67 | l4/mmm ME1§ :(st)), Bi; M(2) = U, Th
3 2 2 Fm-3m MN, M =U, Np
1 R-3m WN,
3 0.33 Pm-3m MsN M = Cu, Na; CU3Pd0,02N
3 2 1 P4/nmm | MN M = La, Pr
1 P4/mmm | LaReN,
1 0.5 P4/mmm | FeNiN
1 0.4 Pm-3m Co,sN
1 0.34 Pm-3m (Lio.()gCUo.oz)(Li0.02CU2,7g)N
1 0.28 Fm-3m CuzAugegN
1 0.2 Pmna Sr7SnsN,
11 Lio(LizxMyx)N M = d-metals
20 7 P6/mmm | Liz,xcMyN M = Cu, Co, Ni
2 MsN M = Li, Na
0.33 M(1)M(2),N
hex 70 6 P6s/mmc | M(1) = A_I, Ga, In, Zn;
M(2) =Ti, Cr, Zn
2 P6s;/mcm | MsN M = K, Ba
1 P-6m2 ResN
M(1)1-xM(2)xN
8 > |1 P-6m2 M = d-metals
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E MN M = Nb, Ta, W
2 P6s/mmc | MN M =Nb, Ta
1 P-62m TaN
1 P-6 TaN
M(1)M(2)3sN
10 |8 Jo25 | CMM I \1) = Al Ga, Ge: M(2) = d-metals
4 P6s/mmc | MBasN M = Li, Na, Sb, Bi
5 823_ P6/mmm (Li]_-xMx)Lilllaﬁl.gsN M = Cu, Ni
3 Lis(Ml-XLix)g,Ng, M= NI, Mn
4 1 0.375 P-62m LicNisNs
2 Cmca BazNig,Nz; Baz(Ni0,57Lio_43)Ni2N2
4 1 0.4 P6/mmm Li1.99C00.53N
1 Immm LisFeN,
1 P-3ml TaNgs
21195 Iplem2 [LiNIN
2 0.34 P6/mmm Li2_94N; Li2_92N
2 0.125 P6s/mcm | AlsHfsN; SnzZrsN
7 Al GayN
15 6 P6smc MN M = Al, Ga, In, Tl, Mo
2 GeZnNy; (Gao.3333G€0.3333ZN0.3333)N
3 MGeN,; M = Zn, Mg, Mn
5 2 1 Pna2; (ZnGeNz)olgg(GaN)o,m;
(ZnGeNz)o.95(GaN)o.1
3 P6s/mmc | MN M = Nb, Ta
2 Cmc2, MgzsbNg; LiGEzNg
1 Pmn2; Zn3MoNy,
1 P2, ZnGeN;
M(1)M(2)2N2
5 P-3m1 M(1) = AEM, Zr, Ce;
M(2) = Li, Mg, Be
2 0.67 P-3 Li,MN, M =U, Th
2 P2./c LiCaMN, M = Al, Ga
2 C2/m MsN, M = Mg, Ca
th 95 1 P21/m Li3C3.2V0_79Nb0_21N4
1 P6s/mmc | Re;N
1 P6smc NaSnN
1 0.5 Pbna Mn,N
1 P1 Fe;N
1 Pbcn Fe,N
1 P6s/mmc | Ca,MgsGeNg
1 0.75 P6s/m Sr3CrNs
1 P21/C Ca3A|N3
2 0.6 R-3 LiGMzanNe M = Ca, Sr
1 P6s/mmc | LisN
2 1 0.33 Pnma NazN
1 1.1 P6smc Mog 93N
1 0.91 P3lc WiiN
1 0.83 P63/mmc M93A|3N5
1 0.8 P-3ml MgsAlN,4
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20 M(1)sM(2),N M = d-metals
12 M(1);M(2)sN M = d-metals
(M(1)aM(2)sM(3)cM(4)aM(5)e)sN
43 7 0.17 Fd-3m M = d-metals, Al, Ge, Ga
crs 45 a,b,cde=0-3
2 Liz(MgN)zGa4 M =Ca, Sr
2 M(1)25M(2)35N M = Mn, Nb, Zr, V
5 1 1 Fd-3m CsNbN,
1 14, CssNawWsNyg
29 M(1)2.xM(2)xMo3zN M = d-metals
8 M(1),M(2)sN M = d-metals, Ga Al
lcy 4 I 0.2 P432 FM1)M(@2)MosN M = d-metals
2 (FesPt,Moc)sN a, b, ¢ =0.56-2.81
14 M(l)M(Z)ZFelON
M(1) =Ln, Y; M(2) = Mo, V
24 9 0.077 [4/mmm | M(1)M(2)FesN
bct 27 M(1) = REM; M(2) = Ti, Mo
1 NdFe10_44M01,56N
2 MnoxLixN
3 1 0.5 P4,/mnm Ti,N
4 M(1)M(2)N,
M = d-metals, Mg, Ba, Ce
9 2 P6s/mmc | Wo.xMyN, M = Li, Fe
2 Mn(Ta,Tiy)sNs a, b =0-3
1 MoN
2 1 TagxLixNg
4 5 P6s/mcm | M(1)3xM(2)xN3
M(1) = Nb, Ta; M(2) = Mg, Mn
1 FeWN,
tca 25 2 1 P-3lc (Feo_glMOo_lg)MONz
1 P6smc ZnMoN,
2 1.2 P6s/mcm | MsNg M = Nb, Ta
1 1.56 P63/mmc W5 56Ny
1 1.24 P63/mcm TasgoNg
1 1.22 P63/mmc Mog goN
1 1.18 P6s/mmc | Moy 7N,
1 1.15 P6s/mmc | Feg74WN,
1 1.11 P63/mmc M01_8N2
1 0.87 P6s/mmc | W4eN4
8 Ln 2M17N3 M =Fe, Co
11 3 0.16 R-3m Lno(Fe17C0,)Na
3 2 0.21 Fm-3m Na14Ba14MN6 M= LI, Ca
reo 18 1 ' Fm-3c LaFeipsAlsoN3
2 0.2 F-43m (Na]_5_XLiX)Ba14LiN6
1 1.5 Pm-3m TaThNs
1 0.17 R-3m NagsLigBaoNg
4 mg;mga& M(2) = Mo, W, C
) = I, ba; = Mo, W, Cr
104,11°T1 9 3 1 Pbca Sra.BaMN; M = W. Mo
1 CaSrWNy
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1 Ba(Bao,44Ca0,56)CaWN4
5 M(1)MgzM(2)2N.
M(1) = REM, Eu; M(2) = Al, Ga
11T106 2 0.8 14/m Ba(Mg3.33M0_67)N4 M = Nb, Ta
1 BaMg;GeNy
1 (Sro.985C€0.015)(M02.03Al1.97)N4
3 M»ZnN, M = REM
5 1 0.67 14/mmm | Mn3N,
nce 1 ) MO(M00_5Ta1.5)N2
1 F4/mmm | Mn3sN»
2 0.18 Pmmn MeGesN, M = Sr, Ba
5 M(2)Lix(Li1-xM(2)x)2N2
M(1) = Sr, Ca; M(2) = Cu, Fe
mob 1 0.4 14,/amd Li,STN,
1 (Li3_9Nio_1)SrN2
M(1)3sM(2)2N4
12,13T72334 0.8 Pnna M(1) = Sr, Ba;
M(2) = Al, Ga, Ge, Mg
hcp-10- M(1)sM(2)N3
P63/m 0.75 P6/m M(1) = Sr, Ba; M(2) = Mn, Cr, Fe, Ga
1272355 15 la-3 M>NzM = Ln, Ta, Zr, U
4 1 R3m M(1)M(2)N, M = Cr, Mo, W, Li
tcd R-3m CuTaN,
1 1.5 R3 W5N3
712729 4 1.2 L4/mmm LasM>Ng M =V, Nb, Ta, Cr
1 1.21 CesTag g7Ng
1 Pna2; ZI’3N4
1 1.33 Pnam Zr3Ny
tcj 1 1 P6s/mmc | NbN
1 P6smc MnWN,
1 0.67 P6s/mmc | BesN,
2 0.045 Im-3m NajsBasN; AgisCasN
1 R-3c CazN,
bcu-x 2 1 0.67 Pbcn ZnaN,
1 0.125 14/mmm | FeiegN2
9,10°,11T2 1 Pbca M(1) = Sr, Ca: M(2) = Mo, W
2 M(1)2M(2)N3
10°11,1212 ! C2le | M(1) = sr. Ba; M(2) = Nb, V, Ta
9.10T2662 0.75 Cmcm CazMNz M =V, Cr, Mn
P21/m Ca3VN3
M(1)sM(2)Ns
9,10T2652 0.71 P6s/mcm M(1) = Ca, Sr: M(2) = Ga, Fe, Mn
2 P6522 MsN M =Fe, Ni
14T2 1 0.33 P65 FesN
1 pP312 FesN
1171587 15 la-3 M,N3z M = Ho, Lu, Np
2 P2:/m LiM,ReNs M = Sr, Ba
10,12T215 1 1 Prma UVN,
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M(1)M(2)N,

8,12T48 3 1 P4/nmm M(1) = Ba, Sr: M(2) = Ti, Zr, Hf
2 0.75 MgsMN; M = Al, Ga
tcl 3 1 0.6 R-3m LizcazjsNbo.zzNg
11°12T10 |3 0.67 14/m MBesoN14 M = Sr, Ba, Eu
SVi-X 3 0.67 14/mcm MBe,N, M = Ca, Sr, Ba
97980 3 0.57 P4/ncc CasBa(MN,), M = Cu, Co; Cas(CoN,),
2 P-31m M>N M = Cr, Fe
11,1272 3 1 0.5 P312 Fe,N
2 0.5 (C&7N4)T|o,97; (Ca7N4)|n1,02
8,9T1103 3 1 0.48 Pbam (CarNu)Gay s
Ba23Na11(MN4)4 M= Nb, Ta;
728,975 3 0.42 P4,/n
2 BazaNag1N1o((Tao.28Va.72)N4)
7,9T74 3 0.4 P2:/m MsGe,N, M = Sr, Ba
M(1).M(2)N
chb 3 0.33 Cmcm M(1) = Ca, Sr: M(2) = Au, In
) M(1)10M(2)gN-
fab 3 0.26 Fm-3m M(1) = Ca, Sr: M(2) = In, Ag
lon 3 0.25 P6s/mmc | (BasxSrx)MN M = Bi, Sb
. 2 0.17 MyInoN M = Ca, Sr
tsi 3 1 05 14,/amd Ti,N
2 1 Cmcm
11,12°T4 2 1 1.67 co/m TazNs
hcp-10- 5 1 15 R3c LaWNs3
R-3c 1 ) -1 LaReN3
11,12T2507 | 2 1.5 P1 CeMN3; M = Mo, W
1172 2 1.33 1-43d M3N4s M = Zr, Hf
1 1.29 Caps55GeNy
1272171 2 1 1 I-42d CaGeN,
8,10T340 2 1 Immm MCe,N3; M = Cr, Mn
6,10T202 2 1 Immm MThysN3z M = Cr, Mn
6,8T535 2 1 Immm MU>Ns M = Cr, Mn
1 Pmmn .
10,12T218 |2 1 1 P2,mn CaTiN,
12,14T1608 | 2 1 Cmc2, NaGEZNg; (C&o_gLio_z)(A'o_gGel_z)N3
11°12T3 |2 1 C2/c La;GaNs; SroTaN;
3 3
3’110 15131, 1 P2/n LiBasM,N- M = Mo, W
67,8723 |2 096  |pge | CooeWelis
0.94 CSg.9sMO0OgN15
9,10°15T1 |2 0.83 Pbcm Cas(VN4)N; Srs(NbN4N
10,11,12T8 |2 0.83 C2/m Ca,GezMgsN1o; Ca,MgGasNs
12,13T1230 | 2 0.8 C2lc CasM,Ns M = Al, Ga
tci 2 0.75 R-3 CasGeoNg M = Ca, Sr
11712711 2 0.75 Pbcn M;(GeN4)N, M = Ca, Sr
102’11’12’ 2 0.75 Cc NasMN; M = Mo, W
13,14T1 ' SR VL= VIS
9,10°T5 2 0.73 C2/m Srg(MN3)2(FeN;) M = Mn, Fe
9,11T2523 |2 0.67 P4,/mbc | M,GeN, M =Ca, Sr
11,12T2508 | 2 0.67 Pnnm LisSroMN4s M = NDb, Ta
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11,12T2063 | 2 0.67 C2/c LizBa,MN; M = Nb, Ta
10°T2411 |2 0.6 C2/c M,LiFe,N; M = Sr, Ba
04 Immm Li3Sf3Ni4N4
svk 2 0.2 Cmmm Ca7TI5N,
7,10T482 2 0.33 Immm MsCusInsNs M = Sr, Ba
8,9,162Tl 2 0.076 1-42m BaggLigoNg; BaggLi34.87|n45,13Ng
10°,12T2 1 1.7 P-6 W-5N1,
10%12T2 1 1.67 Pnma TasNs
10°,12°T6 |1 1.67 Pnma TasNs
tck-8,10-
P63/mmc 1 1.5 P63/mmc W>N3
9,10,11T12 |1 1.5 Pnma Nb,N;
11°T2280 1 1.33 P6s/m GesN,
9,11°T1 1 1.33 P31c GesN,
11,12,13T5 |1 1.33 Pbnm SnsN,
12,13T73 1 1.33 P2,/n SnsN,
10,12°T9 1 1.25 Cmcm NaTasNs
wh810- 1 119 |R-3m | NbpaN
P3,21 ' 0.84
tck 1 1.125 P63/mcm Nb3,72Ta4,28N9
kag 1 1 P6/mmm | TaN
bnn 1 1 P-3ml MoN
6,9T412 1 1 P-31m MoN
10°11°T1 |1 1 P31c BasMoN,
9°,10°11T1 |1 1 P31c BasWN,
10T4 1 1 14;/amd | LiUN,
10,11T2644 | 1 1 Fddd Ba,CaWN;,
10,11,13T79 |1 1 Cmca Ba,VN3
10°11°T3 |1 1 Pbca Ba,(Bag 23Cag.77)MoN,
3
3’110’11 A2 1 c2lc SraMoN,
10°11T1 1 1 C2/c Ca, VN3
2 2 3
Ell-_(i '11 ’12 1 1 P-1 Srlo(MOZNG)(MON4)2
7.8,9T13 1 0.99 R-3C Rbg 15WeN 5
.8|_’]:!-0’12’13 1 0.9 Fm-3m La3Cr9,236N11
9,10°,11%,
125.'_1 1 0.9 P-1 BalG(NbN4)3(Nb2N7)
10°,11T2 1 0.875 | Pnnm Sr,LiAl;N4
10°11°T2 |1 0.875 | C2/m Sr,MgAlsN;
11°,14T3 1 0.86 C2/c SrsGe;Ng
8,9,10°,11, .
1272 1 0.86 P-1 Ba10T|4N12
8% 9°10°,
11312413 |1 0.86 P-1 NayK13W7Nig
T1
2 2
%‘i’“ A3 1 083 |Pna2, |EumMgTaNs
10,11%12, |1 0.83 C2/c BasGasNs
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14T1

7,8,9T12 1 0.83 C2/m Bas(CrN,)N
2
3'310’11'12 1 083 |P-1 SrsGasNs
2
3'210’11 A3 1 0.83 P-1 Al;BeSr,Nsg
8,9*10,11°,
12T1 1 0.82 P2i/c Srg(MnN:g)z(MnN;g)
11,12,13T6 |1 0.8 I4,/acd | CazGa,N,
10,11°T3 1 0.8 14,/a CaLiAl3N,
10,12°T10 |1 0.8 Ibca CasFeN,
2 2 4
Ell-_?. 11513 1 0.8 P212121 C&3A|2N4
#%’11’12'13 1 0.8 P2Jc | CasGeNs
#3’11’14'15 1 0.8 P2Jc | CasAlN,
9,11,12°T2 |1 0.8 P2,/c Sr,GeNy
10,11°T4 1 0.8 C2/m CaBaLi,AlgNg
! 08  |P-1 Ca,TiN,
10°11°T1 |1 0.8 P-1 SrLiAlIzN,
10°11°T2 |1 0.8 P-1 Sro995LiAIsEU000sN4
5 2
E||._(])-,11 112 1 0.8 P-1 Sro.595caol4LiA|3EUo.oo5N4
xak 1 0.75 14/mmm | NbsN3
11,12T911 |1 0.75 Pbca Li,Sr,Cr,Ng
3
3'110’12 A3 1 0.75 Pbca Naz;Rb(WN3),
#%'11’12'13 1 0.75 Pbcm Na,KWN3
9,10°,11°,
192 13 1471 1 0.75 P2,/c NasRb(WN3),
2 [} 4
31'10 12 1 0.75 P2,/c NasCs(WN3),
10,11,12°T1 | 1 0.74 P3 Ca;oMnigNos
11,1279 1 0.73 P4,/mnm | Ca;;Ng
0,11T2471 |1 0.67 Cmca Sr,GeN,
9,11T300 1 0.67 Pnma FesN,
9,10T225 1 0.67 C2/m Ca,FeN,
11,12°T3 1 0.67 Cc2/m LiSrGaN,
12°T2342 1 0.67 C2/m LisSrsGe,Ng
2 2
11512515 14 0.67 P-1 Sr,FeN,
T2
2 2
1’181’_?[ '10 ’ 1 0.61 P-1 SI'17G92(GGN3)2(G€N4)2
10,12T2852 | 1 0.6 P6s/mmc | TisAIN3
12,13°T8 1 0.6 Cc NasReN;
10T1541 1 0.57 P4/ncc Sr5(CoNy),
9,11T2522 |1 0.57 Cmca CasGasN,
1213711 |1 0.56 P4,mc | Srg(CuaNs)(CuNy)
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hxl| 1 0.5 P-3 W,N

dia 1 0.5 14,/amd | MoyN

11,12°T1 1 0.5 C2/c BagNigN-
10,12T1513 | 1 0.43 Cmmm (Lio_78Nio_22)Li4sr2N3
12°T9 1 0.42 P312 FeosN1g

sve 1 0.4 P4/mbm CaLiz(Liollenl_sg)Nz
9,10T2663 1 0.4 P4/nbm Ge4Sr1Ng
77,8,10T3 1 0.36 Cc SrgGe,(GeN,)
7°8,10T1 |1 0.35 P2/m BaysCu,InsNy;
whb 1 0.33 P4,/nmc | LiBa;N
56°7°,8°T3 | 1 0.32 C2/m BayglngNg

tca 1 0.27 R-3c Na;Ba14CaNg
48|y 025 |R3m | SrssBayuBiN
P3,21 . 0.86D3d2.14
7,8,9T14 1 0.19 P-1 Na;7BaisCaNg
9°T1978 1 0.17 C2/m Na21Ba;4CaNg

ecf 1 0.16 P6s/mmc | Dy,Fe;7N3
8,11T560 1 0.125 A2/m ngFEzg_zTio.3N4
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Table S4. Topological types of silicon substructures in inorganic silicides.

Topological Occurrence S|/_M Space Silicides
type ratio group
M(1)M(2)Si
115 M(1) = d-metals, Ln, AEM, U;
M(2) = d-metals, AEM, Al
M(l)M(Z)l-xM(g)xSi
11 Pnma M(1) = Mn, Co, Ni;
M(2), M(3) = Mn, Ti, Sc, Lu, V
6 M,Si M = d-metals, AEM, Eu
2 Sr1.25Cag 75Si; Alg4sMQ1 55Si
1 COzMnTiSiz
M(1)M(2)Si
21 M(1) = Ln, d-metals, AEM, Be;
175 0.5 P6a/mmc Mgzg = d-metals
1 Ni,Si
6 P6s/mcm | Gd(Tiy.xMny)Si
3 Pbnm MCuSi M =Ti, Zr, Hf
2 M,Si M = Ca, Ni
2 Pnam TiNiSi; HfWSi
1 COzSi
1 P6smc YAUSI
1 P6322 Ni,Si
1 P-3m1 Fe,Si
1 Pbca PtSbSi
23 MsSiz M = d-metals, Ln
hcp 263 13 M(1),M(2)sSiz M = d-metals
7 M(1)s5.xM(2)Siz M = d-metals
M(1)M(2).Sis
6 M(1) = d-metals, Eu;
60 0.6 P6s/mcm | M(2) = d-metals, Gd
5 ' M(1)sM(2)sSis M = d-metals
M(1)7M(2)sSis
3 M(1) =V, Fe, Gd;
M(2) = Ta, Mn, Pr
2 (SClo.XMX)SiG M=Fe, Y
1 Ccmm MnsSi3
11 MAI,Si, M = Ln, AEM, Y
14 (1 Joe67 |7 [Rpsi,
2 P6s/mmc | M3Sio M = Rh, Ir
2 Li»ZnSi
1 P-3ml oy
1 P63mc Liz_ngQo]gSi
! 1 0.33 P63/m A|3.39Li14.618i6
1 Cmem PtsSc4Sis
1 Pnma Ni3Si
MsHfySi M = Mo, Re
3 0.077 P6s/mmc Hfo(HfMO03)Si
1 0.71 P6s/mmc | Rhy4Si
1 0.4 Pnnm DyMn,Si,

S21



1 0.31 P-3m1 Cuz.17Si
1 0.18 P63/mcm CaloPt7Si3
M(1)M(2)Si
47 M(1) = Ln, AEM, d-metals, Na;
M(2) = d-metals, Al, Mg
PAINMM MOM):M(3),Si
22 M(1) = REM, Mn;
M(2), M(3) = d-metals
M(1)M(2)Si
11 P2,3 M(1) = AEM, REM;
93 0.5 M(2) = Ir, Pt, Pd, Rh
4 (Mg2xMn,)Si
1 Fm-3m MQ,Si
3 F-43m LiMSi M = Al, Ga
2 Pmmn MMnSi M = Pr, Nd
1 P-43m MgegBiSigz
1 14/mmm | Pt,Si
1 P4/nmm | GdLaMn,Si,
M(1).M(2)Si
11 M(1) = d-metals, Li;
M(2) = d-metals, Li, Mg
3 Fm-3m FesxMySi M =V, Cr, Ni
2 MsSi M = Mn, Fe
36 2 0.33 FesM3Si, M = M!’!, Co .
2 COz(Croleno_g)Sl, C04(MnV)S|2
9 Pnma M,LnSi M = Pd, Pt, Ni
fcu 170 ) o M(D):M(2)Si
MM M(1) = Li, Ni; M(2) = AEM
2 F-43m Co,MnSi; Mn,RuSI
1 P-43m Lil_szMgl_ggsi
7 MSi M = d-metals
20 7 1 P2.3 M(1)1xM(2)xSi M = d-metals
6 M(1)M(2)Si, M = d-metals
3 (Cro.341Mo 061Nl 598) 2SI
P2,3 M= I_:e,_Cu, Pd _
8 2 0.25 FesNisSiy; CraNisSi,
2 MnsMSi M = Co, Ir
1 C2lc Caylr,Si
M(1):M(2)sSi
3 0.2 R-3m M(1) = Mg, Er, Pr;
M(2) = Ni, Rh
2 0.42 'P‘m Pt1,Sis
1 0.49 Pm-3m Mge4BiSis;
1 0.42 F-43m Lio.gMgll498i
1 0.41 F-43m Li6_78A|3_o7Si4
1 0.4 R-3m BaMgzLizsiz
1 0.39 F-43m Li7.43A|2.85Si4
1 0.36 P-3 NiigPd;Sig
1 0.035 Fm-3m Zr62n22,9158i

S22



1 0.034 Fm-3m CesMg23Si
13 0.22 Im-3m LngNiGSiz
3 PM-3m MsSi M = Ni, Nb, U
2 LIAgzsI, (F60,5Nio,5)38i
2 14/mcm MsSiM=1r, U
100 1938 oa/mbm | PSi
1 Fmmm UsSi
1 C2/m Pt3Si
5 0.18 P4/nmm | LnNiyoSi,
5 0.17 P4/mmm | MPtsSi M = p-metals, Ag
4 1 Pm-3m MSi M = Co, Ru, Rh, Os
pcu 50 e
3 0.95 P4,/mnm | MAusSiM =Y, Gd
P4/mbm A|3_75Dy3FEMg(),258i2
M(1)sM(2)sSi
3 0.125 Imma 1 13y~ Ce, La: M(2) = Pd, Pt
2 0.053 14/mcm MgFe13Si M = Pr, Nd
1 0.4 C2/m Rh3Bi28i2
1 0.26 P4/mbm A|3_5F6Mgo_5Yb2_718i2
1 0.18 Pbam Pt;Sc4Si;
1 0.14 14/mcm LasGe,Si
1 0.11 14/mcm TheAlsSi
97 M(1)M(2)Si
M = d-metals, Ln, Li
2 P-62m M,Si M = Pd, Pt
nin 45 43 2 0.5 Pd,xMn,Si
2 Ru(MosZros)Si M = Nb, Ta
10 Ima2 M(1)M(2)Si M = d-metals
2 0.6 Pbam MsSiz; M = Ru, Rh
27 M(1)3.xM(2)xSi M = d-metals
5 PM-3n MsSi M = d-metals
40 3 0.33 |V|3V3Si2.|\/| = Cr,_Mo, Nb
ok |22 2 VoM M = Ni, Nb
2 P4,in TisSIM =Ti, Ta
1 (Nbg.6Vo.4)3Si
1 0.25 C2cb Au,Si
1 0.0625 | Im-3m Ce4Rh,Si
M(1):M(2)sSi
11 P6s/mmc | M(1) = d-metals, AEM, U;
21 0.2 M(2) = d-metals, Mg
9 cmmm MNi;Si M = REM
1 NdNizCoSi
M(1)M(2)Si
5 M(1) = AEM, An;
hex 42 19 05 | P-om2 M§z§ - Li, Al, Au
1 CEQ(Lio_ggNiolel)NiSiz
1 Pnma RhTbSi
6 0.125 P-62m LnsMn3Ga,Si
M(1)M(2),Si
4 0.33 P6s/mmc | M(1) = Ca, Ti, Zn, Pt;

M(2) = Li, Mg, Co, Ni
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P63/mmc HO3Ni12$i4
2 0.27 C2/c SCZPthig
1 0.09 P6s/mmc | CesCogSi
1 0.083 P6s/mmc | AloMnsSi
M(1)M(2).Si.
8,12T48 24 0.67 P4/nmm | M(1) = REM, An;
M(2) = Ir, Pt, Au
MElgﬁMéZ)mSi(
21 M(1) = d-metals, Mg, U;
22 0.32 M(2) = Fe, Co, Ni, &
xau 24 1 Fm-3m (MnsCrs)NizsSiy
1 0.33 Ti18_72Ni66_85Si23
1 0.3 Mn3_3Pd14_7Si7
M(1)M(2)Si
16 M(1) = REM, Th;
M(2) = Al, Ni, Pt
tsi 22 # oo 14:md M(LM(2)1-M(3):Si
4 M(1) = Ce, La, Pt;
M(2), M(3) = d-metals, Th
1 0.55 LaPto gSi
1 0.53 LaPto,QSi
M(1)M(2)sSi
1 PE/MMM | \1(1) = REM: M(2) = Rh, Ru, Ir
16 3 0.5 MRusSi,M =Y, La, Th
bnn 21 1 P63/m Gdo_og-,Lao_95RU3Si2
1 Cmcm AQ,Si
2 0.29 P-62m MsCusSi, M = Zr, Hf
2 0.13 HOthgSﬂgSiz M =Ho, Lu
1 0.4 Pbam SCth3Si2
7 6 05 [4/mmm | MScSi M = REM
1 ' I-1 CeScSi
M(1)M(2).Si.
nce 15 4 0.67 [4/mmm | M(1) = Sr, Ba, Er, Pu;
M(2) = Al, Ni, Au
3 0.4 Immm MsAl,Si, M = AEM
1 0.33 Pnma LazRh3Si,
M(1)M(2).Si
tcg-x 15 14 0.33 Pnma M(1) = REM; M(2) = Pt, Pd
1 0.14 AU5_6CU1_4Si
M(1)M(2)sSis
13 M(1) = REM;
97980 14 0.4 14/mcm MEZ; = Fe, Co, Ni
1 NdCOg(COo_5Feo_5)Si4
1 M(L)M(2)sSiz
10T356 14 0.2 14,/amd | M(1) = REM; M(2) = Co, Ni
1 Nd(FEo,55COo,45)98i2
6 Li;sxM,Siys M = Al, Mg, Zn
2 M15Si4 M= LI, Cu
1172 11 > 0.27 1-43d LizoMsSia M = Al Mg
1 Li35:Mgo.24Si
9%,1273 10 0.42 Fm-3m | M3Pty3Si;s M = Ln, U
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M(1)M(2)4Si

bcu-x-13- 10 8 0.4 P4;/mnm | M(1) = REM, Zr;
P4,/mnm M(2) = Fe, Re
2 0.33 P4,/n MsSi M = Zr, Nb
M(1)sM(2):Si
ors 9 8 0.2 Fd-3m M(1) = d-metals, AI;
M(2) = Fe, Co, Ni
1 0.23 F-43m A|13CI’4Si4
2 6 MNisSis M = REM, U
11°,12T12 |7 1 0.5 Pnma Y (Rho.s2Nios)NizSk
M(1)sM(2)Si;
10,14T78 7 0.4 Pnma M(1) = Rh, Ir: M(2) = REM
M(1).M(2)AlgSiy4
tcm 6 0.44 R-3m M(1) = Gd, Tb, Dy;
M(2) = Pt, Au
4 M3Pd208i6 M=Y,Ce, Lu, U
reo 6 1 0.26 Fm-3m Ce,Pd.;Sig
1 0.19 R-3m CezNi14Si3
3 MSi M = Cr, Mn, Ni
lcy > 2 1 P2:3 Cri.xMySi M = Mn, Ni
7,9,12T6 5 0.23 [4/mmm | M11IneSisM = REM
10°T4 4 0.5 Pnma LnsNiSi,
PthC5Si7; A|4CU2Mggsi7;
11212713 | 4 0.5 P-6 Ba,YhogsMg11.12Si7;
Bai.9Cap 4MQgy 7Siz
th 4 2 0.4 Pbcm M.3Rh.28i2 M= Y., Ce .
2 0.39 P321 N|318|12; Fe1_94N|5_818|3
2 0.24 Li218i5; Li16,9422n0,0258i4
12T6 4 1 023 F-Aa3m s,
1 ' F23 LixSis
M(1)aM(2)7Sie
13T1310 3 0.54 Im-3m M(1) = Sc, U: M(2) = Tc, Re, Ir
ecu 3 0.5 Cmcm MAISIiM =Y, Tm, Lu
feb 3 0.5 Pnma LnCoSi
9,12°T5 3 0.42 Fm-3m | LnsPty3Sisy
6,112T1 2 081  |ppmg | RUsnSis
0.75 RU4Si3
sve 2 0.67 P4/mbm | M3Si, M = Nb, Mo
14/mcm U3Ga,Sis
8,9T968 2 0.6 " UaALSis
11,15T4 2 0.4 Pnma RhsMSi, M =Y, Sc
tch 2 0.39 P63/m CEGC01_638i3; CEeNil_essig
8,12T395 2 0.38 P-62m AlgFeMgsSis; Alg gasFeMgs336Sis
12,13T2335 | 2 0.375 C2lc M4Pd,Siz M = Ca, Sm
cco 2 0.33 Pnma MsSi M = Pd, Pt
M(1)3sM(2)11Sis4
10,14T410 |2 0.29 P6s/mmc M(1) = Sc, Th: M(2) = Ni, Cu
10,11,12T79 |2 0.24 Cmcm Lis1Si
sqc7* 1 0.67 [4/mmm | LURU,Si,
10,12T6 1 0.67 Pnma BaAl,Si,
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nbo 1 0.6 P4,/nnm | LisAg.Sis
10,12T2863 | 1 0.6 P2:/m MnsSis
nch 1 0.57 1-43m CazlrsSiy
}F?L’gl’lz 1 0.5 P-62m Ba5Yb2.29M915.718i12
2 2
ELI_% 11512 1 0.5 P-6 BaeMglgllaYb1,84Si13
tck-8,10- .
P6a/mme 1 0.5 P63 CaAlSi
8,10°T12 1 0.5 P3 CaAlSi
sxd 1 0.5 Pnma NdFeSi
11,12°T2 1 0.48 Pm-3m | Mge4BiSis;
8,104T1 1 0.48 P63/m La21Ni10_35Si15
xbo 1 0.45 Pm-3m Fe11Sis
8,10°T3 1 0.45 P6a/m PrisNi7Siso
10°T2412 |1 0.44 P63/m CesNiygsSis
tce 1 0.44 14/m NbsCu,Sis
10,11,1472 |1 0.44 Pnma Ce,Pt7Siy
11,13T1 1 0.41 Pnma Ir3.84CuSi»
4,5,8T43 1 0.38 R-3m RhgY 4Sis
sqcl1067 1 0.38 P4/mmm | MosRugSis
11°T2 1 0.38 Pnma SrAu,3Si,
11,12T2509 | 1 0.375 C2/c Ce4Rh4Sis3
eca 1 0.33 P6s/mmc | CosSi
3,5,8T75 1 0.33 P6s/mmc | YRh,SI
mob 1 0.33 14,/amd | Celr,Si
11T106 1 0.33 -4 NbsSi
chb 1 0.33 Cmcm CeRh,Si
117770 1 0.33 Pnma CesRhsSi,
9,11T300 1 0.33 Pnma CasNi3Si,
8,10T2481 |1 0.33 C2lc GdNigSi3
8,10T2479 |1 0.31 Pbcm PreNi-Siy
8,10T2480 |1 0.3 P4,/nmc | Eu,NigSi3
bct-9-Cmce | 1 0.29 Cmca TmsSh,Si,
13T1 1 0.25 Pa-3 NaAusSi
11°T60 1 0.25 Pnma CuLi;Si,
10,12T84 1 0.22 Pnma PdoSi,
12T495 1 0.2 14,/amd | LaNigSi;
kag 1 0.1875 | P6s/mmc | EryFe4Sis
sql 1 0.18 C2/c Al, sFeSi
dia 1 0.14 R32 LisPt3Si
fCU-g-P42/n 1 0.1 P42/n M915Ir58i2
bct 1 0.0625 | P4/nmm | Ce,Pd4Si

*The topology name of one of the nets from the EPINET database.
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