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Cosine similarity between structure fingerprints s, / [-]

Fig. 1 Additional structure group (dis)similarity results.
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Cosine similarity between structure fingerprints s, / [-]

Fig. 2 Additional structure group (dis)similarity results.
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Cosine similarity between structure fingerprints s, / [-]

Fig. 3 Additional structure group (dis)similarity results.
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Cosine similarity between structure fingerprints s, / [-]

Fig. 4 Additional structure group (dis)similarity results.
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Fig. 5 Additional structure group (dis)similarity results.
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Fig. 6 Additional structure group (dis)similarity results.
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Fig. 7 Additional structure group (dis)similarity results.
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Fig. 8 Additional structure group (dis)similarity results.
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Fig. 9 Additional structure group (dis)similarity results.
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Fig. 10 Additional structure group (dis)similarity results.
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Fig. 11 Additional structure group (dis)similarity results.
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Fig. 12 Additional structure group (dis)similarity results.
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Fig. 13 Additional structure group (dis)similarity results.

16



100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

Density distribution p / [-]

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01

CrystalNNFingerprint, ops preset; mean, std. dev, min., max.

[ Al L BaAl,0, || BaznF, [ CaFe204 i crvo, |
L OVL: 7.8% /|| OVL: 0. O% 1L OVL: 22.4%_1| OVL: 12.0% | |1 OVL: 3.0% | |
[ K,NiF, [ MB,0, [ Mguo, | Pbyo, [ SbNbO, '
L OVL: 7.6% J || OVL: 0. 0% 1L OVL: 0.1% || OVL: 3.6% - | L\K OVL: 0.0% |
i sr,Pbo, |[” Tetragonal BaTio, || Thep, [ TIAIF, || znso, |
L OVL:5.5% . || OVL: 34.3% |l OVL: 0.3% || OVL: 0. l% 1k OVL: 3. 3%n[f
L ] mﬂ“ | m 1L |
[ a-MnMoO, Aragonite Barite || B-K,SO,4 BN Calcite |
L OVL: 10.6%j, L OVL: 3.9% J || OVL: 14.2% 1| OVL: 14.0% L OVL: 0.4% J,
7‘ Mﬁ , i I ’L\ﬂﬂ,
['Bce, cscl, Heusler [ Fcc [ HCP ls‘imple cubic, rocksalt .|| Diamond, sphalerite |
L OVL: 2.8% /|| OVL: 24.5% | OVL: 47.9% | OVL: 0.0% || OVL: 0.0% |
* il 4 ! 4 ] W I
F Garnet il Half-Heusler i High- cristobalite 1 limenite F Low-cristobalite ]
L OVL: 1.0% || OVL: 4.1% ;|| OVL: 10 Z%J‘J L OVL: 15.6% ¢ || OVL: 0.1% |
s 1\ A S g g Y 1L i
N Low-quartz i Monazite i Olivine i Perovskites N Phenacite ]
L OVL: 4.6% 1 || OVL: 7.7% /|| OVL: 9.6%/ || OVL: 4.3% ||| OVL: 2.7% ||
I
i Rutile i Scheelite ] Spinel il Thenardite F Wolframite ]
L OVL: 1.6% J L OVL: 20.9% s 1| OVL: 4.0% || OVL: ZZ.%A) AF OVL: 17.5%JJ,
‘ 10 10 10 10 1

Cosine similarity between structure fingerprints s, / [-]

Fig. 14 Additional structure group (dis)similarity results.
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Fig. 15 Additional structure group (dis)similarity results.
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Fig. 16 Additional structure group (dis)similarity results.
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Fig. 17 Additional structure group (dis)similarity results.
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Fig. 18 Additional structure group (dis)similarity results.
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Fig. 19 Additional structure group (dis)similarity results.
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Fig. 20 Additional structure group (dis)similarity results.
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Fig. 21 Additional structure group (dis)similarity results.
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Fig. 22 Additional structure group (dis)similarity results.
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Fig. 23 Additional structure group (dis)similarity results.
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Fig. 24 Additional structure group (dis)similarity results.
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Fig. 25 Additional structure group (dis)similarity results.
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Fig. 26 Additional structure group (dis)similarity results.
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Fig. 27 Additional structure group (dis)similarity results.
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CrystalNNFingerprint, ops preset, no dist. cut., no elec. neg. weight; mean, std. dev, min., max.

100
10

1
0.1
0.01
100
10

1
0.1
0.01
100
10

0.1
0.01

100
10

0.1
0.01

100

0.1
0.01
100
10

Density distribution p / [-]

0.1
0.01

100

10 ¢

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01

10 ¢

Cosine similarity between structure fingerprints s, / [-]

Fig. 28 Additional structure group (dis)similarity results.
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Fig. 29 Additional structure group (dis)similarity results.
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Fig. 30 Additional structure group (dis)similarity results.
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Fig. 31 Additional structure group (dis)similarity results.
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Fig. 32 Additional structure group (dis)similarity results.
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Fig. 33 Additional structure group (dis)similarity results.
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Fig. 34 Additional structure group (dis)similarity results.
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Fig. 35 Additional structure group (dis)similarity results.
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Fig. 36 Additional structure group (dis)similarity results.
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Fig. 37 Additional structure group (dis)similarity results.
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Fig. 38 Additional structure group (dis)similarity results.
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Fig. 39 Additional structure group (dis)similarity results.
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Fig. 40 Additional structure group (dis)similarity results.
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Fig. 41 Additional structure group (dis)similarity results.

44



ChemEnvSiteFingerprint, multi-weight strat.; mean, std. dev, min., max.

100 | Al L BaAl,0, || BaznF, [ caFe,0, [
10} OVL: 4.2% ||| OVL: 0.0% || OVL:22.1% || OVL: 6.3%_ ||
0.1 1 vk 1 1
0.01 : : o0 - oo ‘
100 KoNiF, |t MB,O, 1} MguO, |t PbsO, |} SbNbO, 1
10} OVL: 8.0% (]| OVL: 0.0% || OVL: 0.0% || OVL: 6.3% s || OVL: 2.4% | |
01} , ’h\ {7 1 W 1+ ]
0.01 - A8 e = — e :
100 F Sr,PbO, {L Tetragonal BaTiO; {i ThaPy 4 ZnSO, L a-MnMoOQ,
10} OVL: 3.8% , || OVL: 20.8% || OVL: 0.0% | || OVL:4.3% | || OVL: 12.0% [
1,} I " el il 1l 4 11]
0.1 “ T UW 1r 1r 1r 1
0.01 - 1 1 - S ‘
100 Aragonite I Barite {f B-K;SO, |t Calcite . {| BCC, CsCl, Heusler -
10} OVL: 7.2% J L OVL: 24.0% ;|| OVL: 25.5% || OVL: 0.0% || OVL: 0.0% |
= e ! ! |
T by Pl |
c 001 —— : o= e - :
9 100} FCC 1} HCP {Simple cubic, rocksalt --{} Diamond, sphalerite -{}| Garnet |
g 10t OVL: 0.0% || OVL: 0.0%; || OVL: 0.0% || OVL: 0.0% || OVL: 2.9% |
2 o1} 1 1 1 ; 1 ufll |
> 001- : : == = :
'3') 100 Half-Heusler -{t High-cristobalite -} limenite {t Low-cristobalite- {} Low-quartz |
C]‘:_) 10t OVL: 0.0% || OVL: 154]17% il OVL:19.7% 5 || OVL: 0.2% || OVL: 8;9%}5,
a 1t | § ‘ Fhdt - s 1+ 1
01t ' 1t 1 Nk ”HI‘ WHL 1
001 : o= == = = ‘
100 Monazite {} Olivine {} Perovskites -4} Phenacite 4} Rutile -
10t OVL: 13.6%, || OVL:28.1% || OVL: 0.0% || OVL: 22.2% 1| OVL: 33.3% |
i I W I gt R iy y |
0.1 1 1r \ﬂlhj\ “]ﬂ 1r H 1r 1
0.01 S : : == = :
100 Scheelite |} Spinel {} Thenardite {} Wolframite {}- Zircon 4
10t OVL: 27.0% (]| OVL: 0.4% || OVL: 13-5%2[— L OVL: 16.6% J L OVL: O.SO/F[ ',
0.1 1 1 1 Hﬁ | 1 §
0.01 k- (! : b i
0 10 10 10 10 1

Cosine similarity between structure fingerprints s, / [-]

Fig. 42 Additional structure group (dis)similarity results.
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Fig. 43 Additional structure group (dis)similarity results.
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Fig. 44 Additional structure group (dis)similarity results.
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Fig. 45 Additional structure group (dis)similarity results.
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Fig. 46 Additional structure group (dis)similarity results.
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Fig. 47 Additional structure group (dis)similarity results.
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Fig. 48 Additional structure group (dis)similarity results.
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Fig. 49 Additional structure group (dis)similarity results.
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Fig. 50 Additional structure group (dis)similarity results.

53



100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

0.1
0.01
100
10

Density distribution p / [-]

0.1
0.01

100

10 ¢

0.1
0.01

100

10 ¢

0.1
0.01
100
10

0.1
0.01

OPSiteFingerprint; mean, max.

[ Al L BaAl,0, || BaznF, [ caFe,0, [ crvo, |

L OVL: 5.6% ||| OVL: 0.0% || OVL: 29.7% || OVL: 28.9% || OVL: 28.0% |

L 1L W EIS LU‘J]_L L m L i

a K NiF, ][ MB,0, [ Mguo, | Pbyo, [ SbNbO, |

L OVL: 12.1% . 1| OVL: 0.0% || OVL: 0.0% || OVL: 5.9%: || OVL: 0.0% |

a sr,Pbo, |[” Tetragonal BaTio, ||’ I TIAF, ][ znso, |

L OVL: 38.4% || OVL 3 1% 1L L OVL: 00% 1k Wyﬁ%@

i Aragonite i Barite ‘7 L B-K,SO, 1 Calcite ]

L M\LLT\G%J L OVL: 20.7%_ 1| OVL: 20 0% 1k OVL: 0. 00/

['Bce, cscl, Heusler || Fcc [ HCP -§imple cubic, rocksalt l ['Diamond, sphalerite

WW OVL: 0.0% || OVL: 2.6% || OVL: 2.6% || OVL: 0.0% || OVL: 0.0% |

i Garnet i Half-Heusler F High-cristobalite i limenite F Low-cristobalite ]

L OVL: 4.7%, || OVL: 0.0% || OVL: 23. 7‘1’{? 1L OVL: 43.2% || OVL: 0.4% |

N Low-quartz N Monazite N Olivine i Perovskites F Phenacite ]

OVL: 5. 60/%[H 1L OVL: 29.5% 1| OVL: 26.4% || OVL: 0.0% || OVL: 31.8% |

L M I 1l | ‘ “thl 11 i

i Rutile i Scheelite i Spinel 1P Thenardite F Wolframite ]

OVL: 11% 1L OVL: 28.3% || : 0. L OvL: 33.2%? 1k OVL: 17.1% |

; .

L M ] W L M_WM 1L P\W i i

[’ Zircon 1 0 10 10 1
L OVL: 20.0% _ |
0 1

Cosine similarity between structure fingerprints s, / [-]

Fig. 51 Additional structure group (dis)similarity results.
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Fig. 52 Additional structure group (dis)similarity results.
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Fig. 53 Additional structure group (dis)similarity results.
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Fig. 54 Additional structure group (dis)similarity results.
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Fig. 55 Additional structure group (dis)similarity results.
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Fig. 56 Additional structure group (dis)similarity results.
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Fig. 57 Additional structure group (dis)similarity results.
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Fig. 60 Additional structure group (dis)similarity results.
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Fig. 61 Additional structure group (dis)similarity results.
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Fig. 62 Additional structure group (dis)similarity results.
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Fig. 63 Additional structure group (dis)similarity results.
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Fig. 64 Additional structure group (dis)similarity results.
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Fig. 65 Additional structure group (dis)similarity results.
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Fig. 80 Additional structure group (dis)similarity results.
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Fig. 82 Additional structure group (dis)similarity results.

85

[ Al f BaAlL,O, |[ BaznF, [ CaFezd4 I crvo,
OVL: 1.9% || - OVL: 0.0% | OVL: 10.9% | OVL: 16.1% OVL: 54%
[ K NiF, [ MB,O, [ Mguo, [ Pbyo, [ SbNbO4
L OVL: 8.6% || . OVL: 0.0% || OVL: 0.0% || OVL:2.0% || OVL: 0.0%
[
I SrszO‘4 [ Tetragonal BaTiO‘3 1 Th3F“4 1 TIAIlf4 [ ZnSd4
L OVL: 1.5% || OVL: 33.1% |l OVL: 0.1% || OVL: 0.0% || OVL: 4.2%
Ll
( i Ll B l Il I
[ a- MnMod4 [ Aragonife I Barite || B-KZSd4 I Calcite
OVL: 6.9% || OVL: 0.7% || OVL: 6.4% || OVL:6.9% || OVL: 1.0%
B by e e ey
P T ) e
F BCC, CsCl, Heusler [ Fcb 1 HCP 7‘5|mple cubic, rocksalt fDlamond sphalerlte
OVL: 0.0% || OVL: 0.0% }L OVL: 0.0% | OVL: 0.0% || OVL: 0.0%
AR (U NDR TR 1 il
[ Garnét [ Half—HeusIér I High—cristobalife I IImenife i Low—cristobalife
OVL: 0.0% || OVL: 0.0% || OVL: 6.6% | OVL: 12.5% | OVL: 0.0%
(\ | MJ Tl 1 m r MW
VALY IR B oy |
Low- quartz [ Monazife I Oliviﬁe I Perovskités [ Phenacife
L OVL:3.7% || OVL: 4.1% || OVL: 8.3% | OVL: 0.0% || OVL: 0.6%
TMMM‘WW"M"‘H M
8 Rutiie [ Scheelife I Spinél I Thenardife [ Wolframife
L OVL: 0.1% OVL: 15.8% |l OVL: 2.7% | OVL:15.9% || OVL: 18.1%
ml L ] W b it W
i Zircon 10 4 0 4 0 4 0 4
OVL: 2.5%




100
10

0.1

0.01;

100
10

0.1
0.01

100
10

0.1
0.01

100
10

0.1
0.01

100
10

0.01

100
10

Density distribution p / [-]

0.1

0.01'

100
10

0.1

0.01}

100
10

0.1

0.01:

100
10

0.1
0.01

CrystalNNFingerprint, ops preset, no dist. cut., no elec. neg. weight; mean, std. dev, min.

[ an lf BaAl,0, /[ BaznF, [ caFe,0, [ crvo,
OVL:1.9% || . OVL: 0.0% || OVL: 7.0% || OVL: 11.9% || OVL: 6.2%
| 1 1ty M i
e, iy o
[ K NiF, [ MB,0, | Mguo, [ Pbyo, [ SbNbO,,
L OVL:4.6% ||/ OVL: 0.0% [ OVL: 0.0% 1 OVL:1.8% || . OVL: 0.0%
W MN [ w; Jﬂ ) 7M’ H 1 mr “"r L w ) IL“,J
I SrszO‘4 [ Tetragonal BaTiO‘3 1 Th3F“4 1 TIAIlf4 [ ZnSd4
L OVL:2.1% || OVL: 37.5% ]| OVL: 0.2% 1k OVL: 0.0% || OVL: 4.1%
By Tl I WATEI (A i
| e I |
[ a—MnMod4 [ Aragonife I Barite || B-KZSd4 I Calcite
L OVL:4.5% || OVL:1.7% || OVL:6.3% || OVL:5.7% || OVL: 3.2%
Ty
i ‘“H, | |
i Al ATHE ATHR .Y
[ BCc, cscl, Heusler || Fcc |f HCP JSimple cubic, rocksalt || Diamond, sphalerite
OVL: 0.0% || Cﬁ/L: 0.0% L OVL: 0.0% || OVL: 0.0% || OVL: 0.0%
L AL B IR TS S
[ Garnét [ Half—HeusIér I High—cristobalife I IImenife i Low—cristobalife
L OVL:0.7% || OVL: 0.0% || OVL: 16.1% | OVL: 16.1% | OVL: 0.0%
| Lt i L
( il et i W
Hi | ] Tl v ¥
8 Low—quarfz [ Monazife I Oliviﬁe I Perovskités [ Phenacife
L OVL: 4.7% || OVL:4.2% || OVL:8.2% [} OVL: 0.0% || OVL: 0.8%
AU ATHNE "SI Ha T
VN ATt AT A
8 Rutiie [ Scheelife I Spinél I Thenardife [ Wolframife
L OVL:0.2% || OVL: 22.2% || OVL: 4.1% | OVL: 26.5% || OVL: 19.2%
4 ,,J‘ 4
il Y e e
i Zircon 10 4 0 4 0 4 0 4
L OVL: 4.6% |
il
0 4

Distance between structure fingerprints d / [-]
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CrystalNNFingerprint, ops preset, no dist. cut., no elec. neg. weight; mean, std. dev, min., max.
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Fig. 91 Additional structure group (dis)similarity results.

94




100
10

0.1
0.01

100
10

0.1
0.01

100
10

0.1
0.01

100
10

0.1
0.01

100

0.01
100

Density distribution p / [-]

0.1

0.01!

100

10 I

0.1

0.01'

100

10 ¢

0.1
0.01

10 ¢

0.1¢

10 ¢

ChemEnvSiteFingerprint, multi-weight strat.; mean

Distance between structure fingerprints d / [-]

Fig. 92 Additional structure group (dis)similarity results.

95

[ Al f BaAlL,O, |[ BaznF, [ caFe,0, [ crvo,
OVL: 6.3% || OVL: 0.0% || OVL: 30.8% |l OVL:5.5% || OVL: 23.0%
[ K NiF, [ MB,O, [ Mguo, [ Pbyo, [ SbNbO,,
L OVL: 13.9% | OVL: 0.0% OVL:0.0% |f | OVL:9.8% || - OVL: 3.0%
I SrszO‘4 [ Tetragonal BaTiO‘3 [ Th3F“4 ZnSd4 [ or—MnModA
L OVL: 20.7% |l OVL: 32.9% OVL: 0.0% OVL: 18.8% || OVL: 5.7%
H Aragonife [ Barite B-KZSd4 [ calcite [ BCC, CsCl, Heusler
i OVL: 6.1% OVL: 10.8% OVL: 14.7% { OVL:2.7% || OVL: 0.1%
F Fcb [ HdP élmple cubic, rocksalt L Diamond, sphalente [ Garnét
OVL: 0.0% L | OVL: 0.0% OVL: 0.0% || OVL: 0.0% OVL: 26.4%
f 2 Iy
L M L L L L L L It L
‘5 Half—HeusIér [ High—cristobalife 8 Ilmenife [ Low—cristobalife [ Low—quarfz
OVL: 2.6% || OVL: 22.6% OVL: 25.7% |l OVL: 0.7% || OVL: 12.3%
. i, , h
' W m W “Mf
8 Monazife [ Oliviﬁe Perovskités [ Phenacife 8 Rutil‘e
OVL: 15.7% |l OVL: 30.0% OVL: 0.0% || OVL: 45.6% || OVL: 37.2%
I, . " | I
| | | | | [ L ‘
8 Scheelife [ Spinél [ Thenardife [ Wolframife [ Zircdn
OVL: 49.7% \ OVL:3.4% || M OVL: 37.9% |l OVL: 14.7% || OVL: 17.4%
0 4 0 4 0 4 0 4 0 4




ChemEnvSiteFingerprint, multi-weight strat.; mean, max.

100 Al f BaAlL,O, |[ BaznF, [ CaFezd4 I crvo,
10 OVL:5.3% || - OVL: 0.0% OVL: 27.8% || OVL: 8.9% OVL: 16. 0%
0.1 FI | k
0.01 " L L 3 L L Iy L L L
100 f K NiF, [ MB,O, [ Mguo, [ Pbyo, [ SbNbO,,
10} OVL:11.0% || OVL: 0.0% || OVL: 0.0% || OVL:4.7% |l = OvVL 1. 3%
0.1 — - “{ g M " m
0.01 L | L I | i | L | 1 |
100 I Sr, Pbd I Tetragonal BaTiO5 | ThsP, |t ZnsO, |} a-MnMoO,
10} OVL 4, 3% L OVL:20.1% || OVL: 0.0% OVL: 4. 5% L OVL: 13.8%
0 1 MJLHM [ M \"l‘l WH % M I M
0.01t : | -l L Lk, ‘
100 L Aragonlte L Barite {| B-K,SO, CaIC|te L BCC CsCl, Heusler
10} OVL: 0.2% OVL: 18.6% OVL: 31.5% || OVL: 0.0% || OVL: 0.0%
. .
o 1 iy J’N\ L ! |
S| A" M i Y| ”W R
c 001 — : — —— :
2 100} FCC HCP Slmple cubic, rocksalt + Diamond, sphalerite 1- Garnet
g 10 OVL: 0.0% OVL: 0.0% OVL: 0.0% || OVL: 0.0% || OVL: 2.4%
r sl B I
>, 0oL — — — — ” :
'3') 100 Half-Heusler {t High-cristobalite -} limenite {t Low-cristobalite | Low-quartz
C]‘:_) 10 OVL: 0.0% || OVL: 7.9% OVL: 14.7% || OVL: 0.2% OVL: 4.9%
0.1 I M
100 Monazite {} Olivine {} Perovskites Phenacne F Rutile
10t OVL:13.5% || OVL: 34.0% || OVL: 0.0% OVL:19.2% || OVL: 30.2%
o1 ﬁﬂﬁﬁm m j AM EWW b 2
0.01 — — — = ‘
100 + Scheelite {} Spinel {} Thenardite {} Wolframite ercon
10t OVL: 29.7% OVL:1.5% || OVL: 17.8% OVL: 15.6% OVL: 1.7%
1t b FFaP e ﬂ
of il A b i W | W
0.01" : . . :
0 4 0 0 4 0 0

Distance between structure fingerprints d / [-]
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Fig. 112 Additional structure group (dis)similarity results.
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2 List of symbols

Symbol Description Units
d distance (d;;: between atoms i and j) m
d dimensionless distance (i.e., d /D -
fs distance variation factor -
i index (or, degree) variable -
j index variable -
k index variable -
kmc Monte Carlo fit parameter -
[ index variable -
m  index/type variable -
Ngim  dimensionality -
Nnn  number of near(est) neighbors -
p point in 3-dimensional Euclidean space m
P (cumulative) probability -
p probability (density) -
q; order parameter of type i (if i is an integer, then ¢ is the bond orientational OP of degree i) -
r radius m
r;; (directional) vector from point p; to point p; m
s similarity measure -
v (site or structure) fingerprint -
wen—;  coordination likelihood for CN being i -
x some property (e.g., order parameter) -

X a generalized variable
X mean value of a set of some property x -
o angle rad
6 (fractional) tolerance -
0 mean absolute error -
6;jx (polar) angle between r;; and rj -
¢;jm  (azimuth) angle -
m  3.141592653589793 -
o empirical standard deviation or Gaussian width of a normal distribution -

Superscript Description
* indicates a modified quantity
OP reference to local structure order parameters
target indicates a target number

Subscript Description

bce reference to the bece structure or a bee-like coordination motif
bent reference to a bent (i.e., non-colinear) coordination motif
cos reference to the cosine function
cuboct cuboctahedral coordination motif
dist reference to a distance (similarity measure)
dot reference to a dot product
EM reference to Einstein crystal or molecule-like behavior
hex bipyr reference to a hexagonal bipyramidal coordination motif

To be continued on next page.
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Subscript Description

hex plan reference to a hexagonal planar coordination motif
hex pyr reference to a hexagonal pyramidal coordination motif
lin reference to a colinear coordination motif
min reference to a minimum value
new reference to a new (i.e., trial) parameter state
oct reference to an octahedral coordination motif
old reference to an old (i.e., current) parameter state
pent bipyr reference to a pentagonal bipyramidal coordination motif
pent plan reference to a pentagonal planar coordination motif
pent pyr reference to a pentagonal pyramidal coordination motif
see_saw reference to a (conventional) see-saw-shaped coordination motif
see saw rect reference to a see-saw-shaped coordination motif with 90° instead of 120°
sgl bd reference to a single bond (motif)
site  reference to a site or coordination environment around a central site

sq reference to a square non-coplanar coordination motif

sq_plan

5q_pyr
struct

reference to a square planar coordination motif
reference to a square pyramidal coordination motif
reference to a crystal structure

T reference to a T-shape coordination motif

tet reference to a tetrahedral coordination motif
tri_bipyr reference to a trigonal bipyramidal coordination motif
tri_plan reference to a trigonal planar coordination motif
tri pyr reference to a trigonal pyramidal coordination motif
trig_prism reference to a trigonal prismatic coordination motif
Acrynom or Description
Abbreviation
AFLOW  Automatic FLOW for Materials Discovery
BCC body centered cubic
CCDC Cambridge Crystallographic Data Centre
CE ChemEnv (fingerprint)
CEP Harvard Clean Energy Project
CN coordination number
CNN “CrystalNN”-based neighbor finding
COD Crystallography Open Database
CSM continuous symmetry measure
FCC face centered cubic
HCP hexagonal closed packed
ICSD Inorganic Crystal Structure Database
LoStOP local structure order parameters
MAE mean absolute error
MC Monte Carlo
MDNF “minimum distance” neighbor finding
MP Materials Project
NOMAD Novel Materials Discovery Laboratory
OPS order parameter site (fingerprint)
OQMD Open Quantum Materials Database
OVL overlapping coefficient
PCD Pearson’s Crystal Data

To be continued on next page.

117



Acrynom or

Description

Abbreviation
PCOD Predicted Crystallography Open Database
SML statistical and machine learning
VNF Voronoi decomposition-based neighbor finding
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