Supplementary Materials

The Circular Fuzzy Fingerprints Used:

c5n4
c3nlsl
cl2n2
cllo2
c6n3
¢nlsl
c5ol
cl7nl
c2n3
c6n2sl
cl2ol
cl4n2
cll
cl4o02
c18n3
cl7
cl4nl
0414
O2R1[Fe]
O7L7
N1L1
C5N1=2
C401=1
C2S1L1
C4L1
C382
C5N1S2
C2N2R1=1
C2RI1L1
C201
C102R1
CIL2
C4R4
C202P1
C12L1=3
C3R1=1
C2NI1R1
CI301N5
C2L1=1
C1301
C506P3L2
C30l1
C2R1
C3S1L1=1
C3N2=1

c5nl

c8nl
cl2nlsl
cl0

clin2
c8n2
cl202

cl8

c8ol
c70lnl
c20ln2
c15n2
c2804
c¢7n3
c5n2sl
c601n2
c5n5
O3P3
O2RI1L1
O6L6
N2RI1L1
C501
C2N2R1
Co

C3L1
C4N2=1
C2L2
C302
C501=1
C1501=2
C301L1
C4N1S1=1
CINI1R2
CIOIRILI
C301L1=1
C11INS
C3NI1L1
C301R1=1
C1501N1L1=3
C401L1
C3NI1RI1
C6N1R2L1=4
C7L3=3
C17N5S2
C4N1S1

c4n2

c6

c9ol

cdol

cl3nl
cl50In2
c3n3

c8sl

cl2nl
c12n3
c8olnl
c1802

cl2

c4n5

cl3sl

c22

cl5nl
OINI1RIL1
O2R2
02[Mg]
NI1SIR2
C4N1=2
C6=2
C2NI1L1
C4N1=1
C2N2L1=2
Co=1
C2NI1R1[N+]
C301R1
CI3N5S2
C4R1
C3NI1

C482
C1501L2=1
C101R2
C402

C4
CI201N4L2
C3RI1LI=1
C401L1=1
C5N1R2
C6NI1R2L1=5
C6N1
C2R2L1=2[Zn]
C1201

c10n4
c3n2

c6nd
clin3

c7
cl2o0lnl
clé

cl2sl
clnd4

c20

cl502
clé6n3
cllolnl
¢10n3
c8olsl
cIn2s2
c20n2
O1L1
O2L1
NIRILI1
NI1R2L1
C2R2L1=2[Fe]
C2R2
C4N1
C5N1L3=3
C5
C3N1S1
C2NI1L1=1
C302P1
C3NIRILI=2[Fe]
C4R1=1
Cs5=1
C4L1=2
CIL1
C3R1
C5L1
C3N2R1=1
CIR1L2=2[Mg]
C601
CI201L1
C2RI1L1=2
CANI[N+]
C3R1[N+]
C4NI1L1=3
C7

c4nl

c7n2

cInl
cl3ol

cl4

c4sl
c3olnl
c2n2sl
clind

c26

cl602
c10nlsl
cl50lnl
cIn3

c¢/nl
cl6olnl
O1RI1L1
O1L2
0212
NIR1LI1=1
C401
C2L2=2
C3N2
C4L1=1
C2L1
C4N2
C5N1
C5N1=1
C201L1
C3L2=2
C101L1
C201R1
C3

C502
C3L1=1
C2N1S1R1=1
C202L1
C2L2=1
CI1R2
C4N2=2
C4R21L.2=3
C3N1S1=1
C5L1=1
C2R2L1=2[Mg]
CI12N2



C2L1=1[N+]
C1202
C301NI=1
C5N1L3=4
CSNIRIL2=4
C3L4=3
C3L1=2
C102NILI
C402L1
C5NIRIL2=1
CINIRILI
C2N1

C4=1

C3R2
C4ANILI
C3R2=1
C201R2
CIOINIR2=1
C2N2L1=1
C902N3[Fe]
C303
CISIR2
C1801L2=5
C6N3L2
C4S82=2
C201L1=1
C301L2
C3RILI
C4L2=1
C1203=1
CIOL1
C1001L1
C6N1R1
C2NIRILI
C4L3=1
C6L2=2
C5L1=2
C1203L1=2
C601L1
Cl101R1=1

C501N2RI1L1=1

C503R2
C402R2L1
C7N1=1
C1002
C301R2L1=1
C10N1R1L2=2

C302L1
C1001L3=1
C18N7
C2N1L2=2
C903
C3NIL1=1
C702L1
C901N2L1
C602N2RIL1
C5NI1L3=2
CINIL1
C2406N6
C1604L4
C4[N+]
C15N6S2
CIN2SIRI1=1
C8

C401N1
C2RILI1=1
CIRI
C102R1[Bi]
C901L2=3
C3=1
C8N2SIRILI
C7L1
C6N1=1
C101RILI1=1
CIL1=1
CIL3
C601=1
C7L2=1
C901L1=1
C8N1=1
C8L1=1
C8L1

C6L2
C301R3L1
ClINI=2
C401RI1L1
C902RIL1
C4ANI1RI1=1
C602R2
C101R1
C602L1
C302=1
C2S2L1
C13N4

C201NIR1
C102L1
C501=2
C4N1L3=2
C4S1
C3L2=1
C4=1[N+]
C5NIL1
C401IN1L1
C5N2
C3701=6
C5N2R2
C1001N3L1
C1301N1
C282
C3N1SIR1
C7N1
C4[S+]
C3L2
CoL2=1
C2301L2=4
C2S2[As]
C2S5
C8N4
C901=1
C1502
C201L2
C401R1=1
C2L1[N+]
C4L2
C8NI1RI1=1
C7=1
C301=1
C201R2=1
C501L1
C4N1R2
C3R2L1
Co6R1=1
C1402
C701N2R1=1
C1602L2
C3021.2
CIRI1L2
C602L.2
C6R1
C6N2
CIN2L1

C22N11
C5NIRI
C4R1=2
C6NIRIL2=4
CIN2L1
C301IN1
C203P2
C7N4L1
C5N1L3=1
C302R3L1
C3201L1=7
C30INIR2LI
C101L2
C4NIRI
C2NIR2
C3SIR1
C301NIPI
C4RIL1
CINISIR2=1
CIN2SIR1
C202R2L2
C1101N3L2
CINIL2
C70IN2R1
C2R1[N+]
C6L1

C2L3

C10

C2N1L2
C7L1=1
CINIL1=1
C1701L1=1
C8N1RI
C5L2=1
C10=2

C4L3
C201R2L1
C801R1=2
C3NILI=2

C601INI1RILI=1

C502R2
C302R2L1
C402R4
C402L2
CION3
CI3N3L1=2
C401NIR1

C4R21.2=4
C4N1L1=2
C2N2R1=2
C3RI1L3=2
C3L4=2
C3RI1=1[N+]
C102N1[Fe]
C502[Fe]
C6N1R2L1=3
C3NI1R1=1
Cl1101L1
C501IN2RI1LI
C2N1R2=1
CIRIL1
CIN2R2=1
C202R1
C30181
C401N1=1
C5[N+]
C2N1S1R1
C3NI1[N-]
C1701N2R1=3
CI11N4S1R1
C701N2L1
C3NI1=2[N+]
C8NI1L1
C606L5
Cl14=3
C6L1=1
C8L1=2
C7NI1R1
C3NI1RIL1
C5=2

C3L3
C5RI1L1=1
C3R2[N+]
Cl11=3

C8=1
C201RI1L1
CIN3RI1=1
C402R2
C502L1
C1002=1
C903L1
C1301N3R2=2
C6R2L1
C3N1S2

S2



C2R2L1
C3N2S1
C202S1L1
C2SIR1
C2201L1=3
C502RIL1
C8L1=1#2
C3L4
C2NIRI=1
Cl4=4
CI301L1=3
C201INIR2LI
C170IN7
C5N3R4L1
C8N4R6
C17NIL1=3
C202[Pt]
C2N2L1
C701
Cl101R1
C3N2R1
C7N3LI
C1701=2
C10N2=2
CI201N3S2
C8N3SILI
C1301=2
C701IN3L2
C2L3=1
C2R1L2=2
C5L2
C1701=1
C401N1S1
R2L1
L2[C-]

The Linear Fuzzy Fingerprints Used:

Cl
C2=1
Cl6
C44=11
C8=1
C5=2
Cl4=4
Clé6=1
C18=2

C5R1=1
C5S1

C4S1=1
C2R1L2=3[Mg]
C702
C7L1=1#2
C3S3

C9N4L1
C3N3=2
C1001L2=3
C1101=1
CI6N7LI1
C501N2R2
Cl110IN5RIL2
C2101=7
CISNIR1=3
C203P2R1L2
C4N2R4
C806R2
C2SIR2
C4L1=3
CI3NIRILI=3
CI9NI=5
C14N5
C801IN3LI1
C2701R1=9
C2601N1=2
C1602N6L2
C3N2L1=2[Co]
C20N6S2
C801N3
C10=1

C8R1=1

R7LI

C2

Cé6

C7
Cle=4
C7=1
C6=2
C9
C21=4
C17

CINIRIL1=1
C3S5
C482=1
C601N1
C202L2
CoL1=1#2
C3NIRIL1=2[Co]
C1203N3
C501L1=1
C501L2=1
C1301=1
C1501=1
C201INIRIL2
C7N4R2L2
C17N1L1=4
C1901N8
C2701=5
CI1R3
C2S1L1=1
C2[S+]
C1S2L1
C1301L1=2
C1101INA4L1
C1101N4
C1802N6
C8N4R2L2
C13L1=4
C2201L1=5
C202[B-]
C18N5S2
C6L3

C7=2
C402P1L2
RIL1[C-]

C4
C3=1
C18=1
C9=4
C12=3
C24=6
C21=5
C2#1
C12

C4R2
C401S1=1
C18NSL2
CI160INIRIL1=3
C202[Sb]
C303P2
C3NIRIL1=1[Co]
C16N7
CIR1L2=2[Zn]
C1101L2=3
C3301N15
CI9NIL1
C8N4RS5
CI2N6R6
CI1301L1
CISIRI[N-]
C5RIL2
C6804
CISIRI

C17=1
C4R3L1=1
C1501=3
C6N2R2
C12N4
CI3N6L1=1
C6N3L3
C1701=4
C13N4L2
C204P2L2
C601L1=1
Cl1=2
C8R1=2

RILI

L2

C3
C20=4
CINI1#1
C18
Cl=1
C9=5
C10=1
C2=2
Cl1

S3

C5R1
C901L1
CISNILI=3
C1201L1=1
C5N1S1
Cl12=2#2
C4N1L4=3
C1201N4LI1
C1101
C1201L1=3
C2101N9
C1601N6RILI
C9OIN1SIR2
C70IN1SIRI
C3201L1=6
CIOISIRI
C30INILI
C2NSR2L1=5
CI3N1L2=3
C3N2R1=2
C2R2L1=3[Fe]
C2501N11
C1701N5L2
C4N2R1
C12N3S3
C4301=8
C1101N3S2L1
C4N2L1=1[Co]
C2R1L1=2[Mg]
ClL2=1
C1602N3L1
C6RIL1=1
RIL2

L3

Cs
C4=1
C8=2
C5=1
C8
C3#1
Cl12#2
C10
Cé6=1



Cl15
C4#1
C18=3
C9=2
C20=5
Cl4=1
C32=12
C35=11
C19=4
C7=1#1
C26
C13=3#2
C10=1#3
C16=3#1
C5#2
C20=9
C21=10
Cl12=4
C16=5
C19
C22=4
C14=3
C28=2
C23=11
C24=4
C22=3
C17=4
01=1
NI#1[N+]
=1[NH-]
=1[As]
F

[S+]
[Ca]
[C1]
[SH-]
[F-]
[Na]
[NH]
[Pt]

[N-]

[B]

[Xe]
[Ba]
[Sb]

C36=9
Cl4
C22
C32=8
C31=1
Cl12=2
C32=13
C22=6
C9=1
C22=1
C29
Cl4=2#2
Cl3=1#4
Co=1#2
Co6#3
C19=9
C25=12
C10=4
C17=5
C21
C17=3
C22#1
C29=10
C24=7
C20=2
C8=4
C9=2#2
N1
NI1#1
=1[N+]
#1[C-][OH+]
Br

[Fe]
[H+]
[KH+]
[*H]
[W]
[NH+]
[Te]
[Si]
[Au]
[Ge]
[C-]
[St]
[Rn]

C20
Cl15=4
C20=3
C7=2
C4=2
C32=9
C25=10
C8=3
C18=1#1
C24
C28
C4=1#1
C17=2#2
C7#3
C13=1#5
Cl16=7
C10=3
C7=3
C18=6
C9=3
C76=2
C3=2
C13=1
C18=4
C28=13
C41
C23=2#5
Ni=1
Pl

=1
#1[NH-][N+]
I

(Mn]
[N+]
[H]

[N]

[O]

[Cd]

[S]

[Li]

[Sn]
[Bi]
[Rb]
[Ru]
[Ra]

C18=9
Cl12=1
C13=3
Cl1=1
Cl1=2
C32=10
C25=11
C17=8
C5=1#1
C24=1
C30
C6#2
C7=1#2
C13=2#3
C30=2
C18=10
C13=2
C15=1
C17=6
C9=1#3
C13=7
C17=7
C24=10
C22=5
C20=1
C17=1#2
C23
NI1#1[C-]
S1
=1[Se]
#1[C-][N+]
[OH]
[Zn]
[Mo]
[Ni]
[Hg]
[Br]
[As]
[Pb]
(K]
[P+]
[Al]
[B+]
[T1]
[Be]

S4

C13
C40=10
Cl11=3
C28=7
C10=2
C32=11
C17=1
Cl1=5
Co#l
C31
C33
C17=3#2
C10=1#2
C18#1
C15=7
C16=8
C16=3
C15=2
Cl16=6
C17=2
C13=6
C18=8
C32=14
C24=5
C22=2
Cl6=2
01
N2#1
S1=1
=1[NH+]
Cl

[O-]
[Cu]
[Co]



