Tanimotuv koeficient

C
a-+b—c

SAB =

a: PocCet ,1“ ve fingerprintu molekuly A
b: PocCet ,1“ ve fingerprintu molekuly B
c: Pocet 1% které maji na stejnych pozicich oba fingerprinty
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Dalsi binarni podobnostni koeficienty

Name

Formula for binary
(dichotomous) variables

Tanimoto

(Jaccard)
coefficient)

Dice coefficient
(Hodgkin index)

Cosine similarity
(Carb¢ index)

Euclidean
distance

Hamming
(Manhattan
or City-block)

distance

Soergel distance

_ c
SaB = a+b—c

Range: 0 to 1

2
SaB = 355

Range: 0 to 1

SAB = ﬁ
Range: O to 1

Digp =+va+b-—2c
Range: O to N

Disp=a+b-—2c
Range: Oto N

Range: 0 to 1
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Podobnostni koeficienty — binarné a kontinualne

Name

Formula for binary

(dichotomous) variables

Formula for continuous variables

Tanimoto
(Jaccard)
coefficient)

Dice coefficient
(Hodgkin index)

Cosine similarity
(Carb¢ index)

Euclidean
distance

Hamming
(Manhattan
or City-block)

distance

Soergel distance

_ c
SA B — 4+b—c

Range: 0 to 1

_ 2
SAB — a+b

Range: 0 to 1

Sap = 7=
Range: O to 1

Digp =+va+b-—2c
Range: O to N

Disp=a+b-—2c
Range: Oto N

Range: 0 to 1

Sap = N
2 i1 YiAXiB

Z?;:] (A'iA)2+Z§V21 (xip )2—2?;1 XiAXiB

Range: —0.333 to +1

23N | xiaxip
oy (xia) 20 (xi)?
Range: —1 to +1

SAB =

N
D il XiAXiB

Sap =
[

Range: —1 to +1

12
Dap = [Zi] (xia —X:'B)z]

Range: 0 to oo

N
Dap =2, Ixia — xigl
Range: 0 to oo

N oo
DAB — Zizl |xia—x;BI
> max(xia.xp)
Range: 0 to 1
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