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1. Simplest Active Subgraph similarity (SAS)
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2. SAS-based QSAR model (SAR)
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3. Molecular Similarity (SIM)
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4. Similarity Ensemble Approach (SEA)
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5. Machine Learning Methods (MLM)
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6. Cross-pharmacology indices (XPl)

BEDZ2—7 v MEICHB AL A RO % T
ICLCRHMILE G, INT VYT R AL BT BT D
BEDFEBET — 2% mldEaFAETVE T,

I S-link: Molecule — Safety
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1.Ligand Based (LB)
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2. Fragment Based (FB)
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3. Target Based (7B)
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4. Pathway Based (PB)
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I M-link: Molecule - Metabolism

ToT A R=ZDQSARETIVICEIEEYITHL
T2 TORBMONFAENE T, M-link QSARE T /LI,
TI—RIEMNCBEFENSEREZYICTOVTRERICE D
EEREBROT -2y bEN —Z27 -y ELT
BRINTVET,

11—Y— A 3—71—R

EEICAIHEEY). KBS ZOREEBER. 2—7 v b
BUINTBEREMEDTVRRAVEIDBEPIKEHES
nE9d &), £le. TNEZNDOFTRPHRRGERDOELE
Tofe T —BY—=ANTIvR T D) IBMESNTHY.
BIEEICREEIB A BRI DIENTELT,

KD X +

Aol +taca oF K L

P Y X e

e | B—Sy b ERSBTY FRA Vb

B m

1. CLARITYD F AliER DR T

: ATHMEEY



