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- PAM activity ~50nM

« Further PAM activity
improvement

= High solubility
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In vivo activity confirmed - - PAM activity ~ 100nM
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(2) C-Kit Tyrosine kinase inhibitors
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(3) Original anti-cancer drugs
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(4) The first p53/Hdm2 antagonist in clinics
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(5) Novel HIV-1 integrase inhibitors
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(6) Pyrrolodihydroisoquinolines as phosphodiesterase (PDE) 10 inhibitors
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(7) Novel compounds active against severe depression
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(8) Positive ionic channel modulators for the treatment of depressive states
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(9) Potent and broad-spectrum quinolone antibiotics
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(1) X-ray Based Ligand Design Service
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Features: Electrostatic interactions, H-bonding, aromatic inter-
actions, hydrophobic regions, coordination to metal ions ...
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| Matching Features # DRUCBANK D

Prarmacophore fit Score

# Condy.

DRUCEANK_CANONIC

1

4

95.82
106.69

97.83

3 COCI=CZNIC=CICIOI=C
 CCICNICONDLXC] =CiFiC
4 CONICaCC )
4 OC o
7 NC1C2C

L 106.60 6C =0
BN EEEENE 7 DEO1044 116.17 6 ODC1 =« CINIC=CICiO)=(

Tyn~a7x7 . IUPAC PEH L7z Wermuth ZIROEFRIZEL D E 77~z
T 4T LIINEH S D WVITERR T 4 —F ¥ —OBHBRBE THY . T KD Fr
TE DAY FHIER) & O FRIOMABAEN 2 Z LAEMTFRRIGDOS &8 LD (bbb
WIIIHET 2) 72OICBEREOTHD] ZHUTEY 77 h~a 747 LITEBEOST
ZDHDHLHWVEIEROEREL S LOMIGE bR | MPMI@ERMEL LT, &
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(2) Hit To Lead Decision Support Service
bty MEAWEHE & BT Y — NMea TRE— e 2
® t v MLEMH DL I0EROKEIMBERICNTLA v adaTrA ) Tk
R
& BHEDOAT AT FTNTIRANDATHEERT 0T 7 A V2R TLEWEER
o PRI, ARDOES ZOBRTHEERE v MEAHORE. & 5I28H 1 BIHEENE
AT A O ZRE
LigandScout LA#MZ Pharmacophore Database &9 Y 7 (B LCRBY £9, 2
HMEEMOREEN S 7 7N~ a T+ T 2E), 20T 7 A~xaT7x 7 &—#opTb —8T
HIEHEFLE DX NI E e THIL, TOX R EDRTERIBHELBEESITHHO
TY, FRIORT L7227 v 7> h%&R L, hERG [, CYP [HEZ &6 THIFEETT,

Matching all pharmacophore features of listed target proteins intesligand

Fitvalue Drug_Classification Pharmacological_Target Class Subclass Family
0.395 cardiovascular ADRAZA Receptors G-protein coupled receptors Family 1/A (rhodopsin-like)
0.729 antiinfective ChiB1 (A fumigatus) Enzymes EC3.- (hydrolases) glycosidases
0.679 antiinfective MSOX (bacterial) Enzymes EC1.- (oxydo-reductases) sarcosine oxidases
0.866 oncolytic CDK2 Enzymes EC2 - (transferases) kinases (serine-threonine)
0.986 metabolism CYP 2A6 Enzymes EC1.- (oxydo-reductases) monooxygenases
0.455 oncolytic Hek Enzymes EC2.- (transferases) kinases (tyrosine)
0.000 cardiovascular hERG Transport proteins ~ Membrane transporters ion channels
0.782 endocring HLGP Enzymes EC2.- (transferases) phosphorylases
0.467 cardiovascular IR2 Receptors G-protein coupled receptors Family 1/A {rhodopsin-like)
0.206 immunologic myeloperoxidase Enzymes EC1.- (oxydo-reductases) peroxydases
0.520 endocrine PTF 1B Enzymes EC3.- (hydrolases) phosphatases
0.566 antiinfective chitinase (S.marcescens) Enzymes EC3.- (hydrolases) glycosidases

(3) Patent Analysis Service

W 2 JL— R AP — B R
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