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CD73-IN-5

Query compound
CD73 inhibitor

Non-nucleotide small molecule.
Related PDBs: 6XUE, 6XUG, 6XUQ

All displayed molecules are the best ranking results retrieved

with infiniSee in the respective modes. The associated similarity

score is provided for each entry in the box.
Scaffold Hopper (FTrees): Fuzzy pharmacophore.
Analog Hunter (SpaceLight): Tanimoto similarity.

(Hartman et al., 2020) Motif Matcher (SpaceMACS): Maximum common substructure.

e )
N \
N
N F

into Chemical Space

AMBrosia CHEMriya eXplore Freedom Space GalaXi REAL Space
~y =N Ho =\
NH NH NH
N/N\ -
HN ! NH N Q
N \_/ ° " %Z . N\/\ o/ Vs NH - N N/&N
2 o N G R o Y N
_ NN . 0 NN <
Scaffold Hopper
0.941 0.949 0.946 0.939 0.951 0.950
~N F =N
i N — i -
S b e AR 2l
N
§ Cl d qj y s = L
= NH F Fol Y
Analog Hunter o : o
0.407 0.345 0.494 0.400 0.513 0.420

I Y N/\N "\ i\ ] . ‘a W
N/OJ I oy \ @
Motif Matcher ﬂ =N
0.578 0.429 N4 0.658 0.667 0.553 0.611

Mine with infiniSee for more compounds from trillion-sized Chemical Spaces.
Visit us for sophisticated drug discovery software solutions:
www.biosolveit.com/infiniSee



. 0OX,,,R antagonist score is provided for each entry in the box.
expect actives! Developed by Merck for the treatment of Scaffold Hopper (FTrees): Fuzzy pharmacophore.
insomnia (MK-6096). Analog Hunter (SpaceLight): Tanimoto similarity.
(Winrow et al., 2012) Motif Matcher (SpaceMACS): Maximum common substructure.
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1 NN All displayed molecules are the best ranking results retrieved
. B I O S 0 lve I T BAL-0028 with infiniSee in the respective modes. The associated similarity
. NLRP3 inhibitor score is provided for each entry in the box.
expect actives! Binds tightly to the NACHT domain of \‘;‘)‘\ /\d Scaffold Hopper (FTrees): Fuzzy pharmacophore.
NLRP3. Discovered by DNA-encoded Analog Hunter (SpaceLight): Tanimoto similarity.

library screening. Motif Matcher (SpaceMACS): Maximum common substructure.
(Hartman et al., 2024)
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Query compound
TMP195

HDACc inhibitor

Class lla inhibitor binding to
HDAc4, HDAc5, HDAc7 and HDAC9.
(Lobera et al., 2013)
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Mine with infiniSee for more compounds from trillion-sized Chemical Spaces.
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All displayed molecules are the best ranking results retrieved
with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.
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BAY-545
A,gR antagonist
Improved selectivity over other adenosine
receptor subtypes.
(Harter et al., 2019)
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All displayed molecules are the best ranking results retrieved
with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.
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expect actives! Approved for the chronic treatment

of asthma and related conditions.
(Finnerty et al., 1992)
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expect actives!
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BioSolvelT

depulfavirine
NNRTI

Potent nonnucleoside reverse
transcriptase inhibitor acting at many
NNRTI-resistant HIV-1 isolates.
(Javanbakht et al., 2010)
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Mine with infiniSee for more compounds from trillion-sized Chemical Spaces.
Visit us for sophisticated drug discovery software solutions:
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All displayed molecules are the best ranking results retrieved
with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.
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with infiniSee in the respective modes. The associated similarity
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All displayed molecules are the best ranking results retrieved
with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.

. Pan-Raf inhibitor
expect actives! Kinase inhibitor used for the
treatment of glioma.

(Cunniffet al. 2013)
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All displayed molecules are the best ranking results retrieved
with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.
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with infiniSee in the respective modes. The associated similarity
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vadadustat
HIF-PHI inhibitor
FDA-approved for the treatment of
symptomatic anemia associated with
chronic kidney disease.

(Pergola et al., 2016)
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with infiniSee in the respective modes. The associated similarity
score is provided for each entry in the box.

Scaffold Hopper (FTrees): Fuzzy pharmacophore.

Analog Hunter (SpaceLight): Tanimoto similarity.

Motif Matcher (SpaceMACS): Maximum common substructure.
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Query compound

CD73-IN-5
CD73 inhibitor

Non-nucleotide small molecule.
Related PDBs: 6XUE, 6XUG, 6XUQ

(Hartman et al., 2020)
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Query compound
BAL-0028

HN—N
NLRP3 inhibitor
Binds tightly to the NACHT domain of
NLRP3. Discored by DNA-encoded library
screening.

(Hartman et al., 2024)
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Query compound
TMP195

HDACc inhibitor

Class lla inhibitor binding to
HDAc4, HDAc5, HDAc7 and HDACc9.
(Lobera et al., 2013)
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