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Inspired by natural products
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User-friendly structure-based virtual screening protocol
combined with prepared and purchasable approved drug
and natural compound collections
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MTiOpenScreen: A service to dock small compounds
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Chemical libraries generation

,*@} Suitable for docking computations
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Results

Compounds libraries composition and diversity
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Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets

Fluspirilene -
CDK2

Known molecular target
3D structure of the target

Cereblon

Thalidomide —
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Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets
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Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets
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Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets

Hit = compound ranked within the 1500 best scored drugs
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Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets

Hit = compound ranked within the 1500 best scored drugs

1PXO

-11.1 /48
Fluspirilene-
CDK2

Mebendazole- ) A4AGC
VEGFR2 o W 5g/51

Raloxifene- 3L5H
n B
IL6/GP130 -7.5/ 151

Sulindac- — 4FAM
AKR1C3 oEm R 19.1/208

o 5FQD

N
cereblon

1 500 1000 >1500

18



Retrospective examples of the use of the Drugs-lib for
drug repositioning on cancer targets

Hit = compound ranked within the 1500 best scored drugs
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Conclusion
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3 compounds libraries

of purchasable compounds
Drugs-lib, FOOD-lib and NP-lib
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implemented in MTiOpenScreen web server
structure-based virtual screening
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