Germany
Fraunhofer Institute for Molecular Biology

& Applied Ecology - ScreeningPort high-capacity

. . Hamburg
screening site

http://www.ime.fraunhofer.de/en/businessareasMB/screeningport.html

an official partner site of eu ... Openscreen

THE PEOPLE

Dr. Sheraz Gul

(sheraz.gul@ime.fraunhofer.de)

Dr. Bernhard Ellinger

(bernhard.ellinger@ime.fraunhofer.de)

Dr. Bjorn Windshtuigel

(bjoern.windshuegel@ime.fraunhofer.de)

)

“Mock =047
High threughpuat Dats Lead structure synthesis .
streening anabysis [717] i
g 250,000 ¢ E :
WP compounds ¢ 2as
. > r [l 3 " .
HEE osAH § 2 1
Cel-based Octld =
reporter assay 1 18
s 1
£
205
oo &
o
Structure Function Octd Nanog Sox2 Rex1 Lin28

medification identdfication
% Inhibition T. brucel

e neagenvaant o ECy 7. bruced (uM)  €C = SDor  sclectivity index
‘ — Ry i compd 0 NOAEL (CCw/EC)
i e i I i ‘l/k -‘rOHR? : i i .-I“ 3 i
33 ! 2 312
) oo 18 | i R 2 50 =2 .
f. i e R0 "/‘\L ’ i ; - :
i | by . 3 -
i " ! I | variant N Re 4 1 0
Fus - (] | | e ¥ o 5
i | | | : . 2 7 0 @
] B i il ICy ICeT. 1o
i | 1K 1l THPTRI  brueri & i i
-l OSSN NNANNNNS N wmpl B R R B Ry (M) (M) a o p
' vrwmana Tasacees CaseE GPEP NP H g H H H 28 al iz "
IR n I
) 4 g NP OH OH H H OH %50 W 14 1o 4

NE29 OH OH OH H H 789 oo

“ NP3 OH OH H  OCH, OH 19 12

THE HARDWARE THE SOFTWARE

. Label free screening including multimode capacity (Enspire EPIC technology, PerkinElmer Inc),
SPR screening (384 well, MASS-1, Sierra Sensors), live cell imaging (IncuCyte ZOOM, Essen Instruments),
single molecule spectroscopy diffusion and fluorescence intensity analysis (Clarina, Evotec AG),

ActivityBase XE , IDBS.

. ’ o ; . Spotfire, PerkinElmer.
ion channel and transporter protein screening in cell free formats (longate , Nanion), brightfield .
T . . ; ) ) - Columbus, PerkinElmer.
and fluorescence cell imaging in multimode format (EnSight, PerkinElmer), multimode capacity (EnVision,
. ) GOLD, CCDC.
PerkinElmer Inc) and HCS (Opera, PerkinElmer Inc). .
L : — : AutoDock, Scripps.

2. AlphaScreen, TR-FRET, fluorescence intensity, confocal high content imaging, absorbance, luminescence, AutoDock Vina. Scrios

reporter gene, cellular biosensors, caspase induction, cAMP, immunocytochemistry, cell migration, KNIME. KNIME. r XTPpS:

translocation, ion sensing (FluxOR, Fluo-4 and Fura-2), ELISA, Proximity Ligation Analysis,

cell free electrophysiology and fluorescence polarisation.
3. Kinase, GPCR, ion channel, HDAC, PDE, deubiquitinylase, PPI, transporter, efflux pump, protease,

nuclear receptor, DNA binding protein and toxicity (CYP450, gene toxicity, hERG, mitochondrial toxicity).
4. LOPAC, ENZO, Enamine, Evotec, MRCT, HYPHA Discovery, CHEMBRIDGE, Sanofi, MMV and Kailash.

GROMAGCS, Groningen University.
MOE, CCG.
SMDDS, Schrddinger.

THE OUTPUT THE FUTURE

1. ETHYL 2-((4-CHLOROPHENYL)AMINO)THIAZOLE-4-CARBOXYLATE (O412) AND DERIVATIVES ARE POTENT INDUCERS OF OCT3/4. EU FP7: MarineFungi, PDE4NPD, NMTRYP, CVgenes@Target, EURhythDia and DropTech. 2017:3 small, 2 medium and 2 large screens.
Cheng, et al. Journal of Medicinal Chemistry, 2015, 58, 5742-5750.

2. IDENTIFICATION OF 2-[4-{(4-METHOXYPHENYL)METHOXY]-PHENYL]JACETONITRILE (O4I1) AND DERIVATIVES AS POTENT OCT3/4. Innovative Medicines Initiative - K4DD, ND4BB-TRANSLOCATION and EBISC. 2022:4-5 small, 4-5 medium and 3 large screens.
INDUCERS. Cheng, et al, Journal of Medicinal Chemistry, 2015, 58, 4976-4983.

3. PROFILING OF FLAVONOL DERIVATIVES FOR THE DEVELOPMENT OF ANTI-TRYPANOSOMATIDIC DRUGS. Marie Curie Sklodowska/COST Actions - TRANSLOCATION, INTEGRATE, CM1406, CM1307. Invest in technologies and provide state-of-the-art solutions for:
Borsari, et al. Journal of Medicinal Chemistry, 2016, 59, 7598-7616.

4. ETHOXYLATED 2-HYDROXYCHALCONES AS ANTIPARASITIC HIT COMPOUNDS. German National Programs: Neu2 (>10 Multiple Sclerosis drug discovery projects), DZHK, DrugiPS, 1.iPS cell technologies for drug discovery, including access
Borsari, et al. European Journal of Medicinal Chemistry, 2017, 126, 1129-1135. MINAC, NanoCancer, Hepachip, Virtual Liver, NanoUmwelt, Synergime and HUMIT, to patient derived cell lines for in-vitro disease models.

5. CHROMAN-4-ONE DERIVATIVES TARGETING PTERIDINE REDUCTASE 1 AND SHOWING ANTI-PARASITIC ACTIVITY. Pluritest 2 (CIRM/Scripps), Risk-It, NEMBO.

Di Pisa, et al. Molecules, 2017, 22, E426. 2. Structure based drug design & virtual screening.

Industrial collaborations: Qiagen GmbH, Bayer Technologies, Evotec AG, Promega Inc.,
i Inc,, Tecan AG, AG, Sig Idrich Co. LLC. 3. Anti-bacterial drug discovery for gram negative pathogens.
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