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Figure SI. Compounds retrieved after screening of a number of databases such as the MOE

2014.09, and the ZINC databases for the established pharmacophore model of fungal

chorismate mutase inhibitors. The shown 25 compounds were selected as top-ranked hits

in the screening with RMSD < 1.00 and retaining all pharmacophore features.
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Figure SlI. Different stereo-configuration of Abscisic acid.
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Figure SIII. Hydrogen bonds count formed between the ligand and receptor molecules
across the production phase trajectory. The plots represent the systems of structure
complexes with the original PDB ligand coordinates and docked hits coordinates in the
order: A) ABA- C. albicans complex, B) ABA- C. parapsilosis complex, C) ABA- A. niger

complex, D) ABA- T. rubrum complex.
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Figure SIV: HPLC for simultaneous detection of Chorismic acid (CH), Phenyl pyruvate (PP), Tyrosine (T)

ad Abscisic acid (ABA). The HPLC system and detection are described in the material and method section.
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Figure SV: The yeast Chorismate mutase assay system. clear separation and identification of metabolites
peaks using HPLC. Chorismic acid (CH), Phenyl pyruvate (PP), Tyrosine (T), Abscisic acid (ABA). The

yeast Chorismate mutase assay system is described in the material and method section.
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Figure SVI: Concentrations of Chorismic acid (CH) and phenyl pyruvate (PP) in response to reaction time
in the yeast chorismate mutase assay system. A: HPLC Chromatograms of the yeast-chorismate-mutaseassay
system in different time reaction intervals. B: Scatter analysis of chorismic acid and phenyl pyruvate
concentrations in response to the increase of time (in minutes) in the yeast-chorismate-mutase-assay system.
The establishment of the yeast-chorismate-mutase-assay system is described in methodology section. Final

concentration of CH added was 1000 puM.
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Figure SVII: Concentrations of Chorismic acid (CH) and phenyl pyruvate (PP) in response to the addition of
Tyrosine in the yeast chorismate mutase assay system. A: HPLC Chromatograms of Tyrosine addition to the
yeast-chorismate-mutase-assay system in different concentrations. B: Scatter analysis of chorismic acid and
phenyl pyruvate concentrations in response to the increase of Tyrosine concentration in the yeastchorismate-
mutase-assay system. The establishment of the yeast-chorismate-mutase-assay system is described in

methodology section. Final concentration of CH added was 1000 uM.
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Figure SVIII: Flowchart showing the steps of the virtual screening process until the discovery of ABA
as a hit that is matched with all pharmacophoric features. The last step includes the biological testing
that is fully described in the following Flowchart 2



Single colony
of yeast cells

+ Centrifuge 4000 xg /15 mins
28°C/ 200 RPM

/48 hours *  Washed with washing puffer twice

. * Suspended in the washing puffer

liquid YPAD medium

*  Add washing puffer until OD,, = 2 UMt

e
L

Sonication Yeast cells

before sonication

20 kHz/ 30°C/10 cycles
Liguid YPAD medium: 2% bactopeptone, 1% yeast extract, 2% glucose and

. (one cycle: 5 mins sonication
0.04% adenine sulphate.

+ 2 mins break) as L

Washing puffer: Tris-HCI (50 mM, PH 8.0), benzamidine (ImM), EDTA TN
(1mM) and PMSF (1mM, freshly prepared). Yeast cells extract |~ 072 ©
Yeast cells

after sonication

Yeast cells extract Yeast cells extract Yeast cells extract
150 ul \ 150 pl \ 150 ul
Chorismic acid Chorismic acid Chorismic acid
100 pl (10mM) 100 pl (10mM) 100 ! (10mM)
Tyrosine (10 mM) Abscisic acid
(10 mM)

30°C/ 150 RPM
/1 hours

r

= 250 plof 0.2 N HC1

= 10 minutes at room temperature

* 500 plof IN NaOH

*  Completed to 1 ml by Tris-HCI (pH 8)

= Centrifuged at 12000 RPM for 10 minutes

*  Supematant to HPLC analysis

Figure SIX: Flowchart showing the steps of the yeast chorismate mutase in vitro assay. Yeast cells
magnification power 40X.



