Tutorial “iERa 0.9” - In silico test of genistein as ligand for Eralpha
1. After being unzipped and all dependencies were installed, open directory “iERa0.9”.
2. Click to run the file “run.sh”.

3. Click “Check here to indicate ...” and click “OK”.

iERa 0.9 X

Welcome to "iER version 0.9"!

Disclaimer:

THE SOFTWARE IS PROVIDED "AS IS", WITHOUT WARRANTY
OF ANY KIND, EXPRESS OR IMPLIED, INCLUDING BUT NOT
LIMITED TO THE WARRANTIES OF MERCHANTABILITY,
FITNESS FOR A PARTICULAR PURPOSE AND
NONINFRINGEMENT. IN NO EVENT SHALL THE AUTHORS OR
COPYRIGHT HOLDERS BE LIABLE FOR ANY CLAIM, DAMAGES
OR OTHER LIABILITY, WHETHER IN AN ACTION OF
CONTRACT, TORT OR OTHERWISE, ARISING FROM, OUT OF
OR IN CONNECTION WITH THE SOFTWARE OR THE USE OR
OTHER DEALINGS IN THE SOFTWARE.

[E] Check here to indicate that you have read and agree.

Cancel OK

4. Build the test structure (in this case genistein) in the pop-up BKChem window.

BKchem - + X
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Open, save, export, and import files (302, 6)




5. Export the file as “input.mol”: Click “File > Export > Molfile” and then click “Save”

Export Molfile x

Directory:  /home/enade/01_Data/180226_iERa/IERa0.9/iERa_180404174512/.tmpdir _.‘ @|

(K] [
File name: Save
Files of type:  Molfile file (*.mol) — ‘ Cancel |

6. Close the BKChem window by clicking “x” in the top-right corner, and click “Close”

Really close? X

There are unsaved changes in file input.mol, what should 1 do?

7. Give the identity of the compound. In this case “genistein”. And then click “OK”

iERa 0.9 - + X

ompound Id

Compound name or id: | ge niﬁteid |

| Cancel || OK |

8. And then wait for this application performing the in silico test.

Run #1

Running PLANTS and PyPLIF ...
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9. There are two outputs of the applications, i.e. the following report and a directory started with

“iERa_". Please contact your local computational chemistry expert to explore more the output
directory.

iERa 0.9

The tested compound was predicted as an ERalpha potent ligand.
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The 2D structure of tested compound was:

genistein
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