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Help - How to use pdCSM-GPCR

Main page About pdCSM-GPCR

pdCSM-GPCR is a machine-learning platform to predict GPCR

ligands, which relies on distance/pharmacophore patterns encoded

. . A as graph-based and auxiliary signatures. The platform is composed

pdCS M_G PCR = In S“ICO pr9d|Ct|0n Of GPCR of 36 regression models, trained and tested on different

|igand5 experimental data sets encompassing a diverse and complementary
set of GPCRs as follows:
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Abstract: The G protein coupled receptars supestamily is one of the mast widely class of pioteins
screened for ligwnds. Despile the great effort Grected towasds. the gocr Igand drscovery. many
endogenous ligands st remain unknom (orphan ) aed there are <l beskage of safe and
effective dnug for many GPCA of medical inerest. W nt advances in computational pome, and
machine bearming algorithms, prediction of ligand etting more and mare fessible. We take
advantage of 1 o discovery new igands for GPCRS through assessment of Bgand bisectivties. This can
guide raional experimentation i fixdieg and valigating rovel kgands for GPORS.

= Class A: P08173, P08908, P08912, PODMSS, P20309, P21452,
P21917, P24530, P28335, P29275, P30542, P30968, P34995,
P35346, P35348, P35372, P46663, P47900, P48039, P50406,
P51677, Q8TDS4, Q8TDU6, Q96LB2, 039500, Q99705,
Q9H228, Q9HCI7, Q9YSEN1, QIY5Y4;

Our spprosch is colled pECSMAGPOR, and relies cn graphbased signatures. These encode distance
patierns between atons and sie used 1o fepresent the small molecule 804 1o lrsin predictive modsis.
Here we presant a web sarver which provides o relisbie and costres platform to ragidly screen igands
for GPCR.

« Class B1: P47871, Q16602;
M Gain: @)Baker UFMG L. .. « Class C: P41180, 014416, 014833;

« Class F: Q99835.

Submission page How to run a prediction
= . . To run a prediction:
PACSMGPCR 4 Pre @ Ohep L0 ® ko ments v Related
pd CS M-G PCR In Silico prediction Of GPCR « Click on "Prediction’ (1) to open the submission page.
ligands « Provide either an input file with a list of molecules (2) in

SMILES format (up to a maximum of 100 molecules) or supply

Please provide a set of molecules (SMILES format) a single SMILES string (3). Users are advised to use Canonical

SMILES. Syntax non-compliant molecules will be ignered.
SMILES fle gumwmmw-;@ SMILES strings @
Browse...  Nofieseiected = « The next step is to choose the type of prediction (4). Users
Fioon il s ears il s it can choose between running All receptors at once or running

class A, class B1, class C and class F receptors separately, by
clicking on its corresponding button..

Select type of prediction
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Get In touch
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o2 Insttute - Uriversity of Melbecene
30 Flemington R - Parkyille
Melbourne, VIC 3082 - Austraia

E-mall addresses.

Have you come crass a probiem on the website of have any requests or
supgestions? Please report It herel

Email address

Results

For a single molecule prediction, your results can be displayed as
follows

« A depiction of the uploaded molecule will be shown in (1).
Make sure the depiction is what you are expecting for your
molecule.

» Alist of molecule properties will be calculated and shown in

@).

« The prediction will be displayed in a tabular format as
presented in (3). The information shown is the Bioactivity
being predicted and the actual predicted value in pMolar.

Results for multiple molecules will be shown in a tabular format,
whithout molecule depiction, which can be downloaded as a CSV file.

Getting in touch

In case you experience any trouble using pdCSM-GPCR or have any
suggestions or comments, please do not hesitate in contacting us
(1) either via e-mail or through the online form.



