
User's Manual

Home page.

Our website can perform the following functions:
1. Binding data searching according to ligand SMILES (Data Bank)
2. 3D Binding Complex Structure Searching including prediction by Difusion Model
and Docking (Data Bank)
3. Binding affinity prediction (Affinity Predictor)
4. Binding data searching according to other condition (Search)
There are also the qucik start link to these three functions.
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Data Bank

You can directly input SMILES in the input(1) or draw the structure in the JSME web plugin(2),
where the SMILES can be updataed in the input(1). If the structure in our database, it will output
a table, in which we put the link to Pubchem of the small molecules. And if you want search the
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predicted 3D complex structure between the small molecules and HSA, you just need choose the
method (4) and put in the filename from the table into input 5. After click view structure button
(6), the docking structure will show in Jsmol web plugin (7).



Affinity Predictor

You can directly input SMILES in the input(1) or draw the structure in the JSME web plugin(2),
where the SMILES can be updataed in the input(1). Then you should input temperature(unit is K)
in the input(3). Click the “Predict” , you will see the prediction data(4). The prediction data
consists of 4 kinds of machine learning model, which is a average of 3 models. Moreover, we
present the physical chemistry properties.
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Search

You can input conditions in the input(1) , where you can also add the range. Furthermore, you
can click ‘Add+’ button(2) to add other condition Click the “Search” , you will see the searched
data(3). The searched data should include the search condition.
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