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README  
Reproduce evaluation results in Table 2.  

1. Installation  

Create the conda enviroment:

2. Evaluation from sampled results (.pt)  

a. Dataset preparation  

The data used for evaluation are organized in the Google Drive folder (https://drive.google.com/drive/folder
s/1j21cc7-97TedKh_El5E34yI8o5ckI7eK?usp=share_link), which is provided by TargetDiff.

b. Evaluate the sampled molecule ligands of IPDiff  

Evaluation results in Table2.  

cd ./ipdiff
conda env create -f ipdiff.yaml
# For Vina Docking
pip install meeko==0.1.dev3 scipy pdb2pqr vina==1.2.2 
python -m pip install git+https://github.com/Valdes-Tresanco-MS/AutoDockTools_py3

https://drive.google.com/drive/folders/1j21cc7-97TedKh_El5E34yI8o5ckI7eK?usp=share_link

https://drive.google.com/drive/folders/1j21cc7-97TedKh_El5E34yI8o5ckI7eK?usp=share_link


The sampled molecule ligands of IPDiff (Table 2.) are provided in the directory: 

step 1. run the following command for evaluation  

For Vina Docking

The 'docking_mode' can be chosen from {'none', 'vina_score', 'vina_dock'}

none: QED, SA only;

vina score: QED + SA + vina score + vina min;  (faster)

vina dock: QED + SA + vina score + vina min + vina dock.  (slower)

And in our paper, we select the vina_dock for the evaluation, the evaluation results are present in 
Table 2.

⚠

Note: It will take some time to prepare pqdqt and pqr files when you run the evaluation code with 
vina_score/vina_dock docking mode for the first time. And we provide the evaluated results in the directory:

./sampled_results_ipdiff_official

conda activate ipdiff
cd ./ipdiff
python eval.py --eval_start_index 0 --eval_end_index 99 --docking_mode vina_dock --
protein_root ./crossdocked_v1.1_rmsd1.0 --sampled_results_path 
./sampled_results_ipdiff_official --eval_result_path ./eval_results_ipdiff

./eval_results_ipdiff_official



step 2 (optional). calculate the overall evaluation results  

If you evaluate the sampled results seperately, you can run the following command for calculating the 
overall results.

Or you can run the following command for calculating the overall metrics of provided evaluation results:

3. Training and inference code  
We are committed to open sourcing the train/inference code upon paper acceptance.

cd ./ipdiff
python cal_overall_eval_results.py --eval_result_path ./eval_results_ipdiff --
docking_mode vina_dock

cd ./ipdiff
python cal_overall_eval_results.py --eval_result_path ./eval_results_ipdiff_official --
docking_mode vina_dock
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