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>>> from DeepPurpose import oneliner

1 ! DNN ! CNN + RNN ! >>> from DeepPurpose.dataset import =*
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Protein Molecule i [ pubchem b ¢ -Ga-Ea | >>> oneliner.repurpose (+read_file_target_sequence ('target.txt'), \
H Daylight ! ¢ - - H : i +read_file_repurposing_library('repurpose.txt'))
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| s Ol —l ] ! 9 + Darunavir SARS-CoV2 3CL Protease 472.24
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>>> from DeepPurpose import models

>>> from DeepPurpose.utils import =

>>> from DeepPurpose.dataset import
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Encoder-Decoder Framework e 1} -
PR g >>> X_drug, X_target, y = load_process_DAVIS(SAVE_PATH, binary=False)
*— ConTriad [ >>>
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Quasi-seq I : >>> drug_encoding, target_encoding = 'CNN', 'CNN'
: 1 >>> train, val, test = data_process (X_drug, X_target, y, drug_encoding, \
Drug 1 : target_encoding, split_method='random', \
—_ — N |P | 1l emmmmmmemmme e e e ea . frac=[0.7,0.1,0.2], random_seed = 1)
Encoder CHN + RNN . >>>
M: : >>> config = generate_config(drug_encoding, target_encoding, \
1 i i =
@ Binding G: | clsThldden_dlms [1024,1024,512], \ .
Score s train_epoch = 100, LR = 0.001, batch_size = 256, \
& L1 : cnn_drug_filters = [32,64,96], \
%5 : ' cnn_drug_kernels = [4,8,12], \
o _. Target . it cnn_target_filters = [32,64,96], \
L O Encoder Decoder ' : cnn_target_kernels = [4,8,12])
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>>> model = models.model_initialize (¥xconfigqg)
I Target Representation >>> model.train(train, val, test)




