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[bookmark: _Hlk162085497]Fig. S1: The SHAP importance analysis of the 30 molecular structure descriptors used in the LSTM model for PCE prediction.
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Fig. S2: The SHAP importance analysis of the 30 molecular structure descriptors used in the CNN model for PCE prediction.
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Fig. S3: The network structure of the LSTM model used for PCE prediction.
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Fig. S4: The network structure of the CNN model used for PCE prediction.
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[bookmark: _Hlk168567115]Fig. S5: The fragments of donor molecules
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Fig. S6: The fragments of acceptor molecules


Table S1: Donor and acceptor descriptors used for model.
	descriptors
	Physical meanings
	images

	NOCount_D
	Number of nitro groups contained in the donor molecule
	[image: 18]

	NumAliphaticCarbocycles_D
	Number of alicyclic alkyl rings in the donor molecule
	[image: 1]

	NumAliphaticRings_D
	Number of alicycles in the donor molecule
	[image: 4]

	NumAromaticCarbocycles_D
	Number of aromatic cycloalkyl rings in the donor molecule
	[image: 17]

	RingCount_D
	[bookmark: _Hlk170117398]Number of rings contained in the donor molecule
	

	fr_C_O_D
	Number of carbon-oxygen double bonds in the donor molecule
	[image: 6]

	fr_NH0_D
	Number of amino groups without hydrogen atoms in the donor molecule
	[image: 8]

	fr_bicyclic_D
	Number of two or more rings in the donor molecule
	[image: 9]

	fr_ether
	Number of ether groups in the donor molecule
	[image: 11]

	fr_halogen_D
	Number of halogen groups in the donor molecule
	

	fr_unbrch_alkane_D
	[bookmark: _Hlk168564079][bookmark: _Hlk168564220]Number of unbranched aliphatic groups in the donor molecule
	[image: 14]

	NOCount_A
	Number of nitro groups contained in the acceptor molecule
	[image: 18]

	NumAliphaticCarbocycles_A
	Number of alicyclic alkyl rings in the acceptor molecule
	[image: 1]

	NumAliphaticRings_A
	Number of alicycles in the acceptor molecule
	[image: 4]

	NumAromaticCarbocycles_A
	Number of aromatic cycloalkyl rings in the acceptor molecule
	[image: 17]

	NumAromaticHeterocycles_A
	Number of aromatic heterocycles in the acceptor molecule
	[image: 16]

	NumHAcceptors_A
	Number of hydrogen bond receptors (usually nitrogen, oxygen or sulfur) in the acceptor molecule
	

	NumHeteroatoms_A
	Number of heteroatoms in the acceptor molecule
	

	NumRotatableBonds_A
	Number of rotatable chemical bonds in the acceptor molecule
	

	fr_Ar_N_A
	Number of nitrogen atom groups in the aromatic ring in the acceptor
	[image: 3]

	fr_C_O_A
	Number of carbon-oxygen double bonds in the acceptor
	[image: 6]

	fr_NH0_A
	Number of amino groups without hydrogen atoms in the acceptor
	[image: 8]

	fr_allylic_oxid_A
	Number of allyl oxide groups in the acceptor
	[image: 7]

	fr_aryl_methyl_A
	Number of arylmethyl groups in the acceptor
	[image: 2]

	fr_bicyclic_A
	Number of two or more rings in the acceptor
	[image: 9]

	fr_halogen_A
	Number of halogen groups in the acceptor
	

	fr_ketone_A
	Number of ketone groups in the acceptor
	[image: 10]

	fr_nitrile_A
	Number of nitrile groups in the acceptor
	[image: 12]

	fr_thiophene_A
	Number of thiophene rings in the acceptor
	[image: 13]

	fr_unbrch_alkane_A
	Number of unbranched aliphatic groups in the acceptor
	[image: 14]
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