Table S3 | Cryo-EM data collection, refinement and validation statistics

	
	PsCaspase in the apo form 
(EMDB- 67943)
(PDB- 21RJ)
	PsCaspase in the apo paired form 
(EMDB- 68137)

	PsCaspase in complex with N7-ADPR
(EMDB- 67942) 
(PDB- 21RH)
	PsCaspase in complex with N7-ADPR and inhibitor
(EMDB- 67944) 
(PDB- 21RK)

	Data collection and processing
	
	
	
	

	Magnification
	105,000
	190,000
	130,000
	130,000

	Voltage (kV)
	300
	200
	300
	300

	Electron exposure (e-/Å2)
	50
	50
	50
	50

	Defocus range (μm)
	-0.8 ~ -1.8
	-1.0 ~ -2.0
	-0.8 ~ -1.8
	-0.8 ~ -1.8

	Pixel size (Å)
	0.844
	0.744
	0.660
	0.660

	Software
	CryoSPARC-4
	CryoSPARC-4
	CryoSPARC-4
	CryoSPARC-4

	Symmetry imposed
	C1
	C2
	C1
	C1

	Initial particle images (no.)
	1,734,613
	27,390
	2,303,669
	1,043,446

	Final particles images (no.)
	229,477
	12,360
	112,822
	162,289

	Map resolution (Å)
	2.58
	6.72
	2.60
	2.21

	FSC threshold
	0.143
	0.143
	0.143
	0.143

	Map resolution range (Å)
	2.82-2.35
	8.26-4.26
	2.83-2.38
	2.52-1.96

	Refinement
	
	
	
	

	Initial model used
	AlphaFold3
	-
	-
	-

	Model resolution (Å)
	2.7
	-
	2.8
	2.4

	FSC threshold
	0.5
	-
	0.5
	0.5

	Map sharpening B factor (Å2)
	59.9
	-
	51.2
	36.7

	Model composition
	
	
	
	

	Non-hydrogen atoms
	23,716
	-
	35,536
	50,270

	Protein residues
	3,102
	-
	4,608
	6,400

	Ligands
	0
	-
	8
	30

	B factors (Å2)
	
	
	
	

	Protein
	56.79
	-
	63.33
	62.89

	Ligands
	-
	-
	99.84
	94.82

	R.m.s deviations
	
	
	
	

	Bond length (Å)
	0.004
	-
	0.002
	0.004

	Bond angles (°)
	0.579
	-
	0.497
	0.678

	Validation
	
	
	
	

	MolProbity score
	1.64
	-
	1.77
	1.67

	Clashscore
	3.86
	-
	3.93
	3.73

	Poor rotamers (%)
	1.99
	-
	2.55
	2.27

	Ramachandran plot
	
	
	
	

	Favored (%)
	96.38
	-
	95.95
	96.42

	Allowed (%)
	3.52
	-
	3.69
	3.53

	Disallowed (%)
	0.1
	-
	0.36
	0.05



