Table S1. Collinearity test results of spectral parameters

	Parameters
	Tolerance
	Variance Inflation Factor (VIF)
	Conclusion

	A-40keV
	0.070
	14.304
	Severe multicollinearity

	A-λHU
	0.071
	14.005
	Severe multicollinearity


A=arterial phase; λHU=the slope of the spectral HU curve.


Table S2. Goodness-of-fit and regression results of spectral parameter models for predicting high (vs. negative) PD-L1 expression

	

Model
	Parameters
	Model Fitting Information
	Goodness-of-fit
	
Nagelkerke R²
	OR

	95%CI
	
P

	
	
	χ²
	P
	Pearson P
	Deviance P
	
	
	lower
	upper
	

	
1
	A-40 keV
	16.416
	0.003
	0.681
	0.578
	0.261

	0.948
	0.907
	0.990
	0.016

	
	Age
	
	
	
	
	
	1.007
	0.921
	1.102
	0.871

	
2
	A-Zeff
	13.911
	0.008
	0.530
	0.532
	0.226

	0.008
	0.000
	0.639
	0.031

	
	Age
	
	
	
	
	
	1.001
	0.916
	1.094
	0.977

	
3
	A-λHU
	16.366
	0.003
	0.686
	0.577
	0.260
	0.031
	0.002
	0.486
	0.013

	
	Age
	
	
	
	
	
	1.011
	0.925
	1.106
	0.806


















Table S3. Multinomial logistic regression analysis of PCCT parameters for predicting high vs intermediate PD-L1 expression in NSCLC

	
PD-L1 expression 
	
Factor
	[bookmark: _Hlk222846919]Multinomial Logistic Regression Analysis

	
	
	OR (95% CI)
	P

	








High (TPS ≥50%) 
VS
Intermediate (TPS 1–49%)
	Age
	0.932 (0.849-1.023)
	0.139

	
	Gender
	-
	-

	
	A-IC
	0.259 (0.023-2.947)
	0. 276

	
	A-NIC
	1.492 (0.073-30.401)
	0.795

	
	A-40keV
	0.955 (0.916-0.997)
	0.039

	
	A-70 keV
	0.985 (0.909-1.052)
	0.712

	
	A-100 keV
	1.047 (0.936-1.171)
	0.425

	
	A-λHU
	0.060 (0.004-0.871)
	0.034

	
	A-Zeff
	0.021 (0.000-1.303)
	0.067

	
	A-DEI
	-
	0.084

	
	V-IC
	0.599 (0.121-2.964)
	0.530

	
	V-NIC
	1.684 (0.015-191.112)
	0.829

	
	V-40 keV
	0.991(0.972-1.010)
	0.363

	
	V-70 keV
	0.990 (0.937-1.046)
	0.720

	
	V-100 keV
	1.020(0.932-1.117)
	0.662

	
	V-λHU
	0.465 (0.115-1.803)
	0.263

	
	V-Zeff
	0.194 (0.012-3.234)
	0.253

	
	V-DEI
	-
	0.308

	
	ECV
	14.998 (0.003-189219.98)
	0.541



A=arterial phase; ECV=extracellular volume; DEI=dual-energy index; IC=iodine concentrations; NIC= normalized iodine concentration; TPS= tumor proportion score; V=portal venous phase; Zeff= effective atomic numbers; λHU=the slope of the spectral HU curve.
Note: *P < 0.05, the P-value is derived from univariate and multivariate logistic regression analysis.

