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Supplementary Figures
[image: ]
Supplementary Figure 1: Summary of the dataset used in this work. a Distribution of Tg dataset. b The applied Tg values are plotted in ascending order.

Supplementary Tables
Supplementary Table 1: norm descriptors (I) and coefficients (b) for QSPR model
	i
	H-suppressed
	I
	b

	1
	yes
	

	1.7362 

	2
	yes
	

	-37.1600 

	3
	no
	

	-262.7667 

	4
	no
	

	11.2076 

	5
	no
	

	-13.0360 

	6
	no
	

	2.0715 

	7
	yes
	

	6.3967 

	8
	no
	

	-0.4774 

	9
	no
	

	-15.4653 

	10
	yes
	

	4.7973 

	11
	no
	

	9.8692 

	12
	no
	

	58.4554 

	13
	yes
	

	31.0596 

	14
	no
	

	-4869.0217 

	15
	yes
	

	-16.0550 

	[bookmark: _Hlk92574882]16
	yes
	

	2388.7564 

	17
	no
	

	-39.6056 

	18
	yes
	

	-1037.0685 

	19
	no
	

	-7.2611 

	20
	no
	

	4.9821 

	21
	no
	

	655.6498 

	22
	yes
	

	-3.6429 

	23
	no
	

	26.4549 

	24
	yes
	

	-186.3828 

	25
	no
	

	28.8797 

	26
	yes
	

	-73.3384 

	27
	yes
	

	355.5648 

	28
	no
	

	1.4201 

	29
	yes
	

	-46.3294 






Supplementary Table 2: Statistical parameters
	Parameters
	[bookmark: _Hlk87992097]Definition

	[bookmark: _Hlk87989056]Squared correlation coefficient (R2)
	


	Mean absolute error (AAE)
	


	Root mean squared error (RMSE)
	


	correlation coefficient for leave-one-out cross validation(Q2LOO)
	



Note: n is the number of data points. ntrain is the number of data points in the training set.










Supplementary Table 3: Statistical results of QSPR model
	Method
	Variable
	Samples
	Values

	LOO‐CV
	Q2LOO
	1057
	0.8718

	
	AAELOO
	1057
	20.1769

	
	RMSELOO
	1057
	26.2139

	Y-random validation
	

	10000(times)
	0.0219

	
	

	10000(times)
	0.0018

	External validation
	Rtraining2
	1057
	0.8793

	
	Rtesting2
	264
	0.8793

	
	AAEtraining
	1057
	19.5722

	
	AAEtesting
	264
	18.6284

	
	RMSEtraining
	1057
	25.4348

	
	RMSEtesting
	264
	24.4257

	Overall data set
	R2
	1321
	0.8793

	
	AAE
	1321
	19.3836

	
	RMSE
	1321
	25.2363
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