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[image: ]H. Storage Predictions of Machine Learning Models M. Hydrides

Fig. S1 Real vs Predicted Hwt% plot for (a) Decision Tree, (b) Random Forest, (c) Linear Support Vector Regression, (d) AdaBoost, and (e) eXtreme Gradient Boost machine learning models.


[image: ]Unsupervised Domain Adaptation Model Results Fig. S2 Source accuracy testing via Unsupervised Domain Adaptation projected prediction vs real Hwt% plot on source domain using instance-based models (a) Kullback-Leibler Importance Estimation Procedure (KLIEP), (b) Unconstrained Least-Squares Importance Fitting (ULSIF), (c) Relative Unconstrained Least-Squares Importance Fitting (RULSIF), (d) Nearest Neighbors Weighting, and (e) Kernel Mean Matching.
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Fig. S3 Source accuracy testing via Unsupervised Domain Adaptation projected prediction vs real Hwt% plot on source domain using feature-based models (a) feature Selection with MMD (fMMD), (b) Subspace Alignment (SA), (c) CORrelation ALignment (CORAL), and (d) Transfer Component Analysis (TCA). 


Relaxed Structures of Hydrogen Surface-adsorbed Transition Metal Oxides Ca2TiO4 and CaVO3
[image: ]Fig. S5 Structure configuration of fully relaxed (a) pristine CaVO3, (b) CaVO3H3, (c) CaVO3H6, and (d) CaVO3H9.
Fig. S4 Structure configuration of fully relaxed (a) pristine Ca2TiO4, (b) Ca2TiO4H4, (c) Ca2TiO4H6, and (d) Ca2TiO4H8. 
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Table S6  and d-band center (Ti) based on the pDOS calculation on the pristine and H-adsorbed Ca2TiO4
	Ca2TiO4
	
	
Relative to 

	Pristine
	1.7688
	0.022

	Pristine + H2 
	2.5356
	-0.892



Table S7  and d-band center (V) based on the pDOS calculation on the pristine and  H-adsorbed CaVO3
	CaVO3
	
	
Relative to 

	Pristine
	1.5278
	-1.053

	Pristine + H2 
	2.1685
	-1.502
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