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Figure S1. The band structure of Pb2PO4I without spin-orbit effects and with 
spin-orbit effects, within the energy range of -20 eV to 10 eV. 

 

 



Figure S2. The projected band structure of Pb2PO4I along symmetry 
directions in the first Brillouin zone without (left panel) and with (right 
panel) spin-orbit effects. 

 

 



 

 



 

 



 

 



 

 



 

 



 

 



 

 

 



Figure S3. The band structure of Sn2PO4I without spin-orbit effects and with 
spin-orbit effects, within the energy range of -20 eV to 10 eV. 

 

 



Figure S4. The projected band structure of Sn2PO4I along symmetry 
directions in the first Brillouin zone without (left panel) and with (right 
panel) spin-orbit effects. 

 

 



 

 



 

 



 

 



 

 



 

 



 

 



 

 

 



Figure S5. The band structure of Ba2PO4I and Sr2PO4I without spin-orbit 
effects and with spin-orbit effects, within the energy range of -20 eV to 10 eV. 

 

 



Figure S6. The projected band structure of Ba2PO4I along symmetry 
directions in the first Brillouin zone without (left panel) and with (right 
panel) spin-orbit effects. 

 

 



 

 



 

 



 

 



 

 



 

 



 

 



 

 

 



Figure S7. The projected band structure of Sr2PO4I along symmetry 
directions in the first Brillouin zone without (left panel) and with (right 
panel) spin-orbit effects. 



 



 



 







 



 


