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Table S1. Structures of benzoxazines in the training set. 

No. Materials Structures

1. HQ-apa 

 

2. BZ-apa 

 

3. PH-apa 

4. TP-apa 

 

5. BF-apa 

 

6. BS-apa 

 

7. NP-apa 
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8. BPPPO-ea 

 

9. BO-apa 

 

10. BA-apa 

 

11. BP-apa 

 

12. BAF-apa 

 

13. 15N-a 

 

14. 4,4'O-a 
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15. BHPPO-ea 

 

16. BAF-a 

 

17. TP-a 

 

18. MIB-a 

19. BPPPO-a 

 

20. BHPPO-m 
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21. TrisP-a 

22. BHPPO-a 

23. HQ-a 

24. P-ad2 

25. P-ad4 

26. BA-a 

27. BPPPO-m 
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28. PC-a 

29. P-ad6 

30. P-ad8 

31. P-ad12 

 

32. NOB-a 
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