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Table S1. Electronic structure of the norm-conserving pseudopotentials (GGA-PBE 

where available). 

Element Configuration 

Al 

C 

3s23p1 

2s22p2 

H 

N 

O 

Si 

Cl 

1s1  

2s22p3 

2s22p4 

3s23p2 

3s23p5 

© 2018 by the authors. Submitted for possible open access publication under the  

terms and conditions of the Creative Commons Attribution (CC BY) license 

(http://creativecommons.org/licenses/by/4.0/). 


