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Table S1 Contribution ratios of the ps* configurations in the S1-S0 transition 

 

conformer contribution ratio / % 

G1-STR1 12.1 

G1-STR2 20.4 

G1-STR3 2.4 

G1-STR4 1.4 

T-STR1 3.4 

T-STR2 5.8 

T-STR3 4.0 

T-STR4 4.5 

G2-STR1 3.2 

G2-STR2 7.6 

G2-STR3 12.0 

G2-STR4 8.8 
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Fig S1 Ground state optimized structures of NAdH+ 

 


