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Figure S1. Simulated ε1, ε2 optical indices enforcing PBE0 and PBE0-D levels of theory.
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Figure S2. Simulated n, k optical indices enforcing PBE0, PBE0-D and BSE levels of theory.
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Figure 
S3. Simulated ε1, ε2 optical indices enforcing PBE0, PBE0-D and BSE levels of theory.
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In this case, as ,  .𝜺𝒙𝒙 = 𝜺𝒚𝒚
𝟏
𝟑𝒕𝒓(𝜺) =  𝜺𝒊𝒔𝒐 =  

𝟐
𝟑𝜺𝒙𝒙 +

𝟏
𝟑𝜺𝒛𝒛


