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T he f i r s t  pr incip les  comput at ion of  the s ingle - par t ic le  and 

optical  sp e c tra  of  so l ids  provides  one of  the mos t

dire c t  ways  to  l ink  the or y  and e xp er iment .  H owever, 

quanti t at ive ly  accurate  sp e c tra  have b e en hard to  obt ain

in  more corre late d mater ia ls ,  due to  the di f f icult ies  in 

t reat ing interac t ions .  I  wi l l  descr ib e how mo dern metho ds

of  quantum chemis tr y  are  now p oise d to  provide a 

s ys tematical ly  improvable  and high -accurac y f ramework to 

compute e le c tronic  sp e c tra  in  corre late d mater ia ls .
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