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HEA'E D Color-Tuning Mechanism: SAC-CI and QM/MM study
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Table 1. SAC-CI absorption energies in the HB, HG, and HR (eV).

SAC-CI Exol
Protein  Environment S?Z'\:a Main Config. f Eex XpH.
(€[>0.3) (au)  (eV) (eV)
in opsin AS 094MH—L) 116 294 299
HB RET 093(H—L) 0.98 2.63
bare RET 090(H—L) 0.62 1.61 -
in opsin AS 094(H—L) 097 232 233
HG RET 0.93(H—L) 0.82 199
bare RET 091(H—>L) 0.60 1.36 -
in opsin AS 094(H—L) 0.95 2.08 520
HR RET 093 H—L) 079 171

bare RET 092(H L) 067 133 -

#¢Active Site’ and ‘RETinal chromophore’ models, respectively.
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