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Fig. 1. The QM/MM optimized structures of SXN and RET in 
xR Transition density distributions are also shown. 
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Table 1. Absolute pseudo Coulombic interactions (cm-1). 

Method TD-B3LYP/ 
SAC-CI 

TD-rCAM-B3LYP/ 
SAC-CI Expa. 

TDFI 222.8 (233.3)b 216.2 (231.1)b 

160-210 dd 751.0 (755.5)b 732.6 (752.0)b 

TCI 224.5 217.9 
aRef. [4], bWithout protein 

Fig. 2. (a) Top of view of the SXN conformations virtually 
generated along qz. Only 12 conformations are shown in blue. 
(b) Theoretical PCI curve obtained with the TCI method.. 
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