






























Techniques

• 1H  pseudo steady state (PSS)  CIDNP experiments were performed on 
DPX-200 NMR spectrometer (Bruker, 200 MHz 1H operating frequency, 
τ(90) = 3.0 μs). EMG 101 MSC excimer laser (Lambda Physik, 308 nm, 
100 mJ at output window, 20 mJ per pulse in sample volume, with 
pulse duration 15 ns). 

• Spectra and kinetic curves of luminescence were recorded with an 
Edinburgh Instruments FLSP-920 spectrofluorimeter with either a 
Xenon lamp or a laser diode EPLED-320 (λex = 320 nm, pulse duration 
0.6 ns) as excitation sources. The kinetic traces were fitted by 
biexponential decay functions using a reconvolution procedure. For the 
correct selection of the weak band of exciplex luminescence the 
spectrum was recorded twice: without a filter and with the step 395 
nm filter. The absorbance at an excitation wavelength was kept ca. 0.1. 
UV/Visible absorption spectra were recorded using an Agilent 8453 

spectrophotometer (Agilent Technologies).
• All experiments were performed at room temperature 296K.
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Molecular Modeling description

• For each system, 10 MD trajectories with a duration of 100 ns were 
obtained. Using the standard GROMACS utilities, the time 
dependence of the distance between the marked atoms was 
obtained . Further, the average time spent by these groups at a 
distance of less than 0.6 nm and less than 0.45 nm from each other 
was calculated. It should be noted that the figures were obtained 
for launches with a length of 100 ns, i.e., it is more correct to 
correlate the results with the fraction of time that the atoms are at 
a distance of less than 0.6 nm. That is, 0.2% and 0.05% of the time 
spent by the (R, S) and (S, S) -diads at these distances.

• Also, the average angles between the marked planes were 
determined during the calculated time for distances of less than 0.6 
nm and less than 0.45 nm. The results of the analysis of MD 
trajectories are shown in Tables.






