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Table S1. Calculated (calc) and experimental (exp) values of chemical shifts of selected
protons of compounds 10-13 and 16

Position 10 11 12 13 16
o, ppm (calc/exp)
H2 6.64/6.57 / 6.49/6.66 / 3.86/6.09
H5 7.32/7.08 7.17/7.05  7.33/7.54  7.19/7.57  7.85/7.59
H6 6.97/6.73 6.87/6.81 / / /
H2' / / / / 6.55/6.61
H5' / / / / 6.99/6.89

Table S2. List of all possible coupling products used in the QSPR study, the predicted values
of the retention indices and the corresponding QSPR variables
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aM- molar mass, "Bp- predicted boiling points [°C], “MTI- molecular topological index, ‘RIpred- the predicted
values of the retention indices




Figure S1. 'TH NMR shifts of polar and "aromatic" protons of compounds 7, 10-17 given in
parallel; for clarity and uniformity reasons (signals of polar protons were not sharp singlets),
simulated spectra (with experimentally observed values of coupling constants and chemical
shifts) are shown. Signals in the gray rectangle correspond to protons that fall within the
benzene shielding cone; signals with similar values of chemical shifts are grouped within cyan
rectangles.
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Figure S3. Spatial relationship between benzene ring shielding cones and protons placed
above the plane of the ring (compound 14)

Optimized geometry (for optimization details see Experimental section) of compound 16.




Figure S4. The order of elution of aristol constituents from an SiO, column eluted by diethyl
ether-hexane mixtures

Figure S5. Correlation between experimentally determined and calculated RI values according
to equation Rlpred = 116.09 + 4.07Bp+ 0.10MTI — 147.55N;
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Figure S6. Partial ion current chromatograms [35-52 min] of a sample of aristol
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Figure S7. 'H and '3C NMR spectra of compounds 7, 10-17
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