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Figure S1. HRESIMS for 1
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Pr-4718-9-80-1-6(+).d: +MS, 1.0-1.2min #59-69
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Figure S2. '"H NMR spectrum of 1 measured at 500 MHz in acetone-ds
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Figure S3. 3C NMR spectrum of 1 measured at 125 MHz in acetone-ds
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Figure S4. DEPT-135 spectrum of 1 measured at 125 MHz in acetone-ds
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Figure S5. HSQC spectrum of 1 measured in acetone-ds
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Figure S6. COSY spectrum of 1 measured in acetone-ds
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Figure S7. HMBC spectrum of 1 measured in acetone-ds

I A

Pr-4718-9-80-1-6 8082 1 E:\YandexDisk'\LCMM_NMR_Data\700\data\Leshchenkoinmr
Leschenko, Prd718-5-80-16, 1.1 mg, acelona-ds, 30°C, 700 MHz, CPP TCI -

FZ [ppm]

F1 [ppm]

100 50

150



Figure S8. HRESIMS for 2
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Figure S9. '"H NMR spectrum of 2 measured at 500 MHz in acetone-ds
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Figure S10. *C NMR spectrum of 2 measured at 125 MHz in acetone-ds
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Figure S11. DEPT-135 spectrum of 2 measured at 125 MHz in acetone-ds

—— 105.2
—100.5
—— 99%.64
— 57.02
— 55.99

32 .56

R e T L L B B B I
110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 ppm



Figure S12. HSQC spectrum of 2 measured in acetone-ds
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Figure S13. COSY spectrum of 2 measured in acetone-ds
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Figure S14. HMBC spectrum of 2 measured in acetone-ds
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Figure S15. HRESIMS for 3
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Figure S16. '"H NMR spectrum of 3 measured at 500 MHz in acetone-ds
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Figure S17. 3C NMR spectrum of 3 measured at 125 MHz in acetone-ds
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Figure S18. HRESIMS for 4
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Pr-4718-6-80-1-2(+).d: +MS, 2.0-2.5min #115-145
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Figure S19. '"H NMR spectrum of 4 measured at 500 MHz in acetone-ds
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Figure S20. *C NMR spectrum of 4 measured at 125 MHz in acetone-ds
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Figure S21. HRESIMS for 5
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Figure S22. '"H NMR spectrum of 5 measured at 500 MHz in acetone-ds
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Figure S23. 3C NMR spectrum of 5 measured at 125 MHz in acetone-ds
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Figure S24. HRESIMS for 6
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Figure S25. '"H NMR spectrum of 6 measured at 300 MHz in acetone-ds
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Figure S27. HRESIMS for 7
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Figure S28. 'H NMR spectrum of 7 measured at 700 MHz in acetone-ds
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Figure S29. 3C NMR spectrum of 7 measured at 175 MHz in acetone-ds
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Figure S30. HRESIMS for 8
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Figure S31. '"H NMR spectrum of 8 measured at 700 MHz in acetone-ds
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Figure S32. 3C NMR spectrum of 8 measured at 175 MHz in acetone-ds
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Figure S33. HRESIMS for 9
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Figure S34. '"H NMR spectrum of 9 measured at 700 MHz in acetone-ds
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Figure S35. 3C NMR spectrum of 9 measured at 175 MHz in acetone-ds
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Figure S36. HRESIMS for 10
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Figure S37. 'H NMR spectrum of 10 measured at 500 MHz in acetone-ds
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Figure S38. 3C NMR spectrum of 10 measured at 125 MHz in acetone-ds
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Figure S39. HRESIMS for 11
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Figure S40. '"H NMR spectrum of 11 measured at 500 MHz in acetone-ds
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Figure S41. 3C NMR spectrum of 11 measured at 125 MHz in acetone-ds
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Figure S42. Two most stale conformations of R-1 calculated with B3LYP/cc-pvTz_PCM method.

Interaction between compounds under study with the solvent was accounted for at two levels of theory: first, using polarizable continuum model (PCM; “PCM level”), and
second, via direct introduction to theoretical model of two methanol molecules (Direct; “Direct level”). At the “Direct level” the PCM approach was also used for modeling
interaction of the clusters 1&(CHsOH)x2 and 2&(CHsOH)x2 with the solvent.

4R-1_c1 [g= 0.68 ] 4R-1_c2 [g=0.32]

Figure S43. The optimized structures of 4R-1&(CHsOH)x2.
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