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L. NMR spectra of new compounds
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Figure S2: °C {'H} NMR spectrum of 4 (125.8 MHz, acetone-d,; 298 K)
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Figure S3: '"H NMR spectrum of § (400.1 MHz, DMSO-d,; 293 K)
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Figure $4: *C {'H} NMR spectrum of § (100.6 MHz, DMSO-d;, 293 K)
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Figure SS: '"H NMR spectrum of 7 (400.1 MHz, CDCl;, 293 K)
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Figure S6: *C {'H} NMR spectrum of 7 (100.6 MHz, CDCl;, 293 K)
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Figure S7: '"H NMR spectrum of 8 (400.1 MHz, CDCl;, 293 K)
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Figure S8: °C {'H} NMR spectrum of 8 (100.6 MHz, CDCl;, 293 K)
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Figure $9: '"H NMR spectrum of 10 (400.1 MHz, CDCl;, 293 K)
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Figure $10: *C {'H} NMR spectrum of 10 (100.6 MHz, CDCl;, 293 K)
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Figure S11: '"H NMR spectrum of 11 (400.1 MHz, CDCl;, 293 K, * signal overlap with the signals of the
monoazide cause slightly larger integrals by a factor of 1.25)
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Figure $12: *C {'H} NMR spectrum of 11 (100.6 MHz, CDCl;, 293 K)
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Figure S13: '"H NMR spectrum of 12 (400.1 MHz, CD,CL, 293 K)
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Figure S14: *C {'"H} NMR spectrum of 12 (100.6 MHz, CD,CL, 293 K)
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Figure S15: '"H NMR spectrum of 13 (400.1 MHz, acetone-dg, 293 K)

Figure $16: *C {'H} NMR spectrum of 13 (100.6 MHz, acetone-ds, 293 K)
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Figure S17: '"H NMR spectrum of 14 (400.1 MHz, CDCl;, 293 K)
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2. Chromatographic resolution
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Figure S18: Chromatographic resolution of (rac)-4 by analytical HPLC using a CHIRALPAK IA
stationary phase with n-hexane/ethanol (90:10, v/v) as the eluent and a flow rate of ~1.0 mL/min, UV-

detection at 220nm.
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Figure S19. Chromatographic resolution of (rac)-6 by analytical HPLC using a CHIRALPAK 1A
stationary phase with n-hexane/ethanol (90:10, v/v) as the eluent and a flow rate of £1.0 mL/min, UV-

detection at 220nm.
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Figure S21: Chromatographic resolution of (rac)-7 by analytical HPLC using a CHIRALPAK IA
stationary phase with n-hexane/ethanol (80:20, v/v) as the eluent and a flow rate of ~1.0 mL/min, UV-

detection at 220nm.
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Figure S21: Chromatographic resolution of (rac)-12 by analytical HPLC using a CHIRALPAK IB
stationary phase with n-hexane/ethanol (70:30,v/v) as the eluent and a flow rate of ~1.0 mL/min, UV-

detection at 220nm.
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Figure S22: Chromatographic resolution of (rac)-13 by analytical HPLC using a CHIRALPAK IB
stationary phase with n-hexane/chloroform (98:2, v/v) as the eluent and a flow rate of £~1.0 mL/min,
UV-detection at 220nm.
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3. XRD analyses

(-)-(Rp)-7

Figure S23. Molecular structures of (+)-(8p)-14, (-)-(Rr)-10, and (~)-(Rp)-7 as determined by X-ray
diffraction analysis (color code: grey: carbon; white: hydrogen; red: oxygen; blue: nitrogen; brown:

bromine and purple iodine).
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4, Theoretical simulation of CD spectra including the rotatory strength for CAM-B3LYP
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Figure $24: Experimental and simulated CD spectra of (-)-(5p)-4 including the rotator strengths for

CAM-B3LYP.
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Figure S25: Experimental and simulated CD spectra of (+)-($)-6 including the rotator strengths for
CAM-B3LYP.
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Figure $26: Experimental and simulated CD spectra of (-)-(Rp)-10 including the rotator strengths for
CAM-B3LYP.
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Figure $27: Experimental and simulated CD spectra of (+)-($r)-13 including the rotator strengths for
CAM-B3LYP.
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S.

Cartesian coordinates and total electronic energies of the optimized molecules on the TPSS-

D3/def2-TZVP level of theory
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