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Fig S1. Chemical compositions of the stationary phases used to establish chiral chromatographic
conditions
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Figure S2. Chromatogram of enantiomers of (rac)-MXE free base form resolved on
CHIRALPAK® IG-3 stationary phase using ethanol/diethylamine (100/0.1) as a mobile
phase
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Figure S3. Chromatogram of enantiomers of (rac)-MXE HCI salt form resolved on
CHIRALPAK® IF-3 stationary phase using ethanol/methanol/diethylamine (50/50/0.1) as
a mobile phase.
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Figure S4. Chromatograms of enantiomers of (rac)-MXE free base form resolved on
CHIRALPAK® IF-3 stationary phase using ethanol/methanol/diethylamine (50/50/0.1) as
a mobile phase.
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Sample Info : CHIRALPAK IF-3, 4.6*150 mm
MP: EtOH/MeOH/DEA=50/50/0.1
Flow rate: 0.5ml/min
Sample conc. 1.5~1.8mg/mL in EtOH
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Figure SS. Chromatograms of enantiopure MXE salts with L-(—)-DTTA or D-(+)-DTTA
showing different retention times on CHIRALPAK® IF-3 stationary phase using
ethanol/methanol/diethylamine (50/50/0.1) as a mobile phase: A) L-(—)-DTTA MXE salt;
B) D-(+)-DTTA MXE salt.
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Figure S6. Analytical chiral HPLC chromatograms of the isolated crystals: A)
Chromatogram for the obtained enantiopure (R)-(—)-MXE HCI; B) Chromatogram for the
obtained enantiopure (S)-(+)-MXE HCI.



SMD MODEL

(+)-MXE base (--MXE base
30 30
20 -
10
A 0 -
-10 4
=20 4
30 . ; ; 56 . : ;
200 250 300 350 400 200 250 300 350 400
Wavelength (nm) Wavelength (nm)
—— Calculated ECD specturm of MXE base (/)
—— Calculated ECD specturm of MXE base (S} i— g:x::::g Egg Zﬁﬁﬁﬁ g: Mipon Eg}l
== Experiments) PO spectium of (Y MXE baee ——- Experimental ECD spectrum of {--MXE base
(+)-MXE HCI (-)-MXE HCI
15 15

10 4

15 - T T 15 . : T
200 250 300 350 40¢ 200 250 300 350 400
Wavelength (nm) Wavelength (nm)
—— Calculated ECD specturm of MXE HCI (R} —— Calculated ECD specturm of MXE HCI (R)
—— Calculated ECD specturm of MXE HCI (S) —— Calculated ECD specturm of MXE HCI ()
——- Experimental ECD spectrum of (+}-MXE HCI ——- Experimental ECD spectrum of (-}-MXE HCI

Figure S7. Comparison of experimental and calculated electronic circular dichroism
(ECD) spectra of isolated stereoisomers of MXE free base and their HCl forms using
solvation model based on density (SMD).
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