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S1. PXRD
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Figure S1 Experiment and simulation PXRD patterns of R, R-DMY-CAF and Rac-DMY-CAF

cocrystals.

R.R-DMY-THE

Simulation of R,R-DMY-THE

4 Rac-DMY-THE

Simulation of Rac-DMY-THE

Intensity{a.u.)

5 10 15 20 25 30 35 40
28/°

Figure S2 Experiment and simulation PXRD patterns of R, R-DMY-THA and Rac-DMY-THA

cocrystals.
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S2. Hot-stage microscopic measurements (HSM)

Figure S3 HSM of Rac-DMY-THE cocrystals.
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Figure S4 HSM of R, R-DMY-THE cocrystals.
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Figure S5 HSM of Rac-DMY-CAF cocrystals.
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Figure S6 HSM of R, R -DMY-CAF cocrystals.
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Table S1  Melting temperature (T _fus) values for DMY-THE cocrystals

XR,R—-DMY—-THE ee/% Trus/K
0.9816 96.32 150.29
0.9579 91.58 148
0.9008 80.15 147.18
0.8819 76.38 144.65
0.7636 52.71 142.96
0.7236 44.67 141.05
0.6673 33.46 142.31
0.6308 26.16 142.27
0.5947 18.95 141.3
0.5461 9.22 141.11
0.5345 6.90 142.26
0.5042 0.84 141.31

83. Thin crystals peeled from the racemic crystal of DMY-THE.
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Figure S7 HPLC of thin crystals peeled from the racemic crystal of DMY-THE
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S4. Crystalline surface indexing.

Figure S8 Crystalline surface indexing of Rac-DMY-THE

S5. HPLC of DMY-THE.

Automatic scale chromatogram

1 ‘Wavelength | retention | Area
.80 {nm) time{min} | (microvolt -s)
SS-DMY | 290 10.326 37092745
RR-DMY | 290 13.323 37207786
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Figure S9 Automatic scale chromatogram of 0.003mol ml"'Rac-DMY-CAF cocrystals



IUCrJ (2023). 10, https://doi.org/10.1107/S2052252523000118 Supporting information, sup-6

S$6. Hydrogen Bonds for cocrystals in this work

Table S2  Hydrogen Bonds for Rac-DMY-CAF

D H A dD-HYA d(H-A)/A d(D-A)/A D-H-A/°
O3H3 02 0.84 2.29 2.652(5) 106.0
O4H4 05 0.84 1.90 2.635(4) 144.8
O6H6BO1'0.84 1.96 2.765(5) 159.1
O7H7 N2%20.84 1.90 2.716(5) 164.1
O8HS8 03%0.84 2.15 2.796(4) 133.0
09H9 0740.84 1.93 2.672(5) 146.3

124X, 1/2-Y,1/247; 23/2-X,1/2+Y,3/2-Z; 124X, 1/2-Y 1 /24Z; *+X,-1+Y +Z

Table S3. Hydrogen Bonds for R, R-DMY-THE.

D H A dD-HyA d(H-A)/A d(D-A)/A D-H-A/°
Ol1H1 01010.84 1.80 2.639(4) 172.6
O2H2 04 0.84 1.89 2.631(5) 146.8
O5SH5 092 0.84 2.00 2.720(4) 142.6
O6H6 NI 0.84 1.95 2.764(5) 162.7
O7H7 013 0.84 227 2.834(5) 125.1
O8H8 064 0.84 1.93 2.720(5) 156.1
N2H2BO51 0.88 1.97 2.738(5) 1453

X 1/24Y,172-Z; 21X /2+Y,1/2-Z; 3 1/2-X1-Y -1/24Z; -1+ X AY +Z



