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Table S1. Crystal data and structure refinement for (S, S)-(5)

Empirical formula C23H25NO3

Formula weight 363.44
Solvent of crystallization Ethanol
Temperature 296(2) K
Wavelength 0.71073 Å
Crystal system Monoclinic
Space group P 21

Unit cell dimensions a = 9.6415(7) Å = 90°.
b = 9.7108(8) Å = 97.262(1)°.
c = 11.1357(9) Å  = 90°.

Volume 1034.24(14) Å3

Z 2
Z' 1
Density (calculated) 1.167 Mg/m3

Absorption coefficient 0.077 mm-1

F(000) 388
Crystal size 0.40 x 0.30 x 0.20 mm3

Theta range for data collection 1.844 to 28.762°.
Index ranges -12<=h<=12, -12<=k<=13, -14<=l<=14
Reflections collected 8352
Independent reflections 4719 [R(int) = 0.0170]
Completeness to theta = 25.000° 99.9 %
Absorption correction Semi-empirical from equivalents
Max. and min. transmission 1 and 0.832
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 4719 / 8 / 254
Goodness-of-fit on F2 1.034
Final R indices [I>2sigma(I)] R1 = 0.0619, wR2 = 0.1572
R indices (all data) R1 = 0.0962, wR2 = 0.1804
Absolute structure parameter -0.4(6)
Largest diff. peak and hole 0.32 and -0.19 e.Å-3
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Table S2. Crystal data and structure refinement for (S, S) + (R, R)-(5)

Empirical formula C23H25NO3

Formula weight 363.44
Solvent of crystallization Ethanol
Temperature 296(2) K
Wavelength 0.71073 Å
Crystal system Monoclinic
Space group P 21/n
Unit cell dimensions a = 9.1174(7) Å = 90°.

b = 13.0496(11) Å = 97.831(2)°.
c = 16.4573(13) Å  = 90°.

Volume 1939.8(3) Å3

Z 4
Z' 1
Density (calculated) 1.244 Mg/m3

Absorption coefficient 0.082 mm-1

F(000) 776
Crystal size 0.40 x 0.30 x 0.30 mm3

Theta range for data collection 1.999 to 28.809°.
Index ranges -12<=h<=12, -16<=k<=16, -21<=l<=22
Reflections collected 15332
Independent reflections 4686 [R(int) = 0.0564]
Completeness to theta = 25.000° 100.0 %
Absorption correction Semi-empirical from equivalents
Max. and min. transmission 1 and 0.856
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 4686 / 0 / 255
Goodness-of-fit on F2 1.015
Final R indices [I>2sigma(I)] R1 = 0.0575, wR2 = 0.1175
R indices (all data) R1 = 0.1205, wR2 = 0.1393
Largest diff. peak and hole 0.16 and -0.16 e.Å-3
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Table S3. Crystal data and structure refinement for (S, S)-(6)

Empirical formula C23H24FNO3

Formula weight 381.43
Solvent of crystallization Ethanol
Temperature 296(2) K
Wavelength 0.71073 Å
Crystal system Orthorhombic
Space group P212121

Unit cell dimensions a = 9.0522(5) Å = 90°.
b = 13.5590(7) Å = 90°.
c = 16.6684(9) Å  = 90°.

Volume 2045.86(19) Å3

Z 4
Z' 1
Density (calculated) 1.238 Mg/m3

Absorption coefficient 0.088 mm-1

F(000) 808
Crystal size 0.42 x 0.29 x 0.22 mm3

Theta range for data collection 1.936 to 28.748°.
Index ranges -11<=h<=11, -17<=k<=17, -21<=l<=21
Reflections collected 16466
Independent reflections 4789 [R(int) = 0.0222]
Completeness to theta = 25.000° 100.0 %
Absorption correction Semi-empirical from equivalents
Max. and min. transmission 1 and 0.919
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 4789 / 0 / 262
Goodness-of-fit on F2 1.030
Final R indices [I>2sigma(I)] R1 = 0.0403, wR2 = 0.0943
R indices (all data) R1 = 0.0538, wR2 = 0.1007
Absolute structure parameter 0.1(3)
Largest diff. peak and hole 0.13 and -0.15 e.Å-3
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Table S4. Crystal data and structure refinement for (S, S)-(7)

Empirical formula C23H24ClNO3

Formula weight 397.88
Solvent of crystallization Ethanol
Temperature 296(2) K
Wavelength 0.71073 Å
Crystal system Monoclinic
Space group P 21

Unit cell dimensions a = 9.5094(5) Å = 90°.
b = 18.3294(9) Å = 96.750(1)°.
c = 12.3185(6) Å  = 90°.

Volume 2132.25(19) Å3

Z 4
Z' 2
Density (calculated) 1.239 Mg/m3

Absorption coefficient 0.202 mm-1

F(000) 840
Crystal size 0.42 x 0.33 x 0.20 mm3

Theta range for data collection 1.665 to 28.749°.
Index ranges -12<=h<=12, -23<=k<=23, -16<=l<=16
Reflections collected 17187
Independent reflections 9787 [R(int) = 0.0155]
Completeness to theta = 25.000° 99.9 %
Absorption correction Semi-empirical from equivalents
Max. and min. transmission 1 and 0.903
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 9787 / 13 / 523
Goodness-of-fit on F2 1.013
Final R indices [I>2sigma(I)] R1 = 0.0447, wR2 = 0.1055
R indices (all data) R1 = 0.0630, wR2 = 0.1155
Absolute structure parameter 0.047(19)
Largest diff. peak and hole 0.19 and -0.15 e.Å-3
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Table S5. Crystal data and structure refinement for (S, S) + (R, R)-(7)

Empirical formula C23H24ClNO3

Formula weight 397.88
Solvent of crystallization Ethanol
Temperature 296(2) K
Wavelength 0.71073 Å
Crystal system Monoclinic
Space group P 21/n
Unit cell dimensions a = 13.0861(7) Å = 90°.

b = 9.8938(5) Å = 94.928(1)°.
c = 16.1156(8) Å  = 90°.

Volume 2078.79(18) Å3

Z 4
Z' 1
Density (calculated) 1.271 Mg/m3

Absorption coefficient 0.207 mm-1

F(000) 840
Crystal size 0.66 x 0.44 x 0.22 mm3

Theta range for data collection 1.926 to 28.747°.
Index ranges -17<=h<=17, -13<=k<=13, -21<=l<=21
Reflections collected 16222
Independent reflections 5033 [R(int) = 0.0260]
Completeness to theta = 25.000° 99.9 %
Absorption correction Semi-empirical from equivalents
Max. and min. transmission 1 and 0.846
Refinement method Full-matrix least-squares on F2

Data / restraints / parameters 5033 / 0 / 262
Goodness-of-fit on F2 1.028
Final R indices [I>2sigma(I)] R1 = 0.0491, wR2 = 0.1303
R indices (all data) R1 = 0.0716, wR2 = 0.1450
Largest diff. peak and hole 0.24 and -0.25 e.Å-3
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Figure S1. ORTEP plot (50% probability level) of (S, S)-aminobenzylnaphthol-5

Figure S2. Packing plot of (S, S)-aminobenzylnaphthol-5
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Figure S3. ORTEP plot (50% probability level) of (S, S) + (R, R)-aminobenzylnaphthol 5

Figure S4. Packing plot of (S, S) + (R, R)-aminobenzylnaphthol-5
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Figure S5. ORTEP plot (50% probability level) of (S, S)-aminobenzylnaphthol 6

Figure S6. Packing plot of (S, S)-aminobenzylnaphthol 6
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Figure S7. ORTEP plot (50% probability level) of (S, S) aminobenzylnaphthol 7

Figure S8. Packing plot of (S, S) aminobenzylnaphthol 7
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Figure S9. ORTEP plot (50% probability level) of (S, S) + (R, R)-aminobenzylnaphthol 7

.
Figure S10. Packing plot of (S, S) + (R, R)-aminobenzylnaphthol 7
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Figure S11. Comparison between the X-Ray Powder Diffraction (XRPD) of racemic-5 and (S, S)-5.

Figure S12. Comparison between the X-Ray Powder Diffraction (XRPD) of of racemic-6 and (S, S)-6.
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Figure S13. Comparison between the X-Ray Powder Diffraction (XRPD) of of racemic-7 and (S, S)-7.
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Figure S14. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S)-5
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Figure S15. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S) + (R, R)-5
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Figure S16. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S)-6
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Figure S17. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S)-7 (left molecule)
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Figure S18. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S)-7 (right molecule)
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Figure S19. Crystal Explorer 17 estimate of lattice energies (kJ/mol) for (S, S) + (R, R)-7
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Figure S20. Molecular overlay of crystal structures of (S, S)-5 with (S, S)-6 (left). Molecular overlay of 

crystal structures of (S, S)-6 with (S, S)-7 (right).


