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1. General Procedure for the Preparation of the Racemic Products

R? NBoc
S X DABCO (10 mol%) _
PRVara RT_ © T CHCh 25°C
S l\l\ '\l\ 2vl2,
R' Me
1 2

To a solution of rhodanine 1 (0.24 mmol) and DABCO (0.02 mmol, 10 mol%) in 1 mL
of CH2Cl2 was added isatin-derived ketimine 2 (0.2 mmol) at 25 °C, then the resulting
mixture was stirred at this temperature until the reaction completed (monitored by TLC).
The solvent was concentrated under reduced pressure and the residue was purified by
column chromatography (6:1 petroleum ether/ethyl acetate) to give the racemic product

rac-3.
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2. Copies of NMR Spectra of the Products
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3. Copies of HPLC Spectra of the Products
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4. X-ray Analysis of Product 3ba

The crystal data of compound 3ba have been deposited in CCDC with number 1569396.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength
Crystal system
Space group

Unit cell dimensions

Volume
Z
Density (calculated)

Table 1. Crystal data and structure refinement for 3ba

dm17375

C24 H24 Br N3 04 S2

562.49

296(2) K

0.71073 A

Orthorhombic

P212121

a=8.7914(10) A o= 90°.
b=16.8836(19) A B=90°.
c=17.728(2) A ¥ =90°.
2631.4(5) A3

4

1.420 Mg/m?
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Absorption coefficient 1.755 mm’!

F(000) 1152

Crystal size 0.200 x 0.160 x 0.130 mm3
Theta range for data collection 2.298 t0 25.499°.

Index ranges -10<=h<=10, -20<=k<=20, -20<=1<=21
Reflections collected 18453

Independent reflections 4898 [R(int) = 0.0287]
Completeness to theta = 25.242° 100.0 %

Absorption correction Semi-empirical from equivalents
Max. and min. transmission 0.7456 and 0.5693

Refinement method Full-matrix least-squares on F?
Data / restraints / parameters 4898 /0/317

Goodness-of-fit on F2 1.015

Final R indices [[>2sigma(I)] R1=0.0322, wR2 = 0.0687

R indices (all data) R1=0.0453, wR2 =0.0737
Absolute structure parameter 0.006(4)

Extinction coefficient 0.0069(5)

Largest diff. peak and hole 0.526 and -0.556 e.A3
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5. CD Spectra of the Products
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