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Sci-finder substructure on February 28, 2019
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hit 14,700 11,466 434 273 248

hit for Biological 

study

2972 2488 181 150 150

ref. for all (including 

patent)

1987 1759 88 38 45

ref. for biological 

study (including 

patent)

1188 1104 43 10 34

Table 1 Optimization of the domino reaction with different metal triflates

N
N

O

CO2Me

Bn

+
M(OTf)n
base

THF
60 °C, 3 h

Ph

(±)-4a
(±)-5b

N

NO

O
Ph

Bn
Ts

Ts3b

entry M(OTf)n base dr yield of (±)-5b (%)

1 In(OTf)3 KtOBu >99:1 42

2 Y(OTf)3 KtOBu >99:1 27
3 Fe(OTf)3 KtOBu >99:1 32

4 Mg(OTf)2 KtOBu >99:1 35

5 Zn(OTf)2 KtOBu >99:1 30



S3

X-ray crystal structure details:

Datablock for the compound 5b

The details of crystal data collection and refinement of 5b are summarized in Table S1. 

CCDC 1898778 contains the supplementary crystallographic data for this paper. This data 

can be obtained free of charge from The Cambridge Crystallography Data Center via 

www.ccdc.cam.ac.uk/data_request/cif.

N

NTs

O Ph

O

Bn

(3R,4'S)-1-benzyl-4'-phenyl-1'-tosylspiro[indoline-3,3'-
pyrrolidine]-2,2'-dione

http://www.ccdc.cam.ac.uk/data_request/cif
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ORTEP diagram of 5b:

Reference
(1) L. J. Farrugia, J. Appl. Crystallogr. 1999, 32, 837. 

(2) G. M. Sheldrick, Acta Crystallogr. 2008, C71, 112

(3) L. J. Farrugia, J. Appl. Crystallogr. 1997, 30, 565.
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1H NMR and 13C NMR Spectra of Compounds
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1H NMR Spectrum of Compound 5a(crude reaction) (400 MHz, CDCl3)
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HPLC Chromatograms

 

HPLC Chromatogram of recovered aziridine (±)-4a                                                                                     HPLC Chromatogram of recovered aziridine 4a

HPLC condition 4a: CHIRALCEL OJ-H, 30% iPrOH/n-Hexane, 1ml/min, 254 nm, tR = 16.644 min (major) tR = 21.331 min (minor)
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HPLC Chromatogram of Compound (±)-5b                                                                     HPLC Chromatogram of Compound 5b
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HPLC Chromatogram of Compound (±)-5d                                                              HPLC Chromatogram of Compound 5d
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HPLC Chromatogram of Compound (±)-5e                                                                HPLC Chromatogram of Compound 5e
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HPLC Chromatogram of Compound (±)-5f                                                           HPLC Chromatogram of Compound 5f
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HPLC Chromatogram of Compound (±)-5g                                                              HPLC Chromatogram of Compound 5g
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HPLC Chromatogram of Compound (S)-5u (reported enantiomer)        HPLC Chromatogram of Compound (R)-5u (other enantiomer)
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HPLC Chromatogram of Compound (R)-5v (reported enantiomer)            HPLC Chromatogram of Compound (S)-5v (other enantiomer)
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HPLC Chromatogram of Compound (S)-5w (reported enantiomer)            HPLC Chromatogram of Compound (R)-5w (other enantiomer)
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HPLC Chromatogram of Compound (±)-7b                                                            HPLC Chromatogram of Compound 7b
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HPLC Chromatogram of Compound (±)-7c                                              HPLC Chromatogram of Compound 7c
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HPLC Chromatogram of Compound (±)-7d                                               HPLC Chromatogram of Compound 7d
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HPLC Chromatogram of Compound (±)-7e                                                              HPLC Chromatogram of Compound 7e


