
S1

Supporting Information

Rapid assembly of heterocycles grafted macrocycles via tandem one-pot 

double 1,3-dipolar cycloaddition reaction

R. Prasanna, S. Purushothaman and R. Raghunathan*

Department of Organic Chemistry, University of Madras, Guindy

Campus, Chennai 600025, Tamilnadu, India.

*E-mail:   ragharaghunathan@yahoo.com

Table of Contents

1. ORTEP diagram of 11a S2

2. Scanned copy of 1H, 13C and HRMS Spectra S3-S63

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry.
This journal is © The Royal Society of Chemistry 2014

mailto:ragharaghunathan@yahoo.com


S2

Figure 1. ORTEP diagram of 11a. Thermal ellipsoids drawn at 30% probability. (For clarity 
purpose hydrogen atoms are not shown)
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Scanned copy of 1H, 13C and HRMS Spectra

Figure 3.1a. 1H NMR (300MHz, CDCl3) spectrum of 3a
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Figure 3.1b. 13C NMR (CDCl3, 75MHz) of 3a
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Figure 3.2a. 1H NMR (300MHz, CDCl3) spectrum of 3b
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Figure 3.2b. 13C NMR (CDCl3, 75MHz) of 3b
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Figure 3.3a. 1H NMR (300MHz, CDCl3) spectrum of 8a
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Figure 3.3b. 13C NMR (CDCl3, 75MHz) of 8a
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Figure 3.4a.1H NMR (300MHz, CDCl3) spectrum of 8b
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Figure 3.4b: 13C NMR (CDCl3, 75MHz) of 8b
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Figure 3.5a: 1H NMR (300MHz, CDCl3) spectrum of 8c
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Figure 3.5b. 13C NMR (CDCl3, 75MHz) of 8c
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Figure 3.6a. 1H NMR (300MHz, CDCl3) spectrum of 8d
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Figure 3.6b. 13C NMR (CDCl3, 75MHz) of 8d
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Figure 3.7a. 1H NMR (400MHz, CDCl3) spectrum of 10a
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Figure 3.7b. 13C NMR (CDCl3, 75MHz) of 10a
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Figure 3.7c. DEPT 135 (CDCl3, 75MHz) of 10a
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Figure 3.7d. H-H COSY spectrum of 10a
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Figure 3.7e. C-H COSY spectrum of 10a
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Figure 3.7f. HRMS spectrum of 10a
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Figure 3.8a.1H NMR (500MHz, CDCl3) spectrum of 10b
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Figure 3.8b. 13C NMR (CDCl3, 75MHz) of 10b
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Figure 3.8c. DEPT 135 (CDCl3, 75MHz) of 10b
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Figure 3.8d. HRMS spectrum of 10b
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Figure 3.9a. 1H NMR (300MHz, CDCl3) spectrum of 10c
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Figure 3.9b. 13C NMR (CDCl3, 75MHz) of 10c
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Figure 3.9c. DEPT 135 (CDCl3, 75MHz) of 10c
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Figure 3.9d. HRMS spectrum of 10c
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Figure 3.10a. 1H NMR (500MHz, CDCl3) spectrum of 10d
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Figure 3.10b. 13C NMR (CDCl3, 75MHz) of 10d

O

N N
N

OO

O

Me
Me

N

NO

Hb

Ha
O

Cl

S
H



S31

Figure 3.10c. DEPT 135 (CDCl3, 75MHz) of 10d
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Figure 3.10d. HRMS spectrum of 10d

O

N N
N

OO

O

Me
Me

N

NO

Hb

Ha
O

Cl

S
H



S33

Figure 3.11a.1H NMR (400MHz, CDCl3) spectrum of 10e
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Figure 3.11b. 13C NMR (CDCl3, 75MHz) of 10e
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Figure 3.11c. DEPT 135 (CDCl3, 75MHz) of 10e
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Figure 3.11d. HRMS spectrum of 10e
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Figure 3.12a. 1H NMR (500MHz, CDCl3) spectrum of 10f
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Figure 3.12b. 13C NMR (CDCl3, 75MHz) of 10f
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Figure 3.12c. DEPT 135 (CDCl3, 75MHz) of 10f
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Figure 3.12d. HRMS spectrum of 10f
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Figure 3.13a. 1H NMR (500MHz, CDCl3) spectrum of 11a
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Figure 3.13b. 13C NMR (CDCl3, 75MHz) of 11a
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Figure 3.13c. DEPT 135 (CDCl3, 75MHz) of 11a
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Figure 3.13d.  ESI-MS spectrum of 11a
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Figure 3.14a. 1H NMR (300MHz, CDCl3) spectrum of 11b
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Figure 3.14b. 13C NMR (CDCl3, 75MHz) of 11b
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Figure 3.14c.  ESI-MS spectrum of 11b
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Figure 3.15a. 1H NMR (500MHz, CDCl3) spectrum of 11c
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Figure 3.15b. 13C NMR (CDCl3, 75MHz) of 11c
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Figure 3.15c. DEPT 135 (CDCl3, 75MHz) of 11c
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Figure 3.15d. ESI-MS spectrum of 11c
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Figure 3.16a. 1H NMR (300MHz, CDCl3) spectrum of 11d
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Figure 3.16b. 13C NMR (CDCl3, 75MHz) of 11d
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Figure 3.16c. DEPT 135 (CDCl3, 75MHz) of 11d
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Figure 3.16d. ESI-MS spectrum of 11d
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Figure 3.17a. 1H NMR (300MHz, CDCl3) spectrum of 11e
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Figure 3.17b. 13C NMR (CDCl3, 75MHz) of 11e
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Figure 3.17c. H-H COSY spectrum of 11e
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Figure 3.17d. C-H COSY spectrum of 11e
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Figure 3.17e. ESI-MS spectrum of 11e
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Figure 3.18a. 1H NMR (300MHz, CDCl3) spectrum of 11f
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Figure 3.18b.13C NMR (CDCl3, 75MHz) of 11f
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Figure 3.18c. ESI-MS spectrum of 11f
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