Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2016

The Hierarchies of Hydrogen Bond in Cocrystals/ Salts of Isoniazid and its
Schiff Base-Case Study

Madhavi Oruganti? Pavan Khade® U.K.Das¢® and Darshak R.Trivedi®*

aSupramolecular chemistry Laboratory, Department of Chemistry,
National Institute of Technology Karnataka (NITK)-Surathkal, Mangalore-
575 025. INDIA. Phone No: +91-824-2474000 Ex No.3205,
Email: darshak rtrivedi@yahoo.co.in

®Department of Chemical Engineering, National Institute of Technology Karnataka (NITK)
Surathkal, Mangalore-575 025. INDIA. Department of Organic Chemistry, Indian
Association for the Cultivation of Science, Jadavpur, Kolkata, West Bengal, INDIA

Heat flow” |

4 170.4°C

-———7—F—7F——7—7—T7—7
20 40 60 80 100 120 140 160 180 200 220
Temperature

Figure S1: DSC thermogram of 2a
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Figure S2a: NMR spectrum of 2a
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Figure S2b: NMR spectrum of 2a
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Figure S4: DSC thermogram of 1b
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Figure S5a: NMR spectrum of 1b
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Figure S6: XRPD of 1b
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Figure S7b: NMR spectrum of 2¢
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Figure S9: DSC thermogram of 1d
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Figure S10a: NMR spectrum of 1d
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Figure S10b: NMR spectrum of 1d
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Figure S11: XRPD of 1d
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Characterization by '"H NMR:
NMR(500 MHz, DMSO-dg): 1a: 8.7 (dd, J=12Hz, 2H), 7.7 (d, J=9Hz, 2H), 7.1( d, J=3Hz,
1H), 6.9(dd, J=9Hz, 1H), 6.8(d, J=9Hz, 1H),

NMR(500 MHz, DMSO-dg): 1b: 8.8(dd, J=4.5Hz, 2H), 7.8(dd, J=4.5Hz, 2H), 7.8(dd,
J=4.5Hz, 2H), 6.2(d, J=8Hz, 2H), 7.0(t, J=4.2Hz, 1H).

NMR(500 MHz, DMSO-dg): 1¢: 8.7(dd, J=9Hz, 2H), 7.7(dd, J=9Hz, 2H), 7.1(d, J=2Hz,
1H), 6.7(dd, J=3.5Hz, 1H), 7.0(d, J=7.5Hz, 1H), 7.1(d, J=8Hz, 1H).

NMR(500 MHz, DMSO-dy): 1d: 8.7(d, J=4.5Hz, 2H), 7.7(d, J=4.5Hz, 2H), 7.6(m, J=9Hz,
2H), 7.5(m, J=10Hz, 2H)

Characterization by FT-IR:

1a: 1601(m), 1656(s) 3211.4(s).

1b: 1580(m), 1636(s), 1580(m), 3054(s)
Te: 1601.6(m), 1669.6(s), 3071(s).

1d: 1632.3(m), 1659.6(s), 3306.1(s).
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