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2-Methyl-11-nitro-5,6-dihydro-2H-2,6-methano-1,3,5-benzoxadiazocin-4(3H)-
one: synthesis, crystal structure and tautomerism in dipolar aprotic solvents

Valentina F. Sedova, Viktor P. Krivopalov, Yurii V. Gatilov and Oleg P. Shkurko
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Figure S1 *H NMR spectra of compound 4a in DMF-d;, 1 — 20 min after dissolving, 2 — 96 h
after dissolving.
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Figure S2 *H NMR spectra of compound 4a in DMF-d;, (range 1.7 — 3.1 ppm), entry 2 — 20
min after dissolving, entry 3 — 4 h after dissolving, entry 5 — 96 h after dissolving.
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Figure S3 *H NMR spectra of the compound 4a in DMF-d-, (range 5.0 — 6.1 ppm),

entry 2 — 20 min after dissolving, entry 3 — 4 h after dissolving, entry 5 — 96 h after dissolving.
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Figure S4 *H NMR spectra of the compound 4a in DMF-d-, (range 7.5 — 10.3 ppm),
entry 2 — 20 min after dissolving, entry 3 — 4 h after dissolving, entry 5 — 96 h after dissolving.
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Figure S5 C NMR spectra of the compound 4a in DMF-d;, entry 2 — 20 min after
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dissolving, entry 4 — 24 h after dissolving.
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Figure S6 *H NMR spectra of the compound 4a in DMSO-dg, 1 — 15 min after dissolving, 2 —
24 h after dissolving.
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Figure S7 'H NMR spectra of the compound 4a in DMSO-dg, (range 4.5 — 5.9 ppm),

074

1.00

073

1870111

LS5
mrr{
962
o

DEFE R

SESE

9955'%

£+ 13

izs 7

PEIIE—
gL 9
LEDLe—

1 — 15 min after dissolving, 2 — 24 h after dissolving.
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Figure S8 *H NMR spectra of the compound 4a in DMSO-ds, (range 7.4 — 10.3 ppm),
1 — 15 min after dissolving, 2 — 24 h after dissolving.
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Figure S9 **C NMR spectra of the compound 4a in DMSO-ds, 1 — 15 min after dissolving, 2 —
24 h after dissolving.



